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Figure S1. HR-ESIMS spectrum of the new compound 1.

Tolerance = 10.0 PPM / DBE: min = -1.5, max = 50.0

Selected filters: None

Monoisotopic Mass, Even Electron lons
32 formula(e) evaluated with 2 results within limits (up to 50 closest results for each mass)

Elements Used:
C:5-38 H:1-50 0:5-18

SIPI Q-Tof micro 24-Jun-2010,13:40:34
LC-34 M.W=668 YAO19 0.00000000
Q101286NH 12 (0.415) AM (Cen,$6, 80.00, Ar,5000.0,644.24,0.70); Sm (SG, 2x3.00); Cm (8:46) TOF MS ES-
667.2184 7.45¢4
100+
%_
665.1740 668.2306
] 666.1814 669.23%4
0 IGG4 9567 665 6834 I 666 5658 667 5337 668 5740 miz
(2 " DR el BRSO PIAE B A ARSI BRIURET B € RAS0N RARIEE Rabr i AL Rl
664 50 665 00 665 50 666 00 686 50 ~ 667.00 867 50 668.00 668 50 669.00  669.50
Minimum: 35.00 =1.5
Maximum: 100.00 5.0 10.0 50.0
Mass RA Calc. Mass mDa PPM DBE i-FIT Formula
667.2184  100.00 667.2179 0.5 0.7 21.5 1231.0 ~Jc38 H35 oOl1
667.2238 -5.4 -8.1 12.5 627.2 C31 H39 016

g
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Figure S3. *C MNR (150 MHz, CDCl5) spectrum of the new compound 1.
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Figure S4. DEPT spectrum of the new compound 1.
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Figure S5. HSQC spectrum of the new compound 1.
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Figure S6. 'H-'H COSY spectrum of the new compound 1.
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Figure S7. HMBC spectrum of the new compound 1.
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Figure S8. NOESY spectrum of the new compound 1.
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Figure S9. HR-ESIMS spectrum of the new compound 2.

" Tolerance = 20.0 PPM / DBE: min = -1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons
19 formula(e) evaluated with 1 results wnhm limits (up to 50 closest results for each mass)

Elements Used:
C:5-35 H:1-55 0O:2-17 Na: 141
SIPI Q-Tof micro 29-Jun-2010,13:26:14
LA-6 C34H46016=710 YA019 0.00000000
Q101319H 20 (0.690) AM (Cen,8, 80.00, Ar,5000,0,748.48,0.70); Sm (SG, 2x3.00); Cm (20:35) TOF MS ES+
733.2680 1.14e5

100

Yo

734.2786

735.2

o J213145 720.2637 7250424 728,328 /293204 7313417 7963 736.2049 7392366 7412549 Ta4S181
, g g ey e o ut - T

7200 | 7220 | 7280 | 7260 | 7280 | 7300 | 7320 | 7340 | 7360 | 7380 @ 7400 @ 7420 7440

Minimum: 30.00 =1;5

Maximum: 100.00 5.0 20.0 50.0

Mass RA Cale. Mass mDa PEM DBE i-FIT Formula

733.2680 100.00 733.2684 -0.4 -0.5 11.5 2246.6 C34 H46 016 Na

Figure S10. *H MNR (400 MHz, CDCls) spectrum of the new compound 2.
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Figure S11. *C MNR (125 MHz, CDCls) spectrum of the new compound 2.
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Figure S12. DEPT spectrum of the new compound 2.
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Figure S13. HSQC spectrum of the new compound 2.
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Figure S14. *H-'H COSY spectrum of the new compound 2.
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Figure S15. HMBC spectrum of the new compound 2.
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Figure S16. NOESY spectrum of the new compound 2.
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Figure S17. HR-ESIMS spectrum of new compound 3.

