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Figure S1. '"H NMR spectrum of 1 (400 MHz, CDsOD)

L9L°
600"
01"
§9¢°
€LE"
08"
€60
0EL”
162"
[4% 8
289"
cIL”

961"
FLS”
19
Foe”
018"
0ge”
€8¢
cLS”
98L"
£€80°
981"
§o1”
98L”
16€°

8.6
&8F

916
8%
1LL
681
{25

z10

119

06€

GTT~
LI

Ll
_mm_w
el

orl—
TrI~

091—

891 —

81—

190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
fl (ppm)
Figure S2. *C NMR spectrum of 1 (100 MHz, CDsOD)
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Figure S3. HSQC spectrum of 1 in CDsOD
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Figure S4. HMBC spectrum of 1 in CDsOD
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Figure S5. 'H-'"H COSY spectrum of 1 in CDsOD

|

75 70 65 60 55 50 45 40 35 30 25 20 15 1.0
2 (ppm)

Figure S6. NOESY spectrum of 1 in CDsOD

S6/S27

40 35 30 25 20 15 1.0 05 00

f1 (ppm)

f1 (ppm)



miz 4 lon Formula Abundance
» 635.3934 (M+H)+ C39H5507 417987
Best Formulz (M)  lon Formula Cale miz Score  Diff (ppm) Abund Mat SpacingMa  Mass Match miz
=} [ | C33 H5407| €39 H5507| &35.3942| 89.17| 1.14| 80.41] 81439| 9833 6353934
Isotope Abund% Calc Abund% Calc Abund S miz Calecmiz  Diff (ppm)
1 100 100 6434| 6353934| 6353942 125
2 4475 4308 27.72| 636.3979| 636.3976 -0.45
3 16.13 1049 6.75| 637.3958| 637.4007 7.69
4 475 1.86 1.19| 638.3978| 6384036 9.01
x101 |*ESI Scan (0. Frag=175. 0V GB1-51-65-G. d
2.4+
2.24 657.3756
24
1.8 = =
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Figure S7. (+)-HRESIMS spectrum of 1
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Figure S10. '"H NMR spectrum of 2 (400 MHz, CDsOD)
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Figure S11. 3C NMR spectrum of 2 (100 MHz, CDsOD)
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Figure S13. HMBC spectrum of 2 in CDsOD
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miz . lon Formula Abundance

» 6353938 (MsH)+ C33H5507 56300.3
Best Formulza (M)  lon Formula Cale miz Score  Diff (ppm) Abund Mat SpacingMa  Mass Match miz
2 | | C39H5407| C39HS507|  6353%42| 8276]  087| 6938 6632 99.02 635.3938
Isotope Abund% Calc Abund% Calc Abund S miz Calemiz  Diff (ppm)
1 100 100 64.34| 6353938| 6353942 074
2 4386 4308 27.72| 626.3966| 6363976 165
3 1773 1049 675| 637.3926| 637.4007 1273
4 288 186 1.19| 638.3928| 6384036 16.88
[Chronatogran Results Off M5 Fornula Results: + Scan (0348 min) |
M5 SpectrunResults L
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Figure S16. (+)-HRESIMS spectrum of 2
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Figure S18. UV spectrum of 2
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w1

miz lon Formula Abundance
(=R 619.3986 (M+H)+ C39H5506 6197
Best Formula (M)  lon Formula Cale miz Score  Diff (ppm) Abund Mat SpacingMa  Mass Match miz
2| | C39H5406| C39Hs506| 6193393 9383] 092 9168 8624 9891 619.3986
Isotope Abund% Calc Abund% Calc Abund S miz Calcmiz  Diff (ppm)
1 100 100 65.23| 619.3986| 619.3993 1.08
2 39.12 4304 28.08| 620.4039| 620.4027 -1.85
3 11.14 1027 6.7| 621.4029| 6214058 489
Best Formula (M)  lon Formula Cale miz Score  Diff (ppm) Abund Mat SpacingMa  Mass Match miz
@ | [ | C46H500| C46H510| 6193934  5825] 857 67.95| 84.98| 39.06 619.3986
7\ Chronatogran Results Off WS Fornula Results’ + Scan (0345 min) |
i || WS SpectrunResul ts x
I | | 1 i ¥% % i
et QB IEAOCT - mi%%%E S
x10 ! |*ESI Scan (0. 345 min) Frag=175. 0V F22B3-CD. d
i
0. 94
0.2
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0.7 v
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Figure S25. (+)-HRESIMS spectrum of 3
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170 160 150 140 130 120 110 100

