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1H/13C NMR Spectra
for compounds 6a-d, 7a-d, 8a-f
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Figure 1. 1H NMR (500 MHz, CDCl3) spectra of 6a
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Figure 2. 13C NMR (125 MHz, CDCl3) spectra of 6a
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Figure 3. 1H NMR (500 MHz, CDCl3) spectra of 6b




Figure 4. 13C NMR (125 MHz, CDCl3) spectra of 6b
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Figure 5. 1H NMR (500 MHz, CDCl3) spectra of 6c
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Figure 6. 13C NMR (125 MHz, CDCl3) spectra of 6c
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Figure 7. 1H NMR (500 MHz, CDCl3) spectra of 6d
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Figure 8. 13C NMR (125 MHz, CDCl3) spectra of 6d
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Figure 9. 1H NMR (500 MHz, CDCl3) spectra of 7a
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Figure 10. 13C NMR (125 MHz, CDCl3) spectra of 7a
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Figure 11. 1H NMR (500 MHz, CDCl3) spectra of 7b




Figure 12. 13C NMR (125 MHz, CDCl3) spectra of 7b







Figure 13. 1H NMR (500 MHz, CDCl3) spectra of 7c




Figure 14. 13C NMR (125 MHz, CDCl3) spectra of 7c
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Figure 15. 1H NMR (500 MHz, CDCl3) spectra of 7d

[image: ]

Figure 16. 13C NMR (125 MHz, CDCl3) spectra of 7d
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Figure 17. 1H NMR (300 MHz, CDCl3) spectra of 8a




Figure 18. 13C NMR (75 MHz, CDCl3) spectra of 8a



Figure 19. dept 135 NMR (75 MHz, CDCl3) spectra of 8a
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Figure 20. 1H NMR (300 MHz, CDCl3) spectra of 8b



Figure 21. 13C NMR (75 MHz, CDCl3) spectra of 8b




Figure 22. dept 135 NMR (75 MHz, CDCl3) spectra of 8b






Figure 23. 1H NMR (300 MHz, CDCl3) spectra of 8c



Figure 24. 13C NMR (75 MHz, CDCl3) spectra of 8c



Figure 25. dept 135 NMR (75 MHz, CDCl3) spectra of 8c
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Figure 26. 1H NMR (300 MHz, CDCl3) spectra of 8d



Figure 27. 13C NMR (75 MHz, CDCl3) spectra of 8d




Figure 28. dept 135 NMR (75 MHz, CDCl3) spectra of 8d
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Figure 29. 1H NMR (300 MHz, CDCl3) spectra of 8e
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Figure 30. 13C NMR (75 MHz, CDCl3) spectra of 8e
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Figure 31. dept 135 NMR (75 MHz, CDCl3) spectra of 8e
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Figure 32. 1H NMR (300 MHz, CDCl3) spectra of 8f
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Figure 33. 13C NMR (75 MHz, CDCl3) spectra of 8f
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Figure 34. dept 135 NMR (75 MHz, CDCl3) spectra of 8f
























ESI-HRMS spectra for compounds 6a-d, 7a-d, 8a-f
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Figure 35. ESI-HRMS spectra of 6a
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Figure 36. ESI-HRMS spectra of 6b
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Figure 37. ESI-HRMS spectra of 6c
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Figure 38. ESI-HRMS spectra of 6d
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Figure 39. ESI-HRMS spectra of 7a
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Figure 40. ESI-HRMS spectra of 7b
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Figure 41. ESI-HRMS spectra of 7c






[image: ]

[image: ]

Figure 42. ESI-HRMS spectra of 7d
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Figure 43. ESI-HRMS spectra of 8a
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Figure 44. ESI-HRMS spectra of 8b
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Figure 45. ESI-HRMS spectra of 8c
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Figure 46. ESI-HRMS spectra of 8d
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Figure 47. ESI-HRMS spectra of 8e
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Figure 48. ESI-HRMS spectra of 8f


S4

image1.emf
O

N

N

6a


image58.png
Elemental Composition Report Page 1

Single Mass Analysis
Tolerance =30 PPM | DBE:min
Element prediction: Off

Number of sotope peaks used for -FIT

5.0, max=80.0

Moncisoopic Mass, Even Electron lons
307 formulale) evaluated with 1 resulfs within imits (up o 50 closest resuls for each mass)

Elemerts Used
G080 K000 MO0 0:0-10
Conevtage 0w w0 G2 Tt mvcazio a2 opat0
S 5 5432 2 200000000 G (04885022000 et
e
1 192,171 2271189, 2401022 2620467
| Y [P0 _asasnpssrars 2o aszme oy,
[ " YIMRARMP” YA~ YU YL YA AME * VI~ VS 13
20 a0
saes w0 B T rem  Cont(h) fomula

arnes s oS 22 s S0 wa wa  Cumsmo





image59.png
‘Gone vatsge =30V Xevo G2 T #YCAZ10 07-4uk2022 082400
2467165 (0.452) AN (20000 00.000.0) G (8485.50.82:2000) TorusES,

o o e
L e T S R R e I R R e e e





image60.png
Elemental Composition Report Page 1

Single Mass Analysis
Tolerance =30 PPM [ DBE: min =-5.0, max
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons
277 formula(e) evaluated with 1 resuts within fimits (up to 50 closest results for each mass)