Tolerance =20.0 PPM / DBE: min =-1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons

23 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:5:35 H:1-55 0:2-17 Na:1-1

SIPI , Q-Tof micro 29-Jun-2010,13:03:49
LC-40 MW=694 YA019 0.00000000
Q101318H3 47 (1.656) AM (Cen,6, 80.00, Ar,5000.0,748.48,0.70); Sm (SG, 2x3.00); Cm (45:55) TOF MS ES+
7M7.2737 22765
100+ A
%_
718.2853
1
714459 7153404 7162547164730 e | 718631 a 12990 1203101720991
, : , — : s it :
714.00 715.00 716.00 717.00 71800 | 71900 | 72000 | 72100
Minimum: 30.00 -1.5
Maximum: 100.00 5.0 20.0 50.0
Mass RA Calc. Mass mDa PPM DBE i-FIT Formula
717.2737  100.00  717.2734 0.3 0.4 11.5  5063.4  C34 H46 Ol5 Na

Figure S18. *H MNR (400 MHz, CDClIs) spectrum of the new compound 3.
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Figure S19. *C MNR (100 MHz, CDCls) spectrum of the new compound 3.
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Figure S20. DEPT spectrum of the new compound 3.
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Figure S21. HSQC spectrum of the new compound 3.
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Figure $22. *H-'H COSY spectrum of the new compound 3.
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Figure S23. HMBC spectrum of the new compound 3.
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Figure S24. NOESY spectrum of the new compound 3.
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Figure S25. HRESIMS spectrum of compound 4.

Tolerance = 10.0 PPM / DBE: min = -1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons
19 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)

Elements Used: A
C:10-40 H:10-60 O:5-16- Na: 1 1
SIPI . Q-Tof micro 04-Nov-2012,10:05:35
MC-11 MW=736 YA019
WQ12-438H2 7 (0.242) AM (Cen 4, 80, 00, A%5000.0,775.30,0.70); Sm (SG, 2¢1.0);Cm (27) TOF MS ES+
B0 750.3207 3213
% 760.3254
7613201
LT g0 15 L ‘ 762.3057 7632831 7642226 T8521047e5 5073
LS RAASA ALARN RAARZ RARR Rty ML AR A RN LA RARE RARAY REALE RSN L3 T
7540 7550 7560 7510 | 7560 - 750 1800 7600 " T80 7630 T s T T
Minimum:  60.00 g . -L5
Maximum: 100,00 ] 5.0 10.0° . 50.0
Mass RA Calc. Mass mDa | PEM . DBE i-FIT Formula
759.3207  100.00  759.3204 0.3 0.4 1.5  51.5 C37 H52 015 Na

Figure $26. "H NMR spectrum of compound 4 in CDCls.
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Figure S27.

MC-11 13C in CDC13

3¢ NMR spectrum of compound 4 in CDCls.
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Figure S28. DEPT spectrum of compound 4 in CDCls.
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Figure S29. HSQC spectrum of compound 4 in CDCls.
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Figure S30. *H-'H COSY spectrum of compound 4 in CDCls.
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Figure S31. HMBC spectrum of compound 4 in CDCl.
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Figure S32. NOESY spectrum of compound 4 in CDCls.
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Figure S33. HR-ESIMS spectrum of the new compound 5.

Tolerance = 10.0 PPM / DBE: min = -1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons

30 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:5-38 H:1-50 0:5-16 Na:1-1

SIPI ’ Q-Tof micro 24-Jun-2010,09:40:41
LC-47 C32H44013=636 YAD19 0.00000000
Q101280H 12 (0.414) AM (Cen,6, 80.00, Ar,5000.0,646.26,0.70); Sm (SG, 2x3.00); Cm (10:23) TOF MS ES+
100~ i 659.2676 5.60e4
%
660.2793
- 655 4510? : 65? 4238 558 358? 559 6379 661 -2939 632 3058 663.5056 miz
L AR EERES AL RN L LA EEEANFANERE LA REARS RERES RERRS R
855 00 656.00 85? 0[] 658 00 659 0[] Bﬁﬂ 00 I 661.00 562 00 563.00 664.00

Minimum: 35.00 : ~1.5
Maximum: 100.00 ) 5.0 10.0 50.0
Mass RA Calc. Mass mDa PEM DBE i-FIT Formula
£59.2676  100.00  659.2680 =-0.4 -0.6 10.5 8933.2 C32 H44 013 Na

Figure S34. *H MNR (400 MHz, CDCls) spectrum of the new compound 5.
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Figure S35. *C MNR (100 MHz, CDCls) spectrum of the new compound 5.
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Figure S36. DEPT spectrum of the new compound 5.
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Figure S37. HSQC spectrum of the new compound 5.
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Figure $38. *H-'H COSY spectrum of the new compound 5.
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Figure S39. HMBC spectrum of the new compound 5.
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Figure S41. HR-ESIMS spectrum of the new compound 6.

