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S1. *H NMR Spectrum (500 MHz, DMSO-dg) of Compound 1
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S2. 3C NMR Spectrum (125 MHz, DMSO-ds) of Compound 1
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S3. HSQC Spectrum of Compound 1
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S4. HMBC Spectrum of Compound 1
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S5. ROESY Spectrum of Compound 1

BRUKER AV-III-500 ROESY-NMR XHP-3 IN DMSO 2012.05.36
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S6. IR Spectrum of Compound 1
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S7. HRESIMS Spectrum of Compound 1

MS Formula Results: + Scan (6.775 min) Sub (2012040902 d)
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S8. *H NMR Spectrum (500 MHz, DMSO-dg) of Compound 2
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S9. 3C NMR Spectrum (125 MHz, DMSO-ds) of Compound 2
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S10. HSQC Spectrum of Compound 2
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S11. HMBC Spectrum of Compound 2
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S12. ROESY Spectrum of Compound 2
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S13. IR Spectrum of Compound 2
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S14. HRESIMS Spectrum of Compound 2

MS Formula Results: + Scan (6.836 min) Sub (2013050202 6)
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S15. *H NMR Spectrum (500 MHz, acetic acid-d,) of Compound 3
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S16. **C NMR Spectrum (500 MHz, acetic acid-ds) of Compound 3
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S17. HSQC Spectrum of Compound 3
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S19. NOESY Spectrum (in acetic acid-d4) of Compound 3
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$20. 'H NMR Spectrum (500 MHz, pyridine-ds) of Compound 3
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S21. 3C NMR Spectrum (125 MHz, pyridine-ds) of Compound 3
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S22. NOESY Spectrum (in pyridine-ds) of Compound 3
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S23. IR Spectrum of Compound 3
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S24. HRESIMS Spectrum of Compound 3

MS Formula Results: + Scan (6.136 min) Sub (2012050301.d)
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$25. 'H NMR Spectrum (500 MHz, acetic acid-d,) of Compound 4

T
6TC'T
662'T
T0S'T
mam.ﬂ/

€897
ﬁo»é/
A

LyLT
09T

Es08'€

— Dosse

v 20y
EE€9LE

M 0g'T
ng.m

1602 w

cena

oroe 01

0z o

w%.w Dage

rore TUTT
50

2T~ /0

980

290 T062'T

£60°€

gere~. .

0S5E~ 8890

260

b5 zeg9'e

188~ .

> =96T'T

188

83/

ssvy 82T

09y M gt

Ev.v\
€8y'y
€5V'S —

€139 —
2

probe-Pr:

<

1)

~
I

5
I

DD2-500=XHP-12 IN ac¥tic_acid cold

PROTON @2

ATSA

JT%.O

—=F000T

JT%:

7.0 5.5 4.0 2.5 1.0

1.5

2.0

3.0

3.5

4.5
f1 (ppm)

6.5 6.0 5.0

7.5

8.0

$26. **C NMR Spectrum (125 MHz, acetic acid-ds) of Compound 4
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S27. HSQC Spectrum of Compound 4
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S29. NOESY Spectrum of Compound 4
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S31. HRESIMS Spectrum of Compound 4
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S32.

'H NMR Spectrum (500 MHz, pyridine-ds) of Compound 5
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S34. HSQC Spectrum of Compound 5
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S35. HMBC Spectrum of Compound 5
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S36. ROESY Spectrum of Compound 5

BRUKER AV-III-500 ROESY-NMR XHP-4 IN

— .
a < . : '

.
¢

+

1ol 1;1.&

-9 .
90 85 BO 7.5 70 65 60 55 50 45 40 35 30 25 20 15 1.0 ppm =

S37. NOE Difference Spectrum of Compound 5
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S38. CD Spectrum (in MeOH) of Compound 5
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S40. HRESIMS Spectrum of Compound 5

MS Formula Results: + Scan (6.177 min) Sub (2012042501.d)
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S41. *H NMR Spectrum (500 MHz, acetic acid-d,) of Compound 6

DOZ-508 IM-NRR JIP-7 1M acetic_acid Jel 12 2013 caldprobe-Probe
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S42. **C NMR Spectrum (125 MHz, acetic acid-ds) of Compound 6

DOZ-508 13C-NMR XHP=7 IN scetic_acid Jud 12 2013 coldprobe-Frobe
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S43. HSQC Spectrum of Compound 6

DOI-500 GHSOCAD XWP-7 IN acetic_acid Jul 13 2013 coldprobe
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S44. HMBC Spectrum of Compound 6
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S45. NOESY Spectrum of Compound 6
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S46. IR Spectrum of Compound 6
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S47. HRESIMS Spectrum of Compound 6

