Figure S1.
Figure S2.
Figure S3.
Figure S4.
Figure S5.
Figure S6.
Figure S7.
Figure S8.
Figure SO.
Figure S10

Figure S11.
Figure S12.
Figure S13.
Figure S14.
Figure S15.
Figure S16.
Figure S17.
Figure S18.
Figure S19.
Figure S20.
Figure S21.
Figure S22.
Figure S23.
Figure S24.
Figure S25.
Figure S26.
Figure S27.

Supplementary Information

'H NMR spectrum (400 MHz) of numerosol A (1) in CDCls.
3C NMR spectrum (400 MHz) of numerosol A (1) in CDCls.
COSY spectrum (400 MHz) of numerosol A (1) in CDCls.

COSY spectrum (upper field region) of numerosol A (1) in CDCls.

HSQC spectrum (400 MHz) of numerosol A (1) in CDCls.
HMBC spectrum (400 MHz) of numerosol A (1) in CDCls.
NOESY spectrum (400 MHz) of numerosol A (1) in CDCls.

COSY spectrum (400 MHz) of (S)-MTPA ester (1a) in pyridine-ds.
COSY spectrum (400 MHz) of (R)-MTPA ester (1b) in pyridine-ds.

. 'H NMR spectrum (500 MHz) of numerosol B (2) in CDCl.
13C NMR spectrum (500 MHz) of numerosol B (2) in CDCls.
COSY spectrum (500 MHz) of numerosol B (2) in CDCls.
HSQC spectrum (500 MHz) of numerosol B (2) in CDCls.
HMBC spectrum (500 MHz) of numerosol B (2) in CDCls.
NOESY spectrum (500 MHz) of numerosol B (2) in CDCls.
'H NMR spectrum (400 MHz) of numerosol C (3) in CDCls.
3C NMR spectrum (400 MHz) of numerosol C (3) in CDCl.
COSY spectrum (400 MHz) of numerosol C (3) in CDCls.
HSQC spectrum (400 MHz) of numerosol C (3) in CDCls.
HMBC spectrum (400 MHz) of numerosol C (3) in CDCls.
NOESY spectrum (400 MHz) of numerosol C (3) in CDCls.
'H NMR spectrum (400 MHz) of numerosol D (4) in CDCls.
13C NMR spectrum (400 MHz) of numerosol D (4) in CDCls.
COSY spectrum (400 MHz) of numerosol D (4) in CDCls.
HSQC spectrum (400 MHz) of numerosol D (4) in CDCls.
HMBC spectrum (400 MHz) of numerosol D (4) in CDCls.
NOESY spectrum (400 MHz) of numerosol D (4) in CDCls.



Mar. Drugs 2014, 12

Probe: dual

Pylse Sequence: s2pul
«

-~

Figure S1. 'H NMR spectrum (400 MHz) of numerosol A (1) in CDCls.
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Figure S2. *C NMR spectrum (400 MHz) of numerosol A (1) in CDCls.

Probe: dual

Pulse Sequence: s2pul
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Figure S3. COSY spectrum (400 MHz) of numerosol A (1) in CDCls.

Probe: dual
Pulse Sequence: gCOSY J_
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Figure S4. COSY spectrum (upper field region) of numerosol A (1) in CDCls.

Pulse Sequence: gCOSY

Probe: dual
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Probe: dual

Pulse Sequence: gHSQCAD

Figure S5. HSQC spectrum (400

F2 - _:F'f;",""_
(ppm)]
]
]
2.0
"
2.5 !
3.0

A

i
o

-
(8]

wn
o

"
"

o
o

MHz) of numerosol A (1) in CDCls.

rrrr[rrrr[rrrryrrrrJprrrr Trrrrrrriu rrrr|yrrrr[rrrr[rrrryrrrrp[rrit
I I I I I I I I T I I I I

140 130 120 110 100 90 80 70 60 50 40 30 20

Fl (oom)

S6



Mar. Drugs 2014, 12

Figure S6. HMBC spectrum (400 MHz) of numerosol A (1) in CDCls.

Probe: dual
Pulse Sequence: gHMECAD

-
:g »
Tl

- zmon romai@inannmie s f3jre = @@l oo - -

&

M) M) =
L&) o w

(7]
o

[ [
wn o

w
o

L

(7]
w
ol e b b b ben e b b bog i Ly
-
-

(4]
o

[[I'II[[I'II[[I'II[fl'II[[I'II[[I'II[[I'III[I'II[[I'II[[I'II[[I'II[[I'II[[I

140 130 120 110 100 90 80 70 60 50 40 30 20

Fl (ppm)

S7



Mar. Drugs 2014, 12

Erobe: dual
Pulse Sequence: NOESY

Figure S7.