. Tolerance =5.0 PPM / DBE: min =-1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons
39 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)

Elements Used: _
C:5-40 H:10-70 0:1-20 Na:1-1
SIPI Q-Tof micro 18-0ct-2010,14:09:26
LC-58 M.W=764 YA019 0.00000000
WQ10399H 17 (0.598) AM (Cen,6, 80. 00, Ar,5000.0,801.34,1. 00); Sm (SG, 2x3.00); Cm (15:27) TOF MS ES+
787.3150 1.05e4

100-

%]

788.3290
oL TS g Tepaazs T gy cq M2 19132 TR e,
L e o S B o B e s i B PSR AR VTR
780 | 7800 | 7820 7840 786.0 788.0 7900 | 7920 7940 796.0

Minimum: 35.00 =1.5
Maximum: 100.00 5.0 5.0 50.0
Mass RA Calc. Mass mDa PPM DBE i-FIT Formula
787.3150  100.00  787.3153 -0.3 -0.4 12.5 986.6 C38 H52 016 Na

Figure S42. 'H NMR spectrum of the new compound 6.

o o ms re omr o e o e e Do o oo s oEoRESS S
__a,.,..,____ﬁ__,., = 53 a,..,.,_...,
=

B4
Die.d
IR
013
Ble
ik}
i)
Bl
By
INI
H‘?I
H&-‘I
‘?
.1
Wl

*\. gg“%%"%ﬁs““““"“#“ﬁ%té..V%/J/ /Z%ﬁ”

1%
126
1.3

|k

i
.46

18115

1647

3.518
11.6¥]

éﬂ-%fé |

b

,_
=
o



Mar. Drugs 2013, 11 26

Figure S43. *C NMR spectrum of the new compound 6.
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Figure S44. DEPT spectrum of the new compound 6.
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Figure S45. HSQC spectrum of the new compound 6.
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Figure S46. 'H-'H COSY spectrum of the new compound 6.
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Figure S47. HMBC spectrum of the new compound 6.
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Figure S49. HRESIMS spectrum of compound 7.

Tolerance = 10.0 PPM / DBE: min = -1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons
25 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:10-38 H:10-60 O:5-18° Na:1- 1

A\

SIPI
JM-110 MW=722

r

Q-Tof micro
YA019

WQ12-442H2 18 (0.621) AM (Cen,4, 8000 Ar,5000.0,775.30,0.70); Sm (SG, 2x1.00); Cm (9:18)

100+

o]

735.
i

739.3121 40 3530 742.4342 743.4456

745.2686

746.2814
»

747. .
|29001Z48 2761 752.2426

04-Nov-2012,11:40:33

755. 2575 757 3682

TOF MS ES+
7.46e3

759.1600

7340
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Maximum:

Mass RA

745.2686

T
736.0

65.00
100.00

100.00

vvvvvv

"
7380 | 7400 1 7420

{ -
; 5.0
Calc. Mass mDa |

745.2684 0.2

| RSN bEaRa |
744.0

10.0°
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0.3 12.5

7460 | 7480 | 7500 | 7520 @ 7540 | 7560

=145
50.0
i~-FIT Formula

233.9

Figure S50. *H NMR spectrum of compound 7 in CDCls.
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Figure S51. **C NMR spectrum of compound 7 in CDCls.
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Figure S52. DEPT spectrum of compound 7 in CDCl.
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Figure S53. HSQC spectrum of compound 7 in CDCl.
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Figure S54. *H-'H COSY spectrum of compound 7 in CDCls.
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Figure S55.

