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Spectrum data for Compound 4d

"Hime (eoo mr@j&msoﬁgq_‘ b

uld'-. LLL L_MLAL

[

BRUKER

1.00000000

CHAMMEL £1

400.13247%
32768
400.1300000 MEz

T T T T T
16 15 14 13 12 11 10 9

RS

o -

e ()
(O
-
o

[ ®7
39.02

B2 N
184
_/“ el
B.05

T
P - 1
27.56
PRy

042

ppm




§

2.5071
335
~2.33

8 8 |58 i
=2 g2 =
o] I e I ] =]
e e 2]
T ) T

'"H-‘d cosYy

_ b |

14 13 12 11 10 9 8 7 6 S 4 3 2 1




E27

FULEBROG

20201214
E.5%

spect

5 mm PABEO BB
zgpg30

85336

CHSD

153384

4

23580.814
O.IELHLE
1.36647356
3ZTEE
I0.B50
6.50

233.8 K
2.0000a000
0.03000000
1

CHAMNEL £1 =
13cC
75 uses

0.00 dB
100, G2ZRIGE BOT=

15,00
400.1316005
IZT6E
100.612E183
EM

o

1.00

a

1.40

[ | a— %

M- e dsy o

[

I

14




"H-"°C dme o

I S N

BRUKER

Tecid-2020-a

1
20201214
18- 5%

= rm FARTD om

E=:ogplpnagt
Pet

i
Lt

l vt .o
FLERErEEH
riniieiabald CHAMNEL £2 ==
100 == 5135 wane
f 160. 6320158 mne
. ¢ 8 SASIENT CHANNEL sssss
3 i 120 i
. J: tll l .
140
. 1] I ] 160 -
180
200 o7
400 6127408 e
T T T T T Ty T T T T T £

[

'

H-"n ks <

A

BRUKER

WH2Y
Y ¢

H

=150
Fibnes
AD

L
ol

=100 3351
chEta 3.0009500
o2 _bnagazea

al

14 13 12 1 10 9 8 7 6 5




EZ7T

_.J{q__i_.u]‘l_

IH'IS;U HM8 <

]l N

et
H49.5

048
400.1300000 Mz
e

Spectrum data for Compound 8a

Y vmR (Yoo a—nu%, DMSC- )
E22
.
|
-
FL1
srol
=
l:‘]:l\'
S5B
. ca
i
L
W
¥ L Ll L (i T T T T i (] T T T T T T T T T T
16 15 14 13 12 11 10 95 & 7 6 & 4 3 2 1 @& -1 -2 ppm
o e
£ S g L &

SEPDE—ZCZU—EL‘D
21
20200804

spect
S mm FAEEO EB-

D.126314
3_95B4243

3.00
400.1324710
3I2TEE
400.1300000
EM

Q
0.30
]
1.00




fopeiconaoint

@ = e
- -4 .n LB bt s
- & GIRAR3SE o [ |
P ]
O |

2.4540
1.30593

EA134
J—
qls'e‘.fiﬁ
|
|I_' -
jﬂl
13219
4.5%!
MITE]

5]

%

Bep03-2030-
] l I\ fll! ",j-l t Fll\_“ 2

1
20200504
9.15

.00
SO0 1331325

GRADIENT CHANMEL
SINZ.1

14 13 12 11 10 g 8 7 -] 5




E22

!C iz Ctoo .."\.r-nﬁgﬂ DMSo- CQ&:,)

't

N\

[3

HAME
EXPHO
FROCHO
Cate_
Tice
THSTRUM

FROBHD
FULEFROG

CEDERE2
HUCZ

Ecpl3-2020-abb
20

1

20200204

.28

spect

5 mm PABECZ BE-
zgpai0

EEE3E

DMED

4096

4
Z3DED_B1L

0.365313
1.3664756

301.4
200000000
0. 33000000

1

CHAFNIEL £1

1ic
14.75
100 ,6228208

= CHAMNHEL £2
w

15.0
400.1316005
32768
100.6129133
EM
L]
1.a0
]

1.40

Hz
Hz
sec

usec
usec

K
sac

Zae

usec

0_bo dB

MHzZ

T T T I T T T N T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppm
! s
AC @ Use o
BRUKER
EROERD: I
o
8 I, J\ J' LMUI i ppmﬁﬁ?:ﬁn pinrely
-0
B il 18 ED s
£ 100.6203124 feie
100 Eel
—iloe 4
_ 1000009 usec
- i L ac.g uace
. = 120 =, .
. rIcAEs s iiedl
, FMMCCE  Eoha-Ankieche
= 400.2330055 2
140 3= ot e
2 L
| E TSN e
T T T T T T R N T T T T LA | . s
14 13 12 11 10 9 8 7 6 5 4 3 2 ppm b