NOESY spectrum (400 MHz) of numerosol A (1) in CDCls.
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Figure S8. COSY spectrum (400 MHz) of (S)-MTPA ester (1a) in pyridine-ds.

SST12-24WE-18(_S) in d-pyr.

Probe: dual
Pulse Sequence: gCOSY
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Figure S9. COSY spectrum (400 MHz) of (R)-MTPA ester (1b) in pyridine-ds.

SST12-24WE-18 (_R) in d-pyr.

Probe: dual
Pulse Sequence: gCOSY
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Figure $10. *H NMR spectrum (500 MHz) of numerosol B (2) in CDCls.
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Probg: dual

Pulsg Sequence: sZpul
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88T12-159-2-6-21

Probe: dual
Pulse Sequence: s2pul

Figure S11. *C NMR spectrum (500 MHz) of numerosol B (2) in CDCls.
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Figure S12. COSY spectrum (500 MHz) of numerosol B (2) in CDCls.
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Figure S13. HSQC spectrum (500 MHz) of numerosol B (2) in CDCls.
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Figure S14. HMBC spectrum (500 MHz) of numerosol B (2) in CDCls.

858T12-19-2-6-21 l_i
Probe: dual . n o | | | m Ll

Pulse Sequence: gHMBC

- oo o
F2 (Y o) (o3
(ppm) ° o
1 o O o
1 5_; ﬁ o a
T . o O @ L3 -]
g O@ Q 2 90 (5] 8
] 1) @ 3 @ -9
2.0
10 @ a eﬁ o
] ] 9 = $ £
) 2.57]
3.0°]
3.57]
4.07]
4.5
= 5.07] o o oo B
2 a "
10 i *os ce &
5.57]
= E 000
I'I'|II[[[II'I'I|IIIIII'I'II|[IIII'I'II[[[[II]'II[[[[II'I'I[[[[I'I'II[[[[["I'IIII[[II]'III[[[II
160 140 120 100 80 60 40 20

Fl (ppm)



Mar. Drugs 2014, 12

AC-16

Frobe: dual
Pulse Seguence: NOESY

ol

'

_l

Figure S15. NOESY spectrum (500 MHz) of numerosol B (2) in CDCls.
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Figure S16. *H NMR spectrum (400 MHz) of numerosol C (3) in CDCls.
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Probe: dual
Pullse Sequence: sZpul
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Figure S17. **C NMR spectrum (400 MHz) of numerosol C (3) in CDCls.
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Probe: dual
Pulse Sequence: s2pul
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Figure S18. COSY spectrum (400 MHz) of numerosol C (3) in CDCls.
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Probe: dual
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88T12-23-2-10

Probe: dual
Pulse Sequence: gHSQCAD

Figure S19. HSQC spectrum (400 MHz) of numerosol C (3) in CDCls.
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88T12-23-2-10

Probe: dual
Pulse Sequence: gHMBCAD

Figure S20.

HMBC spectrum (400 MHz) of numerosol C (3) in CDCls.
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Figure S21. NOESY spectrum (400 MHz) of numerosol C (3) in CDCls.
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Probe: dual
Pulse Sequence: NOESY
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Figure S22. *H NMR spectrum (400 MHz) of numerosol D (4) in CDCl.
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Probe: dual
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Figure $23. **C NMR spectrum (400 MHz) of numerosol D (4) in CDCls.
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Probe: dual
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§38T12-23-2-16

Probe: dual
Pulse Sequence: gCOSY

Figure S24. COSY spectrum (400 MHz) of numerosol D (4) in CDCls.
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Figure S25. HSQC spectrum (400 MHz) of numerosol D (4) in CDCls.
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Probe: dual
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88T12-23-2-16

Probe: dual

Pulse Sequence: gHMBCAD

Figure S26. HMBC spectrum (400 MHz) of numerosol D (4) in CDCls.

S27

erbiethmndhd LA el
F2 .

—  (ppm)’ o o ® L °
1 o= -]

== { &5 @ o
1 g la = o
2_ ] & o
3—; -9

- 4

j 5]

i : 8 []
6—

— _ ' 0
'?— -
_II'I]'III[[[[lllI'I'IIII[[[[III'I]'III[[[‘[[['I'I'I'III[[[[[III]'IIII[[[[[II'I'I'I

140 120 100 90 80 70 60 50 40 30 20

Fl (ppm)



Mar. Drugs 2014, 12

88T12-23-2-16

Probe: dual
Fulse Sequence: NOESY

Figure S27. NOESY spectrum (400 MHz) of numerosol D (4) in CDCls.
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