L LA |

HMBC spectrum of compound 7 in CDCls.
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Figure S56. NOESY spectrum of compound 7 in CDCls.
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Figure S57. HR-ESIMS spectrum of the new compound 8.
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Maximum:  100.00 540 10.0 50.0

Mass RA Calc. Mass mba PPM DBE 1-FIT Formula

887.3673 100.00 887.3677 -0,4 =0.5 Jiadly 452.0 €43 H6D 018 Na

Figure S58. 'H NMR spectrum of the new compound 8.
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Figure S60. DEPT spectrum of the new compound 8.
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Figure S61. HSQC spectrum of the new compound 8.
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Figure S62. 'H-'H COSY spectrum of the new compound 8.
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Figure S63. HMBC spectrum of the new compound 8.
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Figure S64. NOESY spectrum of the new compound 8.
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Figure S65. HRESIMS spectrum of compound 9.

Tolerance = 10.0 PPM / DBE: min = -1.5, max = 50.0
Selected filters: None
Monoisotopic Mass, Even Electron lons

24 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used: ;

C:10-40 H: 1060 0:5-17 Cl: 0-1

SIPI " QTof micro 04-Nov-2012,14:06:47
JM-55 MW=780 YA019
WAQ12-448NH1 104 (3.697) AM (Cen,4, 80.00, Ar5000.0,861.19,0.70) Sm (SG, 21.00); Cm (82:105) TOF MS ES-
815.2888 4653
100-
% 8162021  817.2908
818.2024
#2310 8132144 s1aase ’ 158479 | 6168510 | 6176060 8192062  419.8703 "
T o N ™Y AR B I I AL I Bt m s i T M2
81200 | 81300 | 81400 81\6 0 81600 | 81700 | 81800 | 81300 820.00

Minimum: 50.00 -1.5
Maximum: 100.00 N 50 10.0 50.0
Mass RA Calc. Mass mDa PPM DBE i-FIT Formula
815.2888  100.00  815.2893 -0.5  -0.6 - 12.5 2.8 38 H52 017 cl

Figure $66. *H NMR spectrum of compound 9 in CDCl.
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Figure S67. **C NMR spectrum of compound 9 in CDCls.
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NAME jm-55
EXPNO
PROCNO 1
F2 - Acquisition Parameters
Date_ 20120128
Time 16.58
INSTRUM drx400
. 2 PROBHD 5 mm BBI 1H/2H
PULPROG 2gdc30
™ 65536
SOLVENT MeOD
NS 30000
DS 0
SWH 35211.270 Hz
FIDRES 0.537281 Hz
AQ 0.9306612 sec
RG 16384
1l 14.200 usec
DB 6.00 usec
k¢ 300.0 X
D1 2.07000000 sec
di 0.03000000 sec
szszsssss CHANNEL fl sessssss
NUC1 13C
n 12.30 usec
PL1 -6.00 d8
SFO1 100 6244702 MEz
CHANNEL f2
CPDPRG2 waltzl6
NUC2 1H
PCPD2 86.00 usec
PL2 0.00 d8
PL12 20.00 d8
§FO2 400.1316510 MHz
P2 - Processing parameters
81 65536
SP 100.6127682 MEz
WOW ™
Ss8 0
B 1.00 Hz
G 0
BC 1.00
1D MR plot parameters
o 20.00 cm
Y 0.00 cm
P12 200.000 ppm
F1 20122.55 Hz
P2 0.000 ppm
e < Y
ppm 180 160 140 120 100 80 60 40 20 HZOM 100612765 :57“

Figure S68. DEPT spectrum of compound 9 in CDCl.
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NsT2 135.0000000
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a 0.00370370 sec
d12 0.00002000 sec
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wwnsnnan CHANNEL £l sessesns
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PLL -6.00 4B
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" = CHAMNEL £2 wewwes
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86.00 usec
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400.1316180 MHz
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Wow =
Ss8 0
8 1.00 Hz
GB 0
P 1.00
1D ¥R plot parameters
x 20.00 cm
oY 0.00 cm
F1P 200.000 ppm
1 20122.55 Rz
F2p 0.000 ppa
T T T T T T T T r F2 0.00 Bz
r T T T T  ; T T | T § L PPMOM 10.00000 .

ppm 180 160 140 120 100 80 60 40 20 o Revigraet



Mar. Drugs 2013, 11

Figure S69. HSQC spectrum of compound 9 in CDCl.
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Figure S70. *H-'H COSY spectrum of compound 9 in CDCls.
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Figure S71. HMBC spectrum of compound 9 in CDCls.