Elemens Used

C:0-80 H:0-100 N:0-10 0:0-10

Gonevaage =30 Yevo G2 Qer #vCAZ10 072022 092805

247F 163 (0432) AN (4 200000000,000 G (65.65.6085:2.000) T ToFuSES-
" 28es006

1gpy 175.1030 188.0670 200.1785, 2131033,

K5} 804341 3203.0009 L 211008 2090085 235088 245 1017 2510685 2580761,

o @0 b0 700 BN 70 00 o

Minimm 5.0

Narimum: 5.0 w00

Nass Calc. Mass mha  EBM DBE  1-FIT Nem Conf(¥) Fommila

2.3 ss 445 o na cl3mINO





image61.png
‘Gone voisge =30V Xevo G2 T #YCAZ10 O7-suk2022 082803
247F1 65 (0.452) AN (2000000 000.0) G (8585.8005:2000) TorusES,
‘ e

o = e
R R O S e R e e e e





image62.png
Elemental Composition Report

Single Mass Analysis
Tolerance =30 PPM | DBE:min
Element prediction: Off

Number of sotope peaks used for -FIT

5.0, max=80.0

Moncisoopic Mass, Even Electron lons
307 formulale) evaluated with 1 resulfs within imits (up o 50 closest resuls for each mass)
Elemens Used:

C:080 H.0-100 N:0-10 0:0-10

Gone valtage =30V Xevo G2 Gt #YCAZI0

24072168 (0.432) AV (4¢20000.00.00.0.00; O (63:8-58:63x2 000)

270
R, 02X oeoprs 209 i7praigrso | 1262, 2411200, 200.1152 2451243

Page 1

742022 0R4050
TTOF NS ES-
T ei000

22021 e 10

D TIho | 280 | ZHO | 280 | Zh0 | 280 | ZHO | TR0 | 260 | 20 | 2500

)

0

e




image63.png
‘Gone voisge =30V Xevo G2 T #YCAZ10 07-102022 00:40:50
24072 85 (0.452) AN (420000 0000, G (8385.85.53:2000) TorusES,
p ety

s o2 sy s

o - e
F17IM g S s e e e e e e s e e e e




image64.emf
8a

HO

COOEt

N

N




image65.png
Elemental Composition Report Page 1

Single Mass Analysis
Tolerance = 30PPM | DBE: min=-50, max =800
Element predicion: Off

Number of sclope peaks used for HFIT=3

Monciscopic M, Even Elecron lons
269 Tormulae) evluaied it 1resus within it (up 0 50 dosestresuls for each mass)
Semars Usat:

C:080 HO100 N:0-10 0:0-10

Cone o e GO #ICAZIO 52022 153831
S5 T A (Ac25000.0.0.000.0) Cm 127658052000 TS,
20eecs

008
s 9212 oaoras V1% o spey _aorsermtomszraase2t2M e
b0 ieb5 00 s b0 b5 o 2r5  2ibo | 25 20 2175





image66.png
‘Cone vatsge =30V Xevo G2 T #YCAZ10 05-Juk2022 153831
252175 (0470 A2 (4250000000 0) Cm 12T850852.000) TorusES,
‘ T

o e
R T e R S R R e I e e e




image67.emf
8b

HO

COOEt

N

N

Ph



image68.png
Elemental Composition Report Page 1

Single Mass Analysis
Tolerance =30 PPM [ DBE: min
Element prediction: Off

Number of isotope peaks used for i-FIT =3

800

5.0, ma

Monoisotopic Mass, Even Electron lons
406 formulale) evaluated with 1 results within limits (up to 50 closest resis for each mass)

Elements Used:
C:0-80 H:0-100 N:0-10 0:0-10
Cone vottage 30V Xevo G2 QT #YCA210 07002022 0857:08
255F0 70 (0443) AM2 (A;20000.0,0.00,0.00), Cm (63.70.61:64:2.000) 1 TOF MSES+
37604006
2751402
azeaizss TR | oo 1ae 2215 L1489 65T SATY ISy

26 20 25 250 255 20 25 200 215 280 285 20 25 B0 N5 300 35 I b5 30 3 30 35

Norm  Conf(s) Formila

n/a n/a C1s ES W2 03





image69.png
‘Cone votsge =30V Xevo G2 QTaf #1CAZI0. 07-3u12022 05708
25570 70 (0.443) AN (2000000000 G (837081:3:2000) iTorugES,
: iy

o
S VR R SR e e e e e O S




image70.emf
8c

HO

COOMe

N

N



image71.png
Elemental Composition Report Page 1

Single Mass Analysis
Tolerance =30 PPM | DBE: min =-5.0, max = 80.0
Element prediction: Off

Number of isotope peaks used for -FIT

Monoisotopic Mass, Even Eleciron lons
249 formula(e) evaluated with 1 results within fimits (up to 50 closest resuls for each mass)

Elemerts Uset

C:0-80 H:0-100 N:0-10 0O:0-10

Gone vl 30V xevo G2 Tt #YCAZIO o722z 00113

oo T e (4200000000000 O (657255520 AN
" Sheroos

10 176.0907 183.1029 1931548 197.0017 1991085 50 113¢ 2100741

%3, a0 SO0 o0 5919 00 ] o  awime

0~ Y " M Y b 7Y

Jr— s

e 50 w0

tass o Norm  Cont(4) Fomma

155,108 55 wa wa  csmswos





image72.png
‘Cone votsge =30V Xevo G2 QTaf #1CAZI0. 074012022 100113

25672 72(0.454) AN (420000 000000 G (6872 85:2:2000) TorugES,
: oo
i 7 s

o — e
T e e e e g e e e e e )




image2.png
54F1.1Lfid — 1H — 2955

=

€61

56T
6z

9T
s€Z
6z

e9v—

o5'9
059

hm.w\
o
vero—

zrL—

- Fsoz
== Feoz

—

Foot

2.0

25

3.0

35

4.0

45

5.0

55

60

65

7.0

75

f (ppm)




image73.emf
8d

HO

COPh

N

N



image74.png
Elemental Composi Page 1

Single Mass Analysis

Tolerance - 5.0 PPM | DBE: mi

Element prociction: Off

Monoisotopc Mass, O3d and Even Eecton ons

117 ormala(e) ovaluatod it 1 rosls it i, (allrsuls (1 o 1000)for ach mass)

Elamans Useit

CI0-100 H:0-100 N:05 0:05

20220708 81422 0367 (1625-128:14115.000) TR
P T ‘ e 2% J— ) sz




image75.png
oHa "GCT Premmier CAB103

foazoros st 22 0367 o 1625 12814155000 .
# e
o L





image76.emf
8e

HO

CO

n

Pr

N

N



image77.png
Elemental Composition Report Page 1

Single Mass Analysis
Tolerance =30 PPM [ DBE: min
Element prediction: Off

Number of isotope peaks used for i-FIT =3

800

5.0, ma

Monoisotopic Mass, Even Eleciron lons
243 formula(e) evaluated with 1 results within fimits (up to 50 closest results for each mass)

Elements Used:

C:0-80 H:0-100 N:0-10 0:0-10

Cone vottage =15V Xevo G2 QT #YCA210 0702022 10:13:19

BH19 83 (0:528) AM (Ar20000.0,0.00,0.00) Cm (83:86-4254¢2.000) 2TOFMSES
25604006

17,1293,
g oy VIS moies 911390 g 1STZSTITININS gy orsss 241560 221520500 ans
o | 1750 | 1800 | 180 | 1800 | 1850 T ' i

200 | 250 | 2100 2150 | 2200

Minimum 5.0
Maximun: 3.0 2000
Mass Calc. Mass mDa  PEM  DBE Norm  Conf(s) Formila

12 0.3 3.5 n/a m/a €10 HT N2 02





image78.png
Cone votsge =15V Xevo G2 T #YCAZ10 O7-suk2022 101310
BTG 63 (D369) AV (420000000000 Cm (E336-52542000) ZTorugEs,
p e

e
M e R e e e e S e e e e S




image79.emf
8f

HO

COC

6

H

11

N

N



image3.png
54F1.2.fid — 13C —295-6

ezzz—
sy'sz—

59'26—

og'sy—

vLoL
00'LL:
oTLL

6T6TT—

18821

TESET—
6zLET—

oLLyi—

99'L6T—

1 18 170 160 150 140 130 120 110 100 %0 80 7 60 50 40 30 20
f1 (ppm)

200




image80.png
Elemental Compos Page 1

gle Mass Analysis
Tolerance =30 PPM | DBE: min =-50, ma
Element prediction: Off

Number of isotope peaks used for HFIT =3

800

Moncisoopic Mass, Even Electron ons
320 formula(e) evaluated with 1 resulfs within imits (up o 50 closest resuls for each mass)

Elerts Used
G080 K000 MO0 0:0-10
Conevtaga 15y ewo G2 Tt wvcazio a2 54220
S 3 58 A2 A 2000000000 G (1940172000 2 TR e o
T
211802 235 1627 237007 2531680
| ) [ e aueres sy mesmame
oY e ) Er " YRR V= Y4 ¥y
Cate. e ma o conzen)





image81.png
Cone voltage =15V Xevo G2 QTof #YCA210 05-Jul-2022 15:42:36
SH15 83 (0528) AN (A1 20000.0,0.00,0.00; Cr (B1:94-51:672.000) 2TOFMS ES
oo 2311807 72065
[E
281558
— s
PR
221 1502 2351027 2521784 261718
21579 2015608 4
o T - - miz

e pe s i ie £ g o pe




image4.emf
6b

O

N

N



image5.png
Im(200F1).1.fid— 1H — 295-9

€T

zEeT

e£z —_— -

ez

oz —_— -
ez

05z

05z

5z

85y ——

L

z89— -

U

68'9— -

= -

L

eeL— -

Fsoz

Fooz

Forz

Foot
Feot

Foot

Feot

36 34 32 3.0 28 26 24 22

38

72 70 68 66 64 62 60 58 56 54 52 50 48 46 44 42 40
f1 (ppm)

7.4




image6.emf
2030405060708090100110120130140150160170180190200210

f1 (ppm)

Im(200F1).2.fid — 13C  — 295-10

2

6

.

3

5

3

4

.

2

0

4

1

.

3

5

7

6

.

7

4

7

7

.

0

0

7

7

.

2

6

1

1

9

.

0

0

1

2

8

.

9

0

1

3

6

.

9

6

1

4

1

.

5

8

1

6

0

.

4

8

2

0

7

.

2

0


oleObject3.bin

image7.emf
O

N

N

6c



image8.png
209F1L.1.fid—1H —295-3

)
=7

68'9—
00L—

5L~

I I

Fooe

Fooz

00z
66T

86'0

Jrows

Toot

Feot

Fres

7.0

36 34 32 30 28 26 24 22 20 18 16

38

48 46 44 42 40

66 64 62 60 58 56 54 52 50

68

72

74

7.6

f1 (ppm)




image9.png
209F1.2.fid — 13C —295-4

TL6T—
ezzz—
£5'5T~

50'88—

8z05—

eLLTi—

Lo8z1—

T0'9ET—
6TorT—

6E'SYT

sTL6T—

190 180 170 160 150 140 130 120 110 100 %0 80 70 60 50 40 30 20
f1 (ppm)

200




image10.emf
6d

O

N

N



image11.png
208FL.1.fid—1H — 205-11

€97~
5917

ez
e
AN

o

sf
e
&8y,

sTL

5L

[T

I

Feoe

Froz
Fooz

Fors

86'0
z0't

Fors

Foot

15

3.0 25 20

35

65 60 55 5.0 45 40
f1 (ppm)

7.0

7.5




image12.png
208F1.2.fid — 13C —295-12

sz 61—

oz

sLbE

sUsy—

e

eeLTT—

16821

oL'sET

o5'9¥T—

09'85T—

£8'90z—

200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20
f1 (ppm)

210




image13.emf
7a

O

N

N



image14.png
250FL.1fid—1H —214-11

oL
ve'T
58"
o8’
81

ozz
1wz
£z
3
szz
veZ
SET
9T
o€
£z
s€Z

ors
el
b

W

sv'o
6v'9
os'9

orL
e
e
sTL
e
e
L
€L
we
we
zL
erL

BRGNP NS

08—

Froe

Froz

FLroz

Fooz

Frot

Foot

Teve

Feot

Frot

78 76 7.4 72 70

18 16

28 26 24 22 20

32 3.0

38 3.6 34

58 56 54 52 50 48 4.6 44 42 40

68 6.6 64 62 6.0

80

2

f1 (ppm)




image15.png
250F1.2.fid — 13C — 214-12

80'61
50'ZZ—
zsT~

veLE

og'sy—

veoL
ovLL
9z hh\

PrOTI—

6L'6TT~
E8'TZI~
ogzz”

o06'zET—

8'8ET—
TOTHI—
sEEVT—
19'5¥T—

ozL6T—

SO R N -

2

30

40

50

60

70

80

%

100

110

120

130

140

150

160

170

180

190

200

f1 (ppm)




image16.emf
7b

O

N

N



image17.png
246-FL1fid—1H —214-1

sUT
8T
6L'T

Fooe

T
z8'1
e

e
e

ez = =

£z
b0z

szz
e
8Tz
ogz

Lo

Fooe

J

Foos

os'9
60'L
orL
zrL
ETL
UL

J

8Lt

Fave

aif

zoL

- Feso

Feeo

)
i

ks -
ner

s8'L

16

28 2.6 24 22 20 18

3.0

36 34 32

38

48 46 44 42 40

58 56 54 52 50
f1 (ppm)

68 6.6 64 62 6.0

78 7.6 74 72 7.0

80




image18.emf
2030405060708090100110120130140150160170180190200

f1 (ppm)

246-F1.2.fid — 13C  — 214-2

2

1

.

9

8

2

5

.

1

0

3

7

.

3

7

4

2

.

9

7

7

6

.

7

4

7

7

.

0

0

7

7

.

2

6

1

0

9

.

4

0

1

1

9

.

6

6

1

2

1

.

4

9

1

2

2

.

4

1

1

3

3

.

1

3

1

3

3

.

6

1

1

4

3

.

0

8

1

4

3

.

4

1

1

4

7

.

5

7

1

9

7

.

5

1


oleObject8.bin

image19.emf
7c

O

N

N



image20.emf
2.22.42.62.83.03.23.43.63.84.04.24.44.64.85.05.25.45.65.86.06.26.46.66.87.07.27.47.67.88.0

f1 (ppm)

247-F1.1.fid — 1 H  — 214-3

2

.