] [Re.
H-"C Hmece
BRUKER

AHE Sepl3-2030-akh
e 23

,
FROCHD 1
p Date_ 20200504
e L -
I Frune s
{ S

0.00 aB
100, 8220130 Mtz

~120

~140

—~160

180

200 35

10 9 8 7 6 5

SRARARAMLAN RRLEARRALY

4 3

GRAODLENT CHAMNEL =sm=s
&

E22

1<d 9

S




E22 | “~{€K} HI'\NB Q\

Eepal-30i0-akh
25

1
20700804
a.az

1.287662 K;
0.3PE3S08 mec
26002
54,500 usec

6.06

25E.5 B
B .EOSHA0S
C0802

000030100 mes
1050458803 Zae
0.00625000 sed
006250000 ses
0.00020000 sSec
0.00C02240 mec

3,00 ag
EFOL 4001331338 MAz

THAZMEL, £3 mwmwws

1L.ED uwes

40546980 ranz

| GLInsy SRADIDHT CHAPEL =aees

5 i
CPHAH2 SINE. 100
Gz STws. 100
GPEL FO.00 %
CEFZ1 ap.po v

- 200aez: Sal1e %
P16 L000.05 wiec
il I

40. 54808 MLz
z

SFOL
- 25Qroees 43538361 &
aW

53, 960 Fom
o

. 205
Y3 s E 300&‘: ma.ungg'cug e
Le .00 Hz
53 1.40
=1 H
330z B
T e T T T T T T I rerey e EE: :I::E‘
14 13 12 11 10 9 7 6 5 4 3 ppm c: o




C:\Xcalibun\data\S\essmat-elshif-E18}
THE
AZH;

S 1G5 12 16 1B IS 2B B 1B E LB 1B
|H|—||\|\|-[|\||—||\|\|-||\||—||\|||-||\||—||\|||-||\||—||\|||-||\||—I|\|I|_|

ki

w
o
y o (O

06-Oct-20 12:59:53 PMI

OGY AND BIOTECHNOLOGY

NL:
1.65E4
TIC MS
essmat-
elshif-E18

Time (min),

T: {0,0} + ¢ EIFull ms [40.00-1000.00]

[N
S
ol
@

Il
161.95
227.11

Il
192.24

Il
108.02
115.22

235.68

Il
81.04

1146.56
153.10
224.80
293.96

188.44
1221.72
312.42

oy
S
|
123.82

Il
*166.65

169.39
76.75
292.06

251.67
280.28

321.14
332.73

essmat-elshi-E18 #186 RT: 3.13 AV:1 SB: 2 4.45,4.45 NL: 4.45E2

371.05

369.15

411.78

403.45

394.41
,402.47

456.29

426.67

447.73

502.73

472.60
\477.12

547.59

535.73

/528.61
570.72

583.13

602.87

652.45

/637.72
644.25

628.91

:.E

50 100 150 200 250 300

Tl [
350
mlz

400

450

600

650

Spectrum data for Compound 8b




'H vme. L vso m% Dmso- L )

E1lS
=
PHE]H‘!“ 5 men PABED S5-—
_
.l
|
!
|
B
)(J U ) d
: L Wk
T T Ll L] T T T T T T T T T T T " T T T T T
16 15 14 12 12 11 10 9 8 Fi 6 5 4 3 2 1 a -1 =2 ppm
1
= ?ul 2 = |83 3 =
o =~i| B = I = =
r— 1
.
."f
]
o - S—— A W et i,

| s g i rir s
- 11 E [

C——— 3
~




Joptitepapind.

-
e
b
o

BEOF

=
(2
2
el
5.

T

'"W-'H cosy

BRUKER

A I

E12
E13

&

YN

— -

—

T

F14

ppm

12 11 10

13




100

120 I

-140 =

10

PPm




"H-C Hms

|

|
|
ki

BRUKER
{25

1
Ry
o h _)’LL.I'I.!I'L'Ja,‘l!..-f'._._,'-._,'.__l_ MM pem
; .
. . X
1 h ]
I_'-l—'.-"_q T bR R Lt et R LR LR i) L ] et | T T AR R T T
14 13 12 11 10 o 8 7 6 5 4 3 2 1
1 1S
ELl A— N AS(P (I
BRUKER
l !
Loa s L \ & J..J-"J\,lml\_ 7’k i J . ___ PpPm
-150%
C_100
L _s50
- 0
L so0
L 100
Y. ¢
151.8 L 150
2007
2505
L 300:
_ 350:
b : : : R RRNBUPRE.
4 13 12 11 10 9 8 7 6 5 4 3 2 1 ppm




'"U-""A0 HmB

) | A A

n
D | e I G— NS |\ V) T GRS 6 A I\ AN A

los.o

s1.9 f

43,9

14 13 12 11 10 9 8 Z 6 5 4 3 2

!
./.
¥
( |8
\
N r
N
X
S
~




C:\Xcalibur\data\S\essmat-elshif-E19) 06-Oct-20 2:15:22 PM:

THE OGY AND BIOTECHNOLOGY|
AZH
RT:13.38 - 3.94) SM15G,
100 NL:

2.22E4
TIC MS
essmat-
elshif-E19

B A T g i C e o o i o o o o o o o o T o o o T L L el e e
340, 345 350, 355 360, 365 370, 375 380, 385 390

Time (min))

essmat-elshi-E19 #170 RT: 2.86 AV: 1 SB: 2 4.45,445 NL: 4.47E2
T: {0,0} + ¢ El Full ms [40.00-1000.00]

1o}
D3
L
100+
; 3
a 3o}
90 @
il ©
80 S <
: g @ g
] 53 e
70 ~
1 ® N
3 @ @
9 N o o
| by 2 Q
60— 2.8 o ™ ©
-1 ™ ™ © N — o -
] ® © e X Sy o ~ N
i : » )
L ~ Q B . e [N o) @
50 <« ® — N 0 m o 0 % @
a| R 0 o o v ©
42 -3 R Iro} = o ~ < 8 8 o
Jw Q I ® > i bk e &
5 o @ 3 N d
- | & shp 8 3
1 ©
1| 8|2 KENEY 8 g @ ko o
1 6| |07 d R © ™ 1 |o S © o &
[ =S| L n o L ®|@ & 3 2 ©
d =t i s 3 ® O N o 9 4 ©
3 S ® © X o 9 < 10
] ] - ® ® M 0
- N — ® @ i )
20 ||| & S | X €
i ~ & 3]
7 Il
3 I\
10 H
0 [Tt TT o Tt o= s T T [le =TT | T Te=T -
50 100 150 200 250 300 350 400 450 500 550 600 650
m/z

Spectrum data for Compound 8c



‘H nmr (uoco m%_\bmso—dkv

BRUKER

f‘ f .H |J 4

L/ ) ~"HJ

. i~ Vl | |
VAN LA W ALY,

16 15 14 13 12 11 10 9 8 7 6 5 4 3 2 1 0 -1 -2 ppm
bse . oed e | S ST N
| 2 8 2
1= 2 | =l S

~ U Sl e
o o| v Iof=is
=4 ol

~ o]

e o

¢
!
ol

9

61
.4
3

0.2580




]H"H CDS‘](

H
i
i!. S\
| L2
3 & 3 s
— oL ) .
S . A
I L -4
- af | 5
-:.I & 6
=7
F 8
* -9
| . 10
| 1
|
- & 12
{
4 & =13
=14

14 13 12 11 10 9 8 7 6 5 4 3 2 1 ppm

*comg (loo m;z Dmso -l )

BRUKER

-—e

200 180 160 140 120 100 80 60 40 20 0 ppm




- 40

- 60

—-100

~120

~140

- 80 =

___ ppm




‘H-"C_HmB <

T .

I [ 1)
L ] A UL ||‘_I i Vi
e S A z o — L i, ra— CE— S— W W - -
- 0 X
I
f 20 i
L] =
v T
: - 40 : .
o - =
60 =
L .
0

14 13 12 Lh! 10 9 8 7 ] 5 4 3 2 1

T T T T T TR T T TR TR

M~y G
rsLe °

14 13 12 11 10 9 8 7 6 5




H-"S0 HMB <

[T
t_ J J..u.fl‘; I ¥, |‘||\ -

_— N

05,3 o T B oo0EE

wgl s R T Tl

11 10 8 8 7 6 5 4 3 2 1 ppm




C:\Xcalibur\data\S\essmat-elshif-E20)

06-Oct-20 3:14:54 PM|
THE
AZH/

RT:3.97 - 4.47) SM:15G}
1005

953

907

855

807

759

704

D (2]
o ($3]
||||"|'|||!"'|'|

||||L&|'u,-l-|

505

P P
o (82}
||||"|'|||I|"'|'|||

||!':|'Lg

OGY AND BIOTECHNOLOGY

NL:
8.51E3
TIC MS
essmat-
elshif-E20

T
400, 405 410

4.15

4.20)
Time (min

4.25 4.30

435 440

445

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

191.93

85.45

101.03

135.43
'140.17
193.80

226.61

48.16
57.30

76.22
130.21
141.36
158.99

168.72

/264.08

267.74
294.36

essmat-elshif-E20 #226 RT: 3.80 AV:1 SB: 2 4.45,4.45 NL: 2.48E2

296.76
359.26

311.57
378.45

339.29
356.80

'316.01

382.25

397.32

425.29

571.27

557.26
561.29

512.18
521.04

447.69
466.20

471.08
500.87

590.91

597.92

600.69

638.32
666.85

1659.98

682.11

50

T T
100 150 200

250

T
350
miz

300

400

450

500 550

600

=]
650

Spectrum data for Compound 8d




‘H e ("{OO W\HS7 3mso-dgw

|
|
| J‘
; \ 3
[ “ ' 1
a i |
‘ il /
;i ‘ l
3 Ak
1N H | =
Ik ik ‘ A N L
. SNV N LA AW " ¥ .,
T T T 7 T 0 e T - |
16 15 14 13 12 11 10 9 8 7 5 4 3 2 1 0 -1 -2  ppm
B = 58 ==t R =3
ar B oy T g
: s N8 B R
[
‘ \
| |
| ‘
‘
| |
A\ |
| |
‘
|
' ‘ |
II ‘
| |
1 . .

LES




‘H-‘H cosY

14

14 13 12 11 10 9 8 7 6 5 4 3 2 1 ppm

INSTRIM
FROSHD &
PULBROE
O
SOLVENT
Hs
o=
SwH 23980.814 H2
FIDRES 0.36531% Ez
AT 1.3664756 sec
RG 32768
™ 20.850 usec
oE £.50 usec
TE I60.7 ®
oL 2.00000000 zac
D11 0.03000000 sec
oo 1
== CHENNEL f1 ==
13

14.75 usec
0.00 dB
100 _EZ2E298 MHzZ

HANNEL £2
waltzlé
1H

15.00 4B

4007,1316005 Itz
32788

100.612E193 MHz
EM

o
1.00 Hz
)

L.40




BRUKER

A ,U\ Jl___ ppm

80

100

140

13 12 1 10 9 8 7 6 5 4 3 2 1 ppm

2]
EX)

100 =
4
EL2 .60 dan
SF02 100.5228138 MEz
LR LI l-120 » GRACIENT CHAIDEL =mmms
. smiE 160
SniE- 100
ShE 10
'
'
'
. L !

B3 12 1 10 9 8 7 6 5 4 3 2 1 ppm e




B21

IH_1‘TM HS‘Q

Lol

14 13

| H
. He
. Az
| . wese
. . o
3000000 ==
- . 2la3030am
: 2020000
1
| ; P
| . . 3
| ' . s CHREL
| ¥ vl
2034
. . 20.2a8uY58
<= . . - 2
smanEnT
. . . 3 .
o4
' 3
. .
. usae
. ' - usac
| . i
. st
T T T T T T T T T T T T T T v

HMR &

quﬁtht . L _

35,y

143y

o ¢
sOLvENT osg

F=-150: i

o
zces
4001300000 MMz

H
4

oF
40.5248230 Mz
EINE

0.00 Hz
[




C:\Xcalibur\data\S\essmat-elshif-E21

06-Oct-20 4:24:36 PM|

THE
AZH,

RT:3.60 - 4.54) SM}15G
- F_l b Bels)
100

[e) [ee] [{] ©
b
1 )

-

uwnulgnuhgnuﬁ-s;n|$n|ll_$n|@|1|§|u@null_\?‘nuﬁjnull_?nnll%jnnll_?nu

N

OGY AND BIOTECHNOLOGY!

NL:
1.85E4
TIC MS
essmat-
elshif-E21

4.1

Time (min)|

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

168.97

=
o
7

©

o
e, | A
120.69
121.81

3
I
\

43.08

70

o
o
83.22
123.03
186.95

161.61
166.41

11122
l180.97

(2]
o

224.55

"47.68
78.22
99.15
214.82

243.71

269.58

=
100 150 200

250

270.33

283.36

288.38

292.08
306.81

300

essmat-elshif-E21 #256 RT: 4.30 AV:1 SB:2 4.45,4.45 NL: 2.63E2

343.96
357.86

377.87

411.83

407.94
410.66

/

447.06

480.26

512.81

500.01

527.19

548.13

563.95

567.39

605.14 i

590.75

'611.05

670.19

646.45

,/666.78

350
miz

r

T
400

T T T T

450

500

T
600

= T

650

Spectrum data for Compound 8e




"H vmr (uos m%-‘)mj}b‘ =) )

BRUKER

Howl2-2020-akb
11

1

202011463

21.20

apect

5 mm PAZEQ BE-

2
BEITE.L46 Nz
0.1263E4 Hzx

1.BEB4ZLT
131

11.6
3.00
400.1324710 X
3ZTER
400.1300000
it
)
0.20 Hz
a

L.00

L T T T T
16 16 14 13 12 11 10 ¢ 8 7 6 5 4 3 2 1 o -

=
|

4.1780

-2 PRmM

s ] w3 = |l - 1]

: " = |n (== = =

- o = |N <| g re -

- - i o
1 _sepritasspin. R

T oo o mmg : BE 2 :
1 ot B | o 3
= as = =
] i =2 ]
1 i

1.8178




3]

[§]

F T —

I

by U

e __JJMUILL_J

14 1

T T T T T T ® ¥
200 180 160 140 120 100 80 60 40 20 0 ppm




20

100
~120

140

- 60
L g0
100

-120 G AT




E22

J

3.6

153.% redl

5082

L 1000

14 13 12 11 10 9 & 7 6 5




C:\Xcalibur\data\S\essmat-elshif-E22

06-Oct-20 1:30:33 PM|

THE OGY AND BIOTECHNOLOGY/|
AZH/
RT:10.00 - 5.49) SM}15G, AL
5.03E5
TIC MS
essmat-
elshif-E22
Ol|||||||||||||||||||||||||||||||||||||||||||||||||||||||
0.0/ 0.5/ 1.0 15 20| 2.5 3.0 3.5 4.0, 4.5, 5.0|
Time gmin)r‘
essmat-elshif-E22 #103 RT: 1.74 AV:1 SB: 2 4.45,4.45 NL: 3.03E2
T: {0,0} + c ElFull ms [40.00-1000.00]
©
|
oo
N~ @
100+ o
i [ee]
90—
g ~
E D)
] <™
80 & ]
7 N
d o] s
i @
70 8
1 =1
a ®
E N
60— —
] © &
b 8.3 = b | )
. < = ([~ N
" P 89 |8 B N 3 NN 8 8
1l ~ % = N N s o N o0 o o o
] < o| 3o i ol [N ~ D gl s 0
al o < 2| (T ) = o No ©vov 1
404 8 - | o Go) S S ) N Q ~
b & 5 N » @l B <L - o ~ —
i q 1 ®9 [ 3 ~
] < - ™ = < S
30 3 ™ S
1 bl 5 ™
] N
20 Q
3 N~ <
] 3 - 3
10 2 S
1 il
O-|||||||||||||||| T [ o | T [ Tt T T | [ T T T [ T T T T [ T T T [ T 19 T | Tl T T Tt 18]
50 100 150 200 250 300 350 400 450 500 550 600 650 700
miz

Spectrum data for Compound 8f




n ume (Yoo ml}gﬁ ImMso- o )

po
|
| 1 |
|
' .|. l - ‘ I
/." IIlI l I.!
It ! I
AN L_J'L ' _;J"J J«LL_JJL
T T T T T T T T T T T T T T
16 15 14 13 12 11 10 9 8 T 6 5 4 3 2 1 0o -1 -2 ppm
L. A | | I___\_\__ _,__J L J — S
-
= |~ g N |
= — ‘ -
|
/ |
SREERCERESRIRSTIRERE352] Hew SLZR38R
P 95 Boormes
Q SREma N~
dﬁs&ﬁ#s&#:{:{#ﬁﬁsﬁﬁ«jddujf’\é ni EUT LT
/
[
" [
/
/
—
/
/ l

{ |

=
7

A4 AL
A A
giisz E 8

3 1 | || e
| |4 b S| =
| = = = (8] &S
g4 w1 S| =
B b . K - ol Jetlda”

®
e

© 1=l
~ 3
= |
< =
o —

hu v &

5




92

7;77_ I 1 W —— —
' B 8 ' | Bl |8 |
'H-"H cosy
|
T
ke t__,"-;-"lél_lx UL _ppm
. p
| ; 2
= P
— Eﬁ;& ) !_ .
& -6




Fc pme (loo VN%“ DMmso -of, >

. : ; : ; ;
200 180 160 140 120 100 80 60 40 20 0 ppm
13
W-PC Us@ C
BRUKER
n ol =
T W i J_J"‘\EJ'V}_‘_-\_J' ',L_LL,L-;;___ PPM R © TN
% v
; b 20
. - 40
. 60
~ 80
100 i
, © 120 ©
L1402
B IS
14 13 12 11 10 9 8 7 6 5 4 3 2 1 ppm .




b )

N2,
d
L - e




-0 ume <

|
' |
Al ' | ‘
A A,,J"‘I‘JL‘ LA = “L-’I‘-_LJJL__N—

F o100

151.6

ALY

1 10 9 8




06-Oct-20 2:49:45 PML

C:\Xcalibur\data\S\essmat-elshif-E23

1.89E4
TIC MS
essmat-
elshif-E23

NL:

OGY AND BIOTECHNOLOGY}|

THE.
AZH)

RT}3.15 - 3.59; SM}15G

T
3.35

T
3.30

T
3.25

Time (min

essmat-elshif-E23 #178 RT: 3.00 AV:1 SB: 2 4.45,4.45 NL: 5.00E2

T: {0,0} + ¢ ElFull ms [40.00-1000.00]

80922 i
S6°202 mﬂu
58'G89 i
S6'1.9 i
S6'679 To sl e
€0'529 —
‘869 —
95°565 oL 0
€205 b
99'€95 i
80°L¥S i
&8 5t ZE'6TS -
668, _
z8' 18y
- 9t €9 g
zo'6eY
oovey __ _____——T
8 TTY
z0'90t/ W
ST'6LE

s0'0LE 2198 =
09'TEE -

88'962
vo'tee/ [
vE192 b

. 85 T2z
v0'8TZ
- €596T/
89°9/T

6.'9%

IRT T TRt T T T
[=3 o (=]
o (=] =]
l

350 400 450 500 550 600 650 700
miz

300

250

Spectrum data for Compound 8g



; .
"H vme (100 mf DMSso - X
& g

T T T T g hohus wddogod | e ( fadada T T T T
16 15 14 13 12 11 10 9 7 6 5 4 3 2 1 0 -1 -2 ppm
L il L = L ) e S0
B TN oo nn‘ el =l Yesf e T o \oof
S| \.—' lf"{ B 5 2 !
S| lod 1w o |=F - -
el | ) [ I3
o T TN M aparss
o 0PIV D N T QUuY @« o pno ®
C T e She 2
.. BIERARR L SR e e B
| | C 1
i
‘
]
i i
F &
Ao
e (o slaled
B Jz x:EUa B R
=) el = [~i<) ! (o) | S|
N N NI EN




— J L MR L WL, . ppm
o° ° &
2
— & -
‘>.
o=
b - oa
= P r 6
- ‘
ol t
&
& . 8
—| &
10
‘ [
< & ri2
-l o
‘ 14

14 13 12 11 10 9 8 7 6 5 4 3 2 1 ppm

'S¢ vmg (oo mf’lé‘ Dmso-4, )




- 60

100

-120

140

10 9

t 40

60
~ 80 -

100

120 G
140
~160

180 v
|-200

ppm &=




14930

MY Y
1510

0s.0

51,4

2473




C:\Xcalibur\data\S\esmat-elsherif-e-24.

05-Oct-20 11:44:57 AM
THE
AZH;

RT:14.01 - 4.32, SM:15G
1007,

© ©o
.48

[ee)
a1

©
o

~
a1

~
o

65

60

[62]
a1

o
o

N
i

OGY AND BIOTECHNOLOGY

NL:
7.95E3
TIC MS
esmat-
elsherif-e-
24

Time (min)

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

203.69

100

90

80

242.93

1 1 1
64.08 66.38
105.46
13035 .o o
151.22
20553

279.05

esmat-elsherif-e-24 #270 RT: 454 AV:1 SB: 2 4.45,4.45 NL: 3.57E2

348.48
384.10
398.70

296.43
322.10

319.54
'326.29

433.41

436.46

472.33

480.03

491.20
507.00

526.19

552.66

568.93

581.41

584.39
624.60

640.99

667.61

687.39
725.44
727.80
741.28

100

300 400

m/z

500

e 2l

600

-
700

Spectrum data for Compound 8h




U owe. (oo m%)’bmso— qu

. -1 =2 ppm

e T T T e
16 15 14 13 12 11 10 9 8 Z 6 5 4 3 2 1 0
L A | > | E: |
= lof w| i e @ e o
(2 (2 S bl o @ 12 =
| QI < bl - ol ol
@l Il
coneanscna_suradnanneta oo
2253298582387 2802NRBET e geratt
2 E 8 SStSaR
.......... RROR RIS ey s
R
R e el




sl

A M =

‘H-'"H cosY

~10

-12

or iespaping. )

1 *1e8]

180
i

100
h

80
0

—160.2867

TES  gEacenamn
e e TR A TS )
Ses | Snednorrwe
gog  ghgdngerds
T TSNS

[ TR

—103.8180
—60.0881
—$56.4052

1

9

7

{1

X1
—23.5308




",
. 1‘1' \
S M T s 4L,.¢‘L"l"~‘\_,'\_,‘ R il ""\,"}\\ ,L‘__,\_ ppm:

- 20

60

80

-100

-120

~140

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

‘-3 Hms e

LA

R S R O | i, R




" — M. I UE'Y 1 O VA N ) AN J‘_A_ﬁ‘ ppm:

l -150%

[ -100
-50:

r 0

50

— 100:

,

4. . -
L 200

2507

- 300:

350:

14 13 12 1 10 9 8 7 6 5 4 3 2 1 ppm%

E25
BRUKER
i I
| LY Ll M eneE
— N M s VA N N N
-100;
-50;
R
F 50z
oS3
" - 1007
431 =
EX T
250 i
— 300 {
|
v Db T T \ [oid :
14 13 12 11 10 9 7 6 5 4 3 2 e




C:\Xcalibur\data\S\essmat-elshif-E 25, 06-Oct-20 2:43:00 PM
THE OGY AND BIOTECHNOLOGY
AZH,

RT:12.07 - 2.46; SM}15G
100

NL:
3.79E4
TIC MS
essmat-
elshif-E25

T T
2.10 2.15 2.20 2.25 2.30 2.35 2.40 2.45
Time (min)

essmat-elshif-E25#50 RT: 0.85 AV: 1 SB: 2 2.66,2.66 NL: 4.16E2
T: {0,0} + ¢ EIFull ms [40.00-1000.00]

169.03

100

202.17

123.68
275.17

o
(]
585.66

248.15
258.01
401.91
471.46

539.00

N
o
4818
85.43
122.36
280.48
310.21
341.95
347.27
362.74
434.60
1435.75
482.39
535.19
557.26
/581.07
626.52
676.04

N
o
61.02 5136
224.47

'124.71
152.68
- 495.87
'500.08
620.05
'629.98

=
o

677.61

717.90

705.58
'723.84

Tefe = T=1 To [ Te ete o [ Te TeTe T To [ T=re T 1 T TeTeT TF 1= 1= T = T 1= 1 T
50 100 150 200 250 300 350 400 450 500 550 600 650
m/z

o
i

o T T [ T et T [ T T T

3

700

Spectrum data for Compound 8i




‘H vz (yoo m;éS] DM so - b 3

. T
16 15 14 13 12

11 10 =

-2

ppm

'H <osy

@

14
ppm

BRUKER




“c vve (100 Mk dmso- )

200 180 160 140 120 100 80 60 40 20 0 ppm

ppm

60

80

100

=120

140

13 12 11 10 9 8 7 6 5 4 3 2 ppm




I i | - |
=4
: : : R : :
13 12 1 10 9 8 7 6 5 4 3 2
t 1S
§ H-"N HMB @
BRUKER
!
|
| | l
| "
[ -150=
L1003
—50:!
[ ]
F s0%
E 100:
[ :
1595 F 1s0..
£ 200
b 250
300
3505
AR | T T T ] T
13 12 1 10 9 8 7 6 5 4 3 2 ppm




C:\Xcalibur\data\S\essmat-elshif-E28 06-Oct-20 4:42:43 PM
THE

AZH/

RT:14.68 - 5.15; SM}15G;
100/

95|

90

85

80

75

70

65

60

55

50|

45

OGY AND BIOTECHNOLOGY

NL:
3.09E4
TIC MS
essmat-
elshif-E28

e e e e T e e e e e e e e e T e e e e T

T
4.90
Time (min)

essmat-elshif-E28 #278 RT: 4.67 AV:1 SB: 2 4.45,4.45 NL: 3.80E2
T: {0,0} +c EIFull ms [40.00-1000.00]

100+

284.06
314.97

208.01

al
o
9

N
o
231.82

128.24
168.23
325.42

112.70

1161.42

w
o
[ [, (A [

N
o
/56.56
65.03
1108.22
,200.95

=
i
Il

268.95

1265.40

234.01

340.20
403.59

423.95

44553
464.74

475.83

496.28

573.94
574.68

'502.32

538.94

/547.64

1606.13

612.96

609.94

651.40

680.58

*655.99

o
9
~
<l
—
IM

100

To TS

50

150 200

= o To=ie )

250

300

T 1o v Te Ts T Te &7

350 400
miz

450 500

550

—+— 598.04

600

=T T |

650

Spectrum data for Compound 8;j




"H omee (H‘oo m”g‘ EMSO—CQB)

16 15 14 13 12 11 10 9 8 7 6 5 4 3 2 1 0

=
i
~

ppm

g E
3 A
: -

—




&l =3
= e
v T
[}
"H-"H CQ,SKT
EZ9 I /
|
E e
=| :9?
=£! =C\‘?{P
l .
I .
— e
S| ﬁ@‘
— ' A7
= &
g {>
i
i
-EI‘ ‘g}.
]
'
I:I T [ 1 1 T T 1 1 1 [ | []
4 13 12 11 10 8 8 7 6 5 4 3 2 1




W

1

20201225

6.56

spech

5 mm PREGD EI—

§_
Z.00000000

0.03000000
1

CHAKNEL £1 =
13C

14,75 ¢

0.0
100.62282%8

Hz
Hz
sec

usec
uses

zec
sec

Mz

CEDERG2
HICE
FOFDZ
PL2

T
160

T T T T T T T T
140 120 100

CHANNEL £2
waltzlf
1

32768
100.6128193
=

@

1.00

@

1.47

uses
dB
dB
Mz

Mz

200 80 60 40 20 0 ppm
) H—!B - H-EJCP c
BRUKER
- ey A A _ ppmgi:
‘ 20
’ e - 40
s 60
- g0
100
!
:, - 120
140
: » . S — SV —
14 13 12 11 10 9 8 7 6 5 4 3 2 1

ppm




"Y-"*C KmB o

E25
oLt ;’ﬂl id | f
j LGV J
I L} i E L} "
| L]
I I T [ e T i T T

JE H

tE

4 2

i [e

| L g

|

{ L
th

Lo

Low




ML_

Idla_fsl

504

243. 9

== CHAMMEL £1 =

[T EETETH

== CHANNEL £2 mme

- i 0.0an0zzda




C:\Xcalibur\data\S\essmat-elshif-E29 06-Oct-20 1:21:26 PM
THE OGY AND BIOTECHNOLOGY:!
AZH/

RT:43.56 - 5.288 SM}15G;
100 NL:
4.84E6
TIC MS
90 essmat-
elshif-E29

3.6 3.8 4.0 4.2 4.4 4.6 4.8 5.0 5.2
Time (min)

essmat-elshi-E29 #288 RT: 4.84 AV:1 SB: 2 4.45,4.45 NL: 1.74E3
T: {0,0} + ¢ El Full ms [40.00-1000.00]

<
w0
[=}
n
100
90 -
™
N
o
80
70
60
50 o
ol
o
—
40
— Sc%
< oy o
30713 98
20 )
0 o <
o ol
104 (|8 L;%.
0| W o T[T [ 1T r‘rlv

|
50 100 150 200 250 300 350 400 450 500 550 600 650 700

Spectrum data for Compound 8k



Esmatl;

Archivi
Sample
Tile:

Sher

1-E38-DNS0-H1

@1reclory: /export/home /varl/vaarsys /data
palrectory: DDSma_test_12Mar2014-21:34:40

Pulse Sequence: s2pul
Solvent: DNSO

Teap. 30.0 C / 303.1 K
. -30088  "NWR300"

Relax. delay 6.000 sec
Pulse 45.9 degrees
Acq. time 4.000 sec
wieth 6600.7 Mz
18 repetitions
ERVE M1, 3
DATA PROCESSING
Line broadening 0.8 Wz
FT size 65536
otal time £ min, $5 sec
apr 15 2021

00. 0587872 NNz

Cat

3.855
3.487

*
- s s
2 @ o 2.
ns o . - ot g
as SH 2 a (| 2299
o nn n 2 a2 o o .;,;r
] 2 s | 5 % :
o ! - b 1 - = |
| ’
d ‘ |
- / 4 a7 / /
i
/ U
- . T - T T T T T T T 1
14 13 12 11 10 9 8 7 6 4 3 2 ppm
s.80 T 2.98 25.29 1.65 5.02 2.63
. 0.76 158" 2.3 32.31
Camatl iShareef~L36-DNSO-C1Y
Arcnive : /export/nome/vrarl vnarsys sdota
Sample @lractory: DOSem_test 12Marz014-21134540
Tile: PEQTON
Pul Sequenc s
Solvent: OWSG
pabient tesperature
Wercury-20588  -NRR300"
L EE
B
523097 AMZ I\\ -
90.0702830 WHz "
1
Uine brosdening 1.0 Mz
7 oeize 63536
Total time 31 hr, 7 min, 12 sec
Date: &pr 15 2021 -
s=3
o248
- = Fom
nss £l a7
a22 :
s B =
e s
% s s
‘ g7 H




RT}2.93 - 3.61) SM:j15G
1003

95%

90

854

805

NL:
1.34E4
TIC MS
essmat-
elsheref-
e35

T
3.3
Time (min)

3.5

essmat-elsheref-e35 #207 RT: 3.48 AV:1 SB: 2 4.20,4.20 NL: 2.49E2
T: {0,0} + c ElFull ms [40.00-1000.00]

Il
213.69
383.87

67.42

84.31

1l
'43.74
97.95

126.45

142.81

15185

1155.81
172.21

/209.83

266.58

237.34
282.74

264.58

297.87

°309.21
°324.60
'339.42

.377.88

407.20

416.27

486.04

44254

457.87

573.39

513.39
543.86
546.81
547.63

/543.06

/

594.47

627.16

647.51

'597.65

626.21

'652.18
709.59

708.82

T Tt TeT=Ts T

50 100 150

200

=Tl [5 T

250

BT [ 15 T 1= 1 [ T

300 350

400

miz

450

500

550

600

650 700

Spectrum data for Compound 8l




EseatliShereef-E35-DNSO-H1

Archive directory:
Sampl

/expOrt/home /vnar 1/vnarsys/data
0

directory: DDSem_test_12mar2014-21:34:4

File: PROTO

Pulse Sequence: 12pul
solven

Temp. 30.0 C / 303.1 K
Rercury-30088 “NWR300%

3.633

vietn 6600.7 WZ <
14 repetitions -
OBSERVE _ M1, 300.0687872 AHZ 2
DATA PROCLSSIN o
Line broadening 0.1 Mz L
FY s12¢ 65536 —
Total time 58 min, S5 sec 2Ty
Date: Apr 11 202 an= |
- ’/e
: -3
| vo [on @
IPE 4
g J H
M - 2 3
= 1 . g
o ww
2 © | 3 H
3 i o
o | 1 1
| r’ f| J' |
| [ 1] { ‘
T —r—r r - T T T T T ¥ T L0 s T T T
14 12 11 10 9 8 7 6 a 3 2 ppm
5 — —— —— [ —
- 2.31 3.77 15.23 a.75 2.88
6.38  12.34 74 34.21
2.75
o
Cematl1Shereef-(3%-PM5SD-C13
Archive @irectory: /eport/home/vmarl/vearsys/data
Samsle directon tme_test_17Mar2013-21:34:40
e N
szput
"t temserature
A
sdense
sq:a8
7% i
23545
>4 /
-
2
=7 2 % 2
z) 2 L
s e L - an
= 2 a 3 15
s | E 3
EERY| -

200




essmat-
elsheref-
e36

1.18E4
TIC MS

NL:

RT:14.61 - 5.24; SM}15G
1005

5.2

5.1

5.0

4.9

4.8

4.7

Time (min),

essmat-elsheref-e36 #226 RT: 3.80 AV:1 SB: 2 4.45,4.45 NL: 6.70E2

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

€T1°269

26',99
€1T°8V9

T0'8¢9
90'129/
T2'109

¥8'9.9

72°65G -
€1°95G/

08'22S
Sv'STS/
8E'Z6Y-
Tv°08Y
09°TLY/
98'TSY —
08’8y’

€5 ¢TIy

TT'6LE -
eoeLe!
0Z:05€
S6'vEE
veveel
ve182,
eetTse |
5'892
6.'552"
55262

L0°0T¢

61'98T,
SeLLT
12591
SGTST
2 e,
yogot,  ororr,_ 89TCT
85°€01 p—
. ¥8T8
sT9L
L7'€9 —
o Sv'8g

GE'S0T

LR L LT T R R L T T
o o o o o o o o o
(=2} © ~ © [Te} < ™ N —

10011

100 150 200 250 300 350 400 450 500 550 600 650

50

m/z