100

F1z0

140

160

F1E0

jm-55 HMBC
P .l JJ ui 'L_L_IM
in-55
HMBCGEND e
Y
- - L ]
- - v oWt L0
- A H
o =L . . . ¥
Tt - - o .
fS ﬂn dﬁ dﬂ {5 {0 iﬁ {U £5 {0 £5 50 ﬂﬁ ﬂﬂ iﬁ ﬁﬂ
£2 (ppm)
Figure S72. NOESY spectrum of compound 9 in CDCls.
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Figure S73. HR-ESIMS spectrum of the new compound 10.

Multiple Mass Analysis: 2 mass(es) processed
Tolerance = 10.0 PPM / DBE: min =-1.5, max = 50.0

Selected filters: None

Monoisotopic Mass, Even Electron lons

12 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)

Elements Used:

C:5-38 H:10-60 0:3-16 Na:1-1 Cl: 1-1
SIPI Q-Tof micro 09-Oct-2010,16:05:11
LA-18 M.W=798 YA019 0.00000000
WQ10372H1 6 (0.207) AM (Cen,6, 80.00, Ar, 5000083034 1.00); Sm (SG, 2x3.00); Cm (3:25) TOF MS ES+
100~ 821.2761 4.75e4
%..
823.2853
0l 815 5204 817 423 o189, 3583/819 3533 | 824.?003 8253088 5263234 828 3464 829. 3610/
- y : - e - miz
816 0 818 0 820 0 822.0 824.0 826 0 828 0 830.0
Minimum: 25.00 =158
Maximum: 100.00 ’ 5.0 10.0 50.0
Mass RA Calc. Mass mDa PPM DBE i-FIT Formula
821.2761 100.00 821.2763 -0.2 -0.2 12.5 3469.0 C38 H51 016 Na Cl
: 1
Figure S74. "H NMR spectrum of the new compound 10.
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Figure S75. **C NMR spectrum of the new compound 10.
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Figure S76. DEPT spectrum of the new compound 10.
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Figure S77. HSQC spectrum of the new compound 10.
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Figure S79. HMBC spectrum of the new compound 10.
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Figure S80. NOESY spectrum of the new compound 10.
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Figure S81. HRESIMS spectrum of compound 11.

Monoisotopic Mass, Even Electron lons
24 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)

Elements Used:
C:1040 H:1060 0:5-16 Na:1-1
SIPI Q-Tof micro 04-Nov-2012,10:22:50
MC-13 MW=710 ; YA019
WQ12439H2 12 (0.414) AM (Cen,4, 80.00, Ar;5000.0,759.32,0.70); Sm (SG, 2¢1.00); Cm (12:21) . TOF MS ES+
100- - 733.2690 3.8003

] ’ 7342766

727.4615 ;
T4T10 739 4080 7352862 7374684 gag goae 7304828 7414664 7424501
G |
O~ el e L L L A LRV VSV W UV TISEPIY FOVOVIN ISR Sy
7260 7280 7300 0 M0 7% 80 om0 a0
Minimum: 60,00 =1.5
Maximum:  100.00 | 8.0 10.0  50.0
Mass RA Calc, Mass mbDa PPM DBE i-FIT Formula
'] - "
733.2690  100.00 733.2684 ' 0.6 0.8 ' 1.5 47,1 C34 HI6 016 Na
Figure $82. *H NMR spectrum of compound 11 in CDCl.
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MC-13 13C in CDC13

Figure S83.
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3¢ NMR spectrum of compound 11 in CDCls.
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Figure S84. DEPT spectrum of compound 11 in CDCls.
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Figure S85. HSQC spectrum of compound 11 in CDCls.
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Figure $86. 'H-'H COSY spectrum of compound 11 in CDCl.
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Figure S87. HMBC spectrum of compound 11 in CDCls.
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Figure S88. NOESY spectrum of compound 11 in CDCls.

5.5

5.0

4.5 4.0 3.5 3.0 25 20 1.5 1.0

e ‘ 4.5
& L] - L]
[ ] []
“.‘ . - . ]
L}
5.5
1 1
- L}
F&.0
[ ]
I I IR L L D D B
&.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1. ppm

0.0 ppm

Current Ints Peammters
HRMGE =c-13
[ eay ] 2
FROCHD

¥2 - Acguisitiaon Perssetsrs
Daba_ 210722
Tima 16.39
INETIIM upact
FREED 3 omm QP 1h/13

PULFROG n:lr_llﬂﬁ

g

SOLVENT o1
RS 5

s 1&

SHH

IS

g

G

™

m

™

an

m

o

oa o
IHD .DESNI5Z00 mec
ST1CET 2

™I 0.45920000 mec
mmssmms CEANREL Il ssssmmss
muc 1=

1 10.52 usec
B2 31.00 usec
L1 -4.02 o
SPO 500.1118562 MHx
...... GEADIENT CHARNEL
GRHAML SINE. 102
GRHAMG SINE. 102

GIFEL 40.00
GPEZ -40.02 &
FlE o00.02 usec

¥2 - Froceaming parmssters
&1 1024

sF 500.1300136 MHx
W CSIMR
SEH z
w 0.00 Hx
o e
eC 1.40
7l - Frocsssing parwasters
51 1024
w2 Stabes- TP
sF 500.1300136 MHx
W THR
SEH z
w 0.00 Hx
= e



Mar. Drugs 2013, 11

Figure S89. HR-ESIMS spectrum of the new compound 12.

Tolerance = 10.0 PPM / DBE: min = -1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons :
28 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)

Elements Used:
C:541 H:10-60 0:3-20 Na11
SIPI Q-Tof micro 09-0ct-2010,14:20:12
LA15 MW=794 YAO1S 0,00000000
WQ10363H1 14 (0.484) AM (Cen,6, 80.00, Ar,5000.0,859.51,1.00): Sm (SG, 2x3.00); Cm (6:18) TOF MS ES+
o 817.3252 3.77e5
%—.
818.3421
c- I s s 809.3208 §18.3639 323 3271 8314031 g3y 3235 837.5532830.3240, Q42 3450
TT TT T ||||‘J]""|"F'f|||ll "'I|||||||\ rlrr L L T LI
7950 8000 | 8050 | 100 | 8150 8200 850 | 800 | 8350 e
Minimum:  60.00 o -15
Maximum: 100.00 5.0 10.0 50.0
Mass RA Calc. Mass mDa PEM DBE i-FIT Formula
817.3252 100,00 817.3259 -0.7 -0.9 12.5 68929.6 €39 HS4 017 Na

Figure S90. *H MNR (400 MHz, CDCls) spectrum of the new compound 12.
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Figure S91. **C MNR (100 MHz, CDCls) spectrum of the new compound 12.
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Figure S92. DEPT spectrum of the new compound 12.
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Figure S93. HSQC spectrum of the new compound 12.
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Figure S95. HMBC spectrum of the new compound 12.
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Figure S96. NOESY spectrum of the new compound 12.
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Figure S97. HRESI spectrum of compound 13.

Monoisotopic Mass, Even Electron lons
223 formula(e) evaluated with 2 results within limits (up to 50 closest results for each mass)

Elements Used: .
C:10-38 H:10-53 0:5-16 35Ck 02 37CI0-2
SIPI i Q-Tof micro 04-Nov-2012,13:49:01
MC-7 MW=798 YAO19
WQ12-447NH 29 (1.000) AM (Cen,4, 80.00, Ar,5000.0,861.19,0.70); Sm (SG, 2x1.00); Cm (26:36) TOF MS ES-
833.2549 5.08¢3
100- ) 4
| 8352524
%-| ‘
| 836.2540
.837.2526 N
818.2906
> g3 aa7p B26.5619  628.5628 | (838.2557 453103 849.2087 ?51.2453
0 I'l""‘ THr ey l'rl'-'/"’ e i e b e g r i pitindlrlfior iz
820.0 825.0 830.0 835.0 840.0 845.0 850.0

Minimum:  75.00 1 § . =1.5
Maximum: 100,00 ' 5.0 10.0  50.0
Mass RA Calc. Mass mDa PPM * DBE i-FIT Formula
833.2549  100.00  833.2554 -0.5 -0.6 12.5 0.4 €38 H51 016 35C12
835.2524  75.58  835.2525 -0.1 -0.1 ¢ 12.5 14.5 C38 H51 016 35C1 37C1

Figure S98. *H NMR spectrum of compound 13 in CDCls.
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Figure $99. **C NMR spectrum of compound 13 in CDCls.
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Figure S100. DEPT spectrum of compound 13 in CDCls.
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Figure S101. HSQC spectrum of compound 13 in CDCls.
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Figure $102. *H-'H COSY spectrum of compound 13 in CDCls.
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Figure S103. HMBC spectrum of compound 13 in CDCls.
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Figure S104. NOESY spectrum of compound 13 in CDCl.
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Figure S105. HRESI spectrum of compound 14.

Tolerance = 10.0 PPM / DBE: min=-1. 5, max =50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons
18 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)

Elements Used:
C:10-35 H:1060 0:5-16° Na: 11 Cl: 141
SIPI . .~
MC-10 MW=714 o m'?;ﬂo 04-Nov-2012,11:06:51
WQ12-441H1 85 (2.247) AM (Cen,4, 80.00, Ar,5000.0,733.27,0.70); Sm (SG, 2x1.00); Cm (60:88) TOF MS ES+
100- 737.2182 4.07¢3
- 735.4633 737.4758 739.4763
L 736.4649 (782270 709208 |
734.5081 1 | 740.4760
735.2514 P ¥ 740.2329 740.6058
" 1 W i ‘ rege | T379us | 739.949% ( |
KRR AR Bat ) gl B L5 . A B o I T |‘ylv||[vV||Allllllvvvlllll
734.00 735.00 7%.00 00 7800 | 700 700 70 C
Minimum:  65.00 ¥ : -1:5
Maximum:  100.00 i 5.0 10.0 . 50.0
Mass RA Calc, Mass: mDa PPM DBE i-FIT Formula
737.2182  100.00  737.2188 -0.6 -0.8 11.5 22.3 C33 H43 015 Na Cl
Figure S106. *H NMR spectrum of compound 14 in CDCls.
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Figure S107. 3C NMR spectrum of compound 14 in CDCls.
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Figure S108. DEPT spectrum of compound 14 in CDCls.
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Figure S109. HSQC spectrum of compound 14 in CDCls.
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Figure S110. *H-H COSY spectrum of compound 14 in CDCls.
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Figure S111. HMBC spectrum of compound 14 in CDCls.
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Figure S112. NOESY spectrum of compound 14 in CDCl.
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Figure S113. HR-ESIMS spectrum of the new compound 15.

Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons

41 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:545 H:10-70 0:1-20 Na: 1-1

SIPI

Q-Tof micro 13-0ct:2010,15:01:16
LA-21 MW=822 YAO1S 0.00000000
WQ10385H 35 (1.209) AM (Cen,6, 80.00, Ar,5000.0,837.53,1.00); Sm (SG, 213, 00 Cm 2142 TOF MS ES+
100- 845.3575 3.80e5
%..
846.3722
8385508
ol i 7oA BOBSTST 213003 | ( 5595298863366 ik 9047624,
L AR LALLE LILAAE L) |'|[" AN LI LI LRI ‘ LAY LLALERAREYN B I\III L AR L LIRAALE L I LALS LARLEY LARRE ALRRN LALAN LARASLARLS LALLE RARLY ] Z
760 | 110 | 780 | 780 | 800 | 810 840 850 80 870 880 840 = 900
Minimum:  35.00 -1.5
Maximm:  100.00 5.0 5.0 50.0
Mass RA Calc. Mass  mDa PEM DBE i-FIT Formula
845.3575  100.00  845,3572 0.3 0.4 12.5  135178.0 C41 HS§ 017 Na

Figure S114. 'H NMR spectrum of the new compound 15.
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Figure S115. *C NMR spectrum of the new compound 15.
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Figure S116. DEPT spectrum of the new compound 15.
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Figure S117. HSQC spectrum of the new compound 15.
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Figure S118. *H-"H COSY spectrum of the new compound 15.
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Figure S119. HMBC spectrum of the new compound 15.
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Figure S120. NOESY spectrum of the new compound 15.
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Figure S121. HRESIMS spectrum of compound 16.