180

S16/S27



e a® (-]
o se
= @ - @
. oo
o o -3
° °
-
@
(-]
o =
. ]
_—= .
3 '
—q °
90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 05
12 (ppm)

Figure S30. HSQC spectrum of 4 in CsDsN
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Figure S31. HMBC spectrum of 4 in CsDsN

S17 /827

F100
F110
H120
H130
F140
F150

F100
F110
F120
F130
140
F150
160
F170
180
F190

f1 (ppm)

f1 (ppm)



£S5

fl (ppm)

85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10
2 (ppm)

Figure S32. '"H-'H COSY spectrum of 4 in CsDsN
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miz £ lon

> 639.363 (Msba)+ C39H52 Na. 858

Formula

Abundance

Best Formula (M)  lon Formula Cale miz Score  Diff (ppm) Abund Mat SpacingMa  Mass Match miz
=] [ [@] | 639H5206| C39H52Na_.] 6393656| 79.19' 2.44! 7‘2.23| 59.88 93.02 639.3637
Isotope Abund% Calc Abund% Calc Abund S miz Calcmiz  Diff (ppm)
1 100 100 64.51| 639.3637| 639.3656 29
2 395 43.01 27.74| 640.3735| 640.369 -6.94
3 1453 1025 6.61| 641.3686( 641.3721 549
4 4288 1.76 1.13| 6423744 642375 1.07
EE dnitogimicm:'
~ESI Scan (0.382min) Frag=175. 0V F25B4-G-B. d
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Figure S34. (+)-HRESIMS spectrum of 4
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Figure S41. '"H-'H COSY spectrum of 5 in CsDsN
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4

o

miz lon Formula Abundance
6473944 (M+H)+ 40 H55 07 345032
Best Formula (M)  lon Formula Calem'z Score  Diff (ppm) Abund Mat Spacing Ma Mass Match miz
| | C40H5407| C40HS507|  647.3342|  6948| 049 3931 45.24| 9969 647.3344
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Figure S43. (+)-HRESIMS spectrum of 5
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Figure S44. IR spectrum of 5
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Figure S45. UV spectrum of 5
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Figure S46. '"H NMR spectrum of 6 (400 MHz, CsDsN)
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Figure S47. 3C NMR spectrum of 6 (100 MHz, CsDsN)

S24 /S27



F100
F110
F120
F130
r140
F150

60 55 50 45 40 35 30 25
£2 (ppm)

Figure 548. HSQC spectrum of 6 in CsDsN
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Figure S49. HMBC spectrum of 6 in CsDsN
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Figure S50. '"H-'H COSY spectrum of 6 in CsDsN
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Figure S51. NOESY spectrum of 6 in CsDsN
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miz 7 lon Formula Abundance

= » 647.3945 (M+H)+  C40H5507 9681.5
Best Formula (M)  lon Formula Cale miz Score  Diff (ppm) Abund Mat Spacing Ma Mass Match miz
= | C40Hs407| C40Hs507| 6473342 9841  -033] 94| 9763 9985 647.3345
Isotope Abund% Calc Abund% Calc Abund S miz Calc miz  Diff (ppm)
1 100 100 63.66| 647.3945| 647.3942 -0.43
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Figure S52. (+)-HRESIMS spectrum of 6
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Figure S53. IR spectrum of 6
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Figure S54. UV spectrum of 6
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