MS Formula Results: + Scan (5.458 min) Sub (2012050901 .d)
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S48. *H NMR Spectrum (500 MHz, acetic acid-d,) of Compound 7
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S49. **C NMR Spectrum (125 MHz, acetic acid-ds) of Compound 7
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S50. HSQC Spectrum of Compound 7

DOZ-508 gSQCAD MHP-§ IN acetic_acid Dec 21 2012 coldprobe
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S51. HMBC Spectrum of Compound 7
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S52. NOESY Spectrum of Compound 7
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S53. IR Spectrum of Compound 7
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S54. HRESIMS Spectrum of Compound 7

MS Formula Results: + Scan (5.339 min) Sub (2012122401.d)




$55. 'H NMR Spectrum (500 MHz, DMSO-ds) of Compound 8
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S57. HSQC Spectrum of Compound 8
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S58. HMBC Spectrum of Compound 8

DDZ-500 gHMBCAD WHP-11% IN deso Jun 10 2013 coldprobe

Temp. 25.0 C 7 298.1
Sample #7, Operator

ons
) increments
OBSERVE M1, A99.7698282 WMz
DATA PROCESSING
Sq. vine bell 0.87% ac
f1 DATA PROCESSING
" zation 0.006 sec

ITosize ® 2048
Total time 2 hr, 12 min

150 140 130 120 110 1 10
F1 (ppm)
|
| ) I
i | [
L |-
—
F2
(ppm)
|
1
1
L ———
4
Z-“. - ——
: .
I " .
] —— <
1 .
4 :
s -
1 - — : - -
5
‘. - - *
-
8 -
220 160 21




S59. NOESY Spectrum of Compound 8
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S60. IR Spectrum of Compound 8
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S61. HRESIMS Spectrum of Compound 8

MS Formula Results: + Scan (6.426 min) Sub (2013053003.d)
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$63. **C NMR Spectrum (125 MHz, DMSO-dg) of Compound 9
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S64. HSQC Spectrum of Compound 9
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S65. HMBC Spectrum of Compound 9
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S66. NOESY Spectrum of Compound 9

DOZ-500 WOLSY XHP-1148 IN deso Jun 9 2013 coldprobe
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S68. HRESIMS Spectrum of Compound 9

MS Formula Results: + Scan (6.252 min) Sub (2013053002.)




$69. *H NMR Spectrum (500 MHz, DMSO-ds) of Compound 10
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S70. **C NMR Spectrum (125 MHz, DMSO-dg) of Compound 10
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S71. HSQC Spectrum of Compound 10

DOZ-100 GHSOCAD WHP-113C IN deto Jun 19 2013 coldprobe

Temg. 25.0 € / IM0.1 K
"

nCrements
OBSIRVE M1, 499.7688262 Mz
DECOUPLE C13, 175.6785328 Mnz
Power 36 dB
uring acquisition
& lay
W40_coldprobe modulated
DATA PROCESSING
zation 0.069 sec ——
SESSING

155 e —
Tation 0.907 sec S ——

FT & 096 x 2048 R —
Total time 2 hr, 8 min )
—

|

} :

2 - L e
—,I :

s ve

4: 0 .

.
1 -
. .
71—
160 14) iz0 100 [.1] [1] 20
F1 (ppm)

S72. HMBC Spectrum of Compound 10
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S73. NOESY Spectrum of Compound 10
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S74. IR Spectrum of Compound 10
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S75. HRESIMS Spectrum of Compound 10

MS Formula Results: + Scan (6.704 min) Sub (2013053001.d)
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S76. *H NMR Spectrum (500 MHz, acetic acid-d,) of Compound 11

DOZ-580 1M-NWR XWP-15 IN acetic_acid Jam 18 2013 coldprobe-Probe
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S77. **C NMR Spectrum (125 MHz, acetic acid-ds) of Compound 11

DOZ-508 13C-NMR XHP-15 IN acetic_acid Jan 18 2013 coldprobe-Probe
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S78. HSQC Spectrum of Compound 11
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S79. HMBC Spectrum of Compound 11
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S80. NOESY Spectrum of Compound 11
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S82. HRESIMS Spectrum of Compound 11

MS Formula Results: + Scan (5.705 min) Sub (2012052901.d)
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S85. HSQC Spectrum of Compound 12
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S87. ROESY Spectrum of Compound 12

BRUKER AV-III-500 ROESY-NMR XHP-2 IN DMSO 2012.05.24
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S89. IR Spectrum of Compound 12
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S90. HRESIMS Spectrum of Compound 12

MS Formula Results: + Scan (6.575 min) Sub (2012040901.4)
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