Multiple Mass Analysis: 2 mass(es) processed
Tolerance = 10.0 PPM / DBE: min = -1.5, max = 50.0

Selected filters: None

Monoisotopic Mass, Even Electron lons

198 formula(e) evaluated with 2 results within limits (up to 50 closest results for each mass)
Elements Used: \
C:10-33 H:1045 0:5-15 35CL0-2 37Ck0-2
SIPI d 4 Q-Tof micro 04-Nov-2012,15:06:30
MC-14 MW=714 YA019
WQ12-449NHS 24 (0.830) AM (Cen,4, 80.00, Ar,5000.0,667.14,0.70); Sm (SG, 2x1.00); Cm (12:24) TOF MS ES-
100- 749.1981 1.58e3
751.1959
%A_ 750.1992 i
750.4322 7822000 565 2028
7464490, 17 1080 7484567 > |
746.2123 ’ "1 790748.1506._ l 749.4484 751.4579 ‘ 753.4791
0 n.i) :-1]] Ly, | Al (|x|| | 1l R ) ) [ |-(n|
| PG | T R PR LR P g 1T LR ST Birin i o) ISR B o | BRGES F3 T T
745.00 746,00 747.00 748.00 749.00 750.00 751.00 752.00 753.00 754,00
Minimum: 50.00 ( ; . =1.5
Maximum:  100.00 | 5.0 10.0 .« 50.0
Mass RA Calc. Mass mDa PPM DBE i-FIT Formula
749.1981  100.00 749.1979 0.2 0.3 11.5 2.7 C33 H43 015 35C12
751.1959  73.88. 751.1950 0.9 1.2, 11.5 22.8 C33 H43 015 35C1 37Cl

\

Figure S122. *H NMR spectrum of compound 16 in CDCls.
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Figure S$123. 3C NMR spectrum of compound 16 in CDCls.
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Figure S124. DEPT spectrum of compound 16 in CDCls.
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Figure S125. HSQC spectrum of compound 16 in CDCls.
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Figure S126. *H-"H COSY spectrum of compound 16 in CDCls.
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e

Figure S127. HMBC spectrum of compound 16 in CDCls.

Figure S128. NOESY spectrum of compound 16 in CDCl.
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Figure S129. HR-ESIMS spectrum of the new compound 17.

Multiple Mass Analysis: 2 mass(es) processed
Tolerance = 10.0 PPM / DBE: min =-1.5, max = 50 0

Selected filters: None

Monoisotopic Mass, Even Electron lons
15 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)

Elements Used:

C:535 H:1-50 0:2-15 Na:1-1

SIPI Q-Tof micro 29-Jun-2010,11:00:19
LC-55 M.W=680 YAD19 0.00000000
Q101316H 74 (2.558) AM (Cen,6, 80.00, NSOUO 0,717.27,0.70); Sm (SG, 2x3.00); Cm (58:86) TOF MS ES+
100~ 703.2572 4.60e5

%_

1 704.2707
0-’ . 697. 23?5 695 3191 689.3239 ?01 2359 I F ?05.2823 7[)6 2941 ?’G? 2914 ?DB 2855 710.2&88wz
T e e I LRI - ™ T
696 0 698 0 700.0 ?02 ] 704.0 T06 0 ?08 D ?10 0

Minimum: 30.00 =1.5
Maximum: 100.00 5.0 10.0 50.0
Mass RA Calc. Mass mDa PPM DEBE i-FIT Formula
703.2572 100.00 703.2578 -0.6 -0.9 11.5 14762.5 C33 H44 015 Na

Figure S130. *H MNR (400 MHz, CDCl5) spectrum of the new compound 17.
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Figure S131. *C MNR (100 MHz, CDCls) spectrum of the new compound 17.
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Figure S132. DEPT spectrum of the new compound 17.
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Figure S133. HSQC spectrum of the new compound 17.
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Figure S134. *H-"H COSY spectrum of the new compound 17.
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Figure S135. HMBC spectrum of the new compound 17.
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Figure S136. NOESY spectrum of the new compound 17.
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Figure S137. HR-ESIMS spectrum of the new compound 18.

Tolerance =7.0 PPM / DBE: min =-1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Even Electron lons

20 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:15-38 H:10-50 0:2-17 Na11

SIPI Q-Tