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Single Mass Analysis

Tolerance =5.0 mDa / DBE: min =-1.5, max = 50.0

Element prediction: Off

Monoisotopic Mass, Even Electron lons

14284 formulale) evaluated with 75 results within limits {up to 50 best isotopic matches for each mass)

Elements Used:
C: 0-500 H: 0-1000 N: 0-200 0: 0-200 S 0-6 Cl:0-8 v
Mass | cale. Mass | mDa [ PPM | DBE [ Formula [c|lu|[Nn[]o]s]|a]er]
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Figure S1: HR-ESI-MS Spectrum of 1 (cotidione A)
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Figure S2: *H-NMR (400 MHz, CDs0D) Spectrum of 1 (cotidione A)
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Figure S4: HSQC Spectrum of 1 (cotidione A)
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Figure S3: **C-NMR (100 MHz, CD30D) Spectrum of 1 (cotidione A)
__.____....._1... - | JUl S '!._._...__._....__.J| JI S —— liL e | |
@ ]
30
40
] F50
60
i FT0
= ] ] Lang
o0
100
110
% i " 'E 120
— ]
= 130
F140
- T T T T T T T T T T T T T T T T T T
8.5 8.0 7.5 7.0 6.5 6.0 5.6 5.0 4.5 4.0 36 3.0 2.5 2.0 1.5

F2in
~z200
-lan
-180
-170
~160
~180
r14n
~130
-1z0
-1in
~100

£1 {ppm)



||

|

|

|.L

[ SR W 9, S SR L | | R —
v
¢ ' ’ i
H
:
19
]
i
] i
. o " '
) 1
[ ]

* )
v # ;
o q'@% H
:
H

. ] .

L] I:&
»
| ]
[ [ ] h

T T T T T T T T T T T T T
8.0 7.8 7.0 8.5 8.0 5. & 5.0 4.5 4.0 3.5 30 25 2.0
2 (ppm)

Figure S5: HMBC Spectrum of 1 (cotidione A)
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Figure S6: CD Spectrum of 1 (cotidione A)
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