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Compound 1- 'H NMR
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Compound 1-
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Compound 2- 'H NMR
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Compound 2- BC NMR
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Compound 2- 'H-'H COSY
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Compound 3- 'H NMR
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Compound 3- 3C NMR
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Compound 3- 'H-'H COSY
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Compound 4- 'H NMR



Compound 4- 3C NMR
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Compound 4- 'H-'H ROESY
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Compound 5- 'H NMR
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Compound 5- 3C NMR
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Compound 5- 'H-'"H COSY
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Compound 1

Analysis Info
Analysis Name
Method
Sample Name
Comment

Generic Display Report

Acquisition Date 16/10/2014 10:48:13 AM
D:\Data\Nick-2014-files\ESI_Positive\16-October\2014-10-16\2014-10-16-posesi-service_000006.d
1MW Positive ESI Operator
Compound A Instrument apex-Ultra
MeOH 1 1M TOF delay 0.0006s, Q1 200 m/z

Intens.
x1071
2.5

2.0

0.5

3000:
2500;
20005
1 500;
1 0005

500

2014-10-16-posesi-service_000006.d: +MS|

341.20895

342.21237

343.22703

340.98554
341.27870
341.96918
342.12148
343.14448
343.49288

342.44148
342.71392
343.01951
343.76729

2014-10-16-posesi-service_000006.d: C20H3003, M+nNa ,341.21

)
<~
)
o
)
5
5]
A

341.20872

342.21207

341.0 3415 342.0 3425 343.0 343.5 3440 miz

Bruker Compass DataAnalysis 4.0 printed:  16/10/2014 10:52:16 AM Page 1 of 1



Compound 2

Generic Display Report

Analysis Info Acquisition Date  22/10/2014 2:49:42 PM
Analysis Name D:\Data\Nick-2014-files\ESI_Negative\10-October\2014-10-22\2014-10-22-esi-neg_000008.d
Method 1MW Positive ESI Operator
Sample Name  Compound B Instrument apex-Ultra
Comment MeOH/DCM
Intens. | 2014-10-22-esi-neg_000008.d: -MS|
x108 | o
=
59 2
] 0
©
44
3_
[ee]
g g B @ 3
8 8 3 o § 5 $ © é 3 o o 8
21 3 S e B s &5 g r~ g8 3
d s} <} N - [¥e] < ™ ™~ 8 E
5 o 3 © 3 ~ 23
T & s & 5 © 55

0 2014-10-22-esi-neg_000008.d: C20H2803, M-nH ,315.20|
2500
~
]
3
20004 -
W
1 ®
15001
1000+
o
o
o
o
500 <
o
1 @©
I
o]
<3
N
M~
1)
0 T T T T ! T , 4 - .
314.5 315.0 3155 316.0 316.5 317.0 317.5 318.0 m/z

Bruker Compass DataAnalysis 4.0 printed:  22/10/2014 2:53:39 PM Page 1 of 1



Compound 3

Generic Display Report

Analysis Info Acquisition Date 16/10/2014 11:45:07 AM
Analysis Name  D:\Data\Nick-2014-files\ESI_Positive\16-October\2014-10-16\2014-10-16-posesi-service_000011.d
Method 1MW Positive ESI Operator
Sample Name  Purple Instrument apex-Ultra
Comment MeOH 1 1M TOF delay 0.0006s, Q1 200 m/z
Intens. 2014-10-16-posesi-service_000011.d: +MS|
x106]
2
3
5
5 o
[ee]
4 2
&
~
)
34
o]
B
& e
N g 8 £ g |2 B <8 3 z 3 g4
[N ™ ] e} < 2} © © © B ) S d
5 5 b5 s s e B i i

wit Lol bt bt s it ottt L Db st U ik s Lt it

N S i 2014-10-16-posesi-service_000011.d: C 20 H 27 O 3 ,315.20
N

315.19547

316.19883

—317.20218

313 314 315 316 317 318 319 m/z

Bruker Compass DataAnalysis 4.0 printed: ~ 16/10/2014 11:51:42 AM Page 1 of 1



Compound 4

Generic Display Report

Analysis Info Acquisition Date  16/10/2014 10:07:50 AM
Analysis Name D:\Data\Nick-2014-files\ESI_Positive\16-October\2014-10-16\2014-10-16-posesi-service_000002.d
Method 1MW Positive ESI Operator

Sample Name  Acetylated A Instrument apex-Ultra

Comment MeOH 1 1M TOF delay 0.0006s, Q1 200 m/z

Intensé 2014-10-16-posesi-service_000002.d: +MS|
x10!

467.24048

468.24391

— 469.24724

2014-10-16-posesi-service_000002.d: C26H3606, M+nNa ,467.24

2500

467.24041

2000+
1500+

10004

468.24377

500+

— 469.24712

467 468 469 470 471 miz

Bruker Compass DataAnalysis 4.0 printed:  16/10/2014 10:12:13 AM Page 1 of 1



Compound 5

Generic Display Report

Analysis Info Acquisition Date 16/10/2014 10:28:02 AM
Analysis Name  D:\Data\Nick-2014-files\ESI_Positive\16-October\2014-10-16\2014-10-16-posesi-service_000004.d
Method 1MW Positive ESI Operator

Sample Name  Acetylated B Instrument apex-Ultra

Comment MeOH 1 1M TOF delay 0.0006s, Q1 200 m/z

Intensé_ 2014-10-16-posesi-service_000004.d: +MS|
x10

423.21428

0.5

424.21767

— 425.20905

2014-10-16-posesi-service_000004.d: C24H3205, M+nNa ,423.21

0.0

2500

423.21420

2000+
1500

1000+

424.21755

500

— 425.22090

423 424 425 426 427 miz

Bruker Compass DataAnalysis 4.0 printed: ~ 16/10/2014 10:30:12 AM Page 1 of 1



Schematic formation of compound 3
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