0

4

2

.

0

4

2

.

0

4

4

.

0

4

1

.

0

0

0

.

9

8

2

.

3

7

2

.

3

8

2

.

3

9

2

.

4

9

2

.

5

0

2

.

5

1

4

.

8

8

7

.

1

8

7

.

1

8

7

.

1

8

7

.

1

9

7

.

2

1

7

.

2

2

7

.

2

2

7

.

2

3

7

.

2

8

7

.

2

8

7

.

2

9

7

.

2

9

7

.

7

4

7

.

7

5

7

.

7

6

7

.

9

2


oleObject10.bin

image21.emf
30405060708090100110120130140150160170180190200210

f1 (ppm)

247-F1.2.fid — 13C  — 214-4

2

6

.

4

6

3

4

.

3

3

3

9

.

5

3

7

6

.

7

5

7

7

.

0

0

7

7

.

2

6

1

0

9

.

4

4

1

2

0

.

0

8

1

2

1

.

9

9

1

2

2

.

8

5

1

3

3

.

1

8

1

4

0

.

7

1

1

4

3

.

1

4

1

4

3

.

3

7

1

6

0

.

3

6

2

0

7

.

4

3


oleObject11.bin

image22.emf
7d

O

N

N



image23.png
249FL.1.fid—1H —214-9

YL~
Enise

=

ez

o

Zre
zre
STL
or'L
orL

e
B
voL
sTL
69°L
we

08—

—_

J

Foos

Feoe
Feot

Feot

Feot

16

18

28 2.6 24 22 20

34 32 3.0

36

38

58 56 54 52 5.0 4.8 46 44 42 40

68 6.6 64 62 6.0

78 7.6 74 72 70

5.2 8.0

f1 (ppm)




image24.png
249F1.2.fid — 13C — 214-10

se'8T—

86'SZ:

15vE—

STLr—

veo
00" hh/
o

66'60T—

LU6TIN
SETZI~
ogzzr”

LozET—

98'0¥T~
PTEVT~
06'vpT—

60'65T—

68'90z—

L

200 10 180 170 160 150 140 130 120 110 100 % 80 7 60 50 40 30 20
f1 (ppm)

10




image25.emf
8a

HO

COOEt

N

N



image26.png
=r

162
6z
67/

el
ey
vee/

=\Spectres} BSH 1
R
©

(I

a3 {E:
EERE
S99

o

i
LE]
+v

~

wy—

§6'9~
669"

zsL—

Dec11-2019-BSH.10.fid — d11.1/h64124/r7mhasni/252/cdcl3 — a_proton

/

)

1.0

15

2.0

25

3.0

55

6.0

65

7.0

75

f1 (ppm)




image27.emf
102030405060708090100110120130140150160170

f1 (ppm)

Dec11-2019-BSH.11.fid — d11.1/c641 /r7mhasni/252/cdcl3  — a_c13cpd CDCl3 {E:\Spectres} BSH 1

1

4

.

0

8

4

4

.

6

8

4

9

.

2

5

5

9

.

3

4

6

1

.

2

6

7

6

.

7

5

7

7

.

1

8

7

7

.

6

0

1

1

9

.

6

6

1

2

8

.

7

7

1

3

7

.

8

3

1

7

1

.

8

2


oleObject14.bin

image28.emf
-100102030405060708090100110120130140150160170180190200210220230

f1 (ppm)

Dec11-2019-BSH.12.fid — d11.1/d641 /r7mhasni/252/cdcl3  — a_dept135 CDCl3 {E:\Spectres} BSH 1

-

0

.

0

0

1

4

.

0

8

4

4

.

6

6

4

9

.

2

3

5

9

.

2

9

6

1

.

2

6

1

1

9

.

6

5

1

2

8

.

7

4

1

3

7

.

8

2


oleObject15.bin

image29.emf
8b

HO

COOEt

N

N

Ph



image30.png
\Spectres} BSH 7

Jan24-2020-BSH.70.fid — jan24.7/h64743 /r7mhasni/ 255f1/cdd3 —a_proton CDCI3 {E:

00'0-—

o0
150\
o
vo1—

80'T

e
mqm/
e\

Zre—

svef
e
erE

o8'E
68
€6
16
66
10
bR
90t
oy
oY
oy
oy
€Y
zEy
6e'y
zvy
ey
ov'y
veY
8
16
ve'r

Y
=7
£
i

/s

S

e

r

e

Feet
Fost

ev'o
z5'0

wz

zt

£5'0
8’0

16's

1.0

00

0s

15

3.0 2.5 20

35
f1 (ppm)

7.0 65 60 55 5.0 45 4.0

7.5




image31.emf
102030405060708090100110120130140150160170

f1 (ppm)

Jan24-2020-BSH.71.fid — jan24.7/c647 /r7mhasni/255f1/cdcl3  — a_c13cpd CDCl3 {E:\Spectres} BSH 7

1

3

.

7

4

1

3

.

9

1

4

5

.

3

8

4

5

.

6

7

5

5

.

0

5

5

5

.

8

4

6

1

.

0

0

6

1

.

2

6

7

2

.

6

7

7

6

.

6

8

7

7

.

1

1

7

7

.

5

3

1

1

9

.

1

1

1

1

9

.

3

0

1

2

6

.

1

6

1

2

6

.

3

1

1

2

8

.

0

5

1

2

8

.

2

6

1

2

8

.

4

7

1

2

8

.

6

6

1

2

9

.

0

7

1

3

7

.

3

9

1

3

7

.

4

6

1

4

1

.

1

8

1

4

1

.

7

7

1

7

1

.

8

4

1

7

2

.

0

1


oleObject17.bin

image32.emf
101520253035404550556065707580859095100105110115120125130135140

f1 (ppm)

Jan24-2020-BSH.72.fid — jan24.7/d647 /r7mhasni/255f1/cdcl3  — a_dept135 CDCl3 {E:\Spectres} BSH 7

1

3

.

7

3

1

3

.

9

1

4

5

.

3

8

4

5

.

6

4

5

5

.

0

5

5

5

.

8

5

6

0

.

9

9

6

1

.

2

5

7

2

.

6

3

7

2

.

6

5

1

1

9

.

1

1

1

1

9

.

2

9

1

2

6

.

3

0

1

2

8

.

0

3

1

2

8

.

2

5

1

2

8

.

4

6

1

2

8

.

6

5

1

2

8

.

7

5

1

2

9

.

0

3

1

3

7

.

3

7

1

3

7

.

4

4


oleObject18.bin

image33.emf
8c

HO

COOMe

N

N



image34.emf
1.01.21.41.61.82.02.22.42.62.83.03.23.43.63.84.04.24.44.64.85.05.25.45.65.86.06.26.46.66.87.07.27.4

f1 (ppm)

Dec18-2019-BSH.20.fid — d18.2/h64219/r7mhasni/253f2/cdcl3  — a_proton CDCl3 {E:\Spectres} BSH 2

3

.

0

4

0

.

5

9

0

.

4

1

1

.

5

1

1

.

1

6

1

.

0

0

2

.

0

3

1

.

0

1

2

.

1

0

1

.

0

1

1

.

2

4

1

.

2

6

1

.

2

6

1

.

2

8

2

.

7

7

2

.

7

9

2

.

8

2

2

.

8

3

2

.

8

9

2

.

9

3

2

.

9

4

3

.

6

2

3

.

6

7

3

.

9

9

4

.

0

1

4

.

0

3

4

.

0

5

4

.

3

0

4

.

3

8

4

.

4

1

5

.

1

5

6

.

8

9

6

.

9

3

6

.

9

8

6

.

9

9

7

.

0

2

7

.

4

6

7

.

4

9


oleObject20.bin

image35.emf
2030405060708090100110120130140150160170

f1 (ppm)

Dec18-2019-BSH.21.fid — d18.2/c642 /r7mhasni/253f2/cdcl3  — a_c13cpd CDCl3 {E:\Spectres} BSH 2

2

0

.

7

8

2

1

.

9

6

4

5

.

0

0

4

5

.

9

5

5

2

.

0

5

5

2

.

0

8

5

4

.

3

2

5

5

.

5

5

6

5

.

8

2

6

6

.

1

3

7

6

.

7

5

7

7

.

1

7

7

7

.

6

0

1

1

9

.

4

6

1

2

8

.

8

4

1

2

8

.

9

8

1

3

7

.

4

6

1

3

7

.

5

4

1

7

2

.

3

4

1

7

2

.

8

5


oleObject21.bin

image36.emf
1520253035404550556065707580859095100105110115120125130135140145

f1 (ppm)

Dec18-2019-BSH.22.fid — d18.2/d642 /r7mhasni/253f2/cdcl3  — a_dept135 CDCl3 {E:\Spectres} BSH 2

2

0

.

7

6

2

1

.

9

8

4

4

.

9

6

4

5

.

9

7

5

2

.

0

7

5

2

.

1

0

5

4

.

3

2

5

5

.

5

6

6

5

.

7

9

6

6

.

1

0

1

1

9

.

4

5

1

1

9

.

4

6

1

2

8

.

8

0

1

2

8

.

9

3

1

3

7

.

4

3

1

3

7

.

5

2


oleObject22.bin

image37.emf
8d

HO

COPh

N

N



image38.png
\Spectres} BSH 15

1ul09-2020-BSH.150.fid — 709.15/h66375/r7belgasim /bh14/cdcl3 — a_proton CDA3 {E:

wo—

89—
069"

)
=
ye
VL]

5

z L~
s8L

J

00z

00’

80z

ezt

Froz

ooy

ooz

36

38

80 78 76 74 72 70 68 66 64 62 60 58 56 54 52 50 48 46 44 42 40
f1 (ppm)

82




image39.emf
5060708090100110120130140150160170180190200

f1 (ppm)

Jul09-2020-BSH.151.fid — 709.15/c663 /r7belgasim/bh14/cdcl3  — a_c13cpd CDCl3 {E:\Spectres} BSH 15

4

5

.

1

3

5

1

.

5

2

6

0

.

7

4

7

6

.

7

6

7

7

.

1

8

7

7

.

6

1

1

1

9

.

7

1

1

2

8

.

2

8

1

2

8

.

6

9

1

2

8

.

8

1

1

3

3

.

6

6

1

3

6

.

1

2

1

3

7

.

6

6

1

9

9

.

8

3

126127128129130131

f1 (ppm)

1

2

8

.

2

8

1

2

8

.

6

9

1

2

8

.

8

1


oleObject24.bin

image40.emf
4550556065707580859095100105110115120125130135140

f1 (ppm)

Jul09-2020-BSH.152.fid — 709.15/d663 /r7belgasim/bh14/cdcl3  — a_dept135 CDCl3 {E:\Spectres} BSH 15

4

5

.

1

1

5

1

.

5

1

6

0

.

7

1

1

1

9

.

7

1

1

2

8

.

2

8

1

2

8

.

6

5

1

2

8

.

8

0

1

3

3

.

6

7

1

3

7

.

6

5

127.5128.0128.5129.0129.5

f1 (ppm)

1

2

8

.

2

8

1

2

8

.

6

5

1

2

8

.

8

0


oleObject25.bin

image41.emf
8e

HO

CO

n

Pr

N

N



image42.png
\Spectres} BSH 5

0ct26-2020-BSH.50.fid — 0ct26.5/h67219/r7belgasim /bh19f2/cdd3 — a_proton CDA3 {E:

1N

o1
T
b1
95T~

Tz
6z
1€z
zEeT
veZ
£z

vz
srz
15z
z5z

vez ]
95z

€0
s0E
L0E
60'E~%

e’
o€
6o
e
e
e
ore—=

o'
oy

vy
8Ty
Y
e

e9v

98'0~
68'9—
169~
g0t/

syL—

/////

/

J

Feoe

Fovz

Frot

Frot

oot

Froz

Frez

Fve0

Fest

Fzot

1.0

15

3.0 25 20

35

70 65 60 55 5.0 a5 4.0
f1 (ppm)

75




image43.png
OCt26-2020-BSH.52.fid — 0ct26.5/c672 /r7belgasim /bh19f2/cddl3 — a_c13cpd CDA3 {E:\Spectres} BSH

55.74

—210.58
137.77
128.93

—119.53

59.81

_44.94
<4a.55
—16.72
—13.56

2100 200 190 180 170 160 150 140 130 120 110 100 9% 80 60
f1 (ppm)




image44.png
OCt26-2020-BSH.53.fid — 0ct26.5/d672 [r7belgasim/bh19f2/cdcl3 — a_dept135 CDA3 {E:\Spectres} BSH 5

° 2 o
& a 5] r oo am ooe
I @ a ROR @i ]
n & a g ® EE 0
a B b 3 @ 33 a
| | 4

150 145 140 135 130 125 120 115 110 105 100 95 9 85 80 75 70 65 60 55 S0 45 40 35 30 25 20 15 10

f1 (ppm)




image45.emf
8f

HO

COC

6

H

11

N

N



image46.png
Jul21-2020-BSH.160.fid — 721.16/h66754/r7mhasni/bh16/cdcl3 — a_proton CDO3 {E:\Spectres} BSH 16

sot
m:/
5/
zt
et
1
eet
e/
ber—
/-

091
59T
89'T
zt

ez

s
e
we/

88'9—
96'9—

eve—

/]

e

AN

JI

t0's

[—

Frot

00z

00z

Lors

7.0

3.0 25 20 15 1.0

35

55 5.0 45 4.0
f1 (ppm)

6.0

65

7.5




image47.png
Jul21-2020-BSH.161.fid — 721.16/c667 /r7mhasni/bh16/cdcl3 —a_c13cpd CDCI3 {E:\Spectres} BSH 16

3 3 2 .-

2 3 1 & gam s eor w0 @aod

] ~ @ a enr n oTa o SNR N

= n & a KRS 2 zg = @rmn

] a B b RRR e 38 9 BRAR

I [ | | SN [ S
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20

f1 (ppm)




image48.png
Jul21-2020-BSH.162.fid — 721.16/d667 /r7mhasni/bh16/cdcl3 —a_dept135 CDA3 {E:\Spectres} BSH 16

o 3 .-
3 % & o @ g 3 Koo
I @ a L] I @ o SNRAN
n & a 3 P 'y arunn
a B b 3 3 8 9 8RS
I [ [ SViZ
|
140 135 130 125 120 115 110 105 100 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20

f1 (ppm)





image49.png
Acquisition Date  3/27/2013 9:23:25 AM
Analysis Name  D:\Data\SSO\imen\MO54F1.d

Method tune_low_LIOH_pos_50_1000.m Operator BDAL@DE

Sample Name ~ MOS4F1 Instrument / Ser# micrOTOF 235

Comment

Acquisition Parameter

Source Type Esi Ton Polarity Postive Set Nebulzer 58psi

Focus Not active Set Dry Heater 180°C

Scan Begin 50miz et Capillary 3500V SetDry Gas 40Umin

Scan End 1200 miz Set End Plate Offset 500V Set Divert Valve Waste.
T | Cemenze i "% TR e

Mws ¢ foms wi S erlpel erioDi

Intens. WS, 101 omin RET-TT1)
105 177.1020

SR

L]

i¥] COHTBNZO 177
4 177.102 .

B

4

3

2

1

o

200 b0 60 860 1000 miz

Sriker Compass DaiaAnalysis 40 pinied: 312772013 9:20:21 AM Page Tof 1





image50.png
Analysis Info

Acquisition Date 32612013 12:44:39 PM

Analysis Name  DADatalSSOUenMO200F2.4
Methad une_low_LIOH_pos_50_1000.m Operator BOALGDE.
‘Sample Name  MOZ00FZ Insiument/ Sec#t micrOTOF 235
Comment  MeOH
‘Acquisition Parametar A
Souce Type Est fon Pty Positve. St Nebuzer sapu
Foo Notscive St Do Hester e
SeanBogn some ‘ot coptany oy seton Gas Dimin
Saneng 2%z SetEnd iteOfiset 500V SeDverVabe  Wesis
[ [ —
ners, W S R
e To30085
2
ndd] TEHTINZG
B
2
° ED 3 & E3 £3 e
Biuker Compass Datahnahsis 40 pinied 3262013 126150 M Page o1





image51.emf
O

N

N

6c



image52.png
Elemental Composition Report Page 1

Single Mass Analysis

Tolerance =30 PPM | DBE: min =-5.0, max = 80.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons
226 formula(e) evaluated with 1 resuts within fimits (up to 50 closest results for each mass)

Elements Used
C:080 H:0-400 N:0-10 O:0-10
Cone votage <30V Yevo G2 et #1CAZIO 07902022 82001
20175 (0471) AW (A;20000.0.00,000;C (6775626512 000) 47TOF NS ES-
350006
1agg 1500923 o1 s 217
ks 1680028 1TTI0%0 1801023 | 19312692050878207 1135 Tt us 251003 2100
70 a0 o 2o b0 Zho ho
o
so e
Calc. Mass mba  PBM DBE  iFIT Nomm Conf(t) Formila
e 0.8 221 55 na wa L ESNO





image53.png
‘Gone votsge =30V Xevo G2 QTor #vCAZ10 07-3uk2022 08:20:01

20671 73 (0.471)AM2 (20000000000 G (877582.5:2000) TorugES,
§ e
ager0 :

o N
T R S R e e e S e





image54.png
Elemental Composition Report Page 1

Single Mass Analysis

Tolerance =30 PPM | DBE: min =-5.0, max = 80.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons
196 formula(e) evaluated with 1 results within limits (up to 50 closest resus for each mass)

Elements Used:

C:0-80 H:0-100 N:0-10 0:0-10

Cone vottage 30V Xevo G2 QT #YCA210 0502022 153315
2081 74 (0 465) AM2 (A;20000.0,0.00,0.00), Cm (70.74-54:64:2.000) 1 TOF MSES+

15765006

177.1031
Y teriae  mogens iz 10681 | JTEI060 JR0105 184078 g5 1015 196250 1g0005s 1911135

660 | 1680 | 1700 | 1720 | 1740 | 1760 ' 170 | 1800 ' 180 ' 1840 ' 1860 ' 1880 ' 1900 ' 1820

mz

Calc. Mass mDa  PBM DBE  i-FIT Nom

£(3) Formula

0.3 1.7 5.5 382.8 n/a n/a  CLOEIZN20




image55.png
‘Gone vatsge =30V Xevo G2 T #YCAZ10 05-Juk2022 153315

20871740405 AN (2000000000, G (10745584:2000) TorusES,
p T
1sapoes 1

o -
T R e R R R R e e e e





image56.png
Elemental Composition Report Page 1

Single Mass Analysis
Tolerance =30 PPM / DBE: min = -5.0, max
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Eleciron lons
333 formula(e) evaluated with 1 results within fimits (up to 50 closest results for each mass)

Elements Used:
C:0-80 H:0-100 N:0-10 0:0-10

Cone vottage 30V Xevo G2 QT #YCA210 07002022 08:45:00
250F1 68 (0432) AM2 (A;20000.0,0.00,0.00), Cm (63:68-52:62x2.000) 1 TOF NS ES+

26704006

e
B oz e DI IR A0y gery 2511 g B0 1IN g ey
vl +iiiliss s Fiase vt st ki s A S agales v g o

Minimum 5.0
Maximun: 3.0 2000

Mass - Norm  Conf(s) Formila
2411347 2.5 8.5 535 n/a  n/a  CISEITN20





image57.png
Cone votsge =20V Xevo G2 T #YCAZ10 07-Juk2022 08:45:00

25071 65 (0.452) AN (420000 00.000.0) O (8585.52.82:2000) TorugES,
: P
e

o
R R O e e e S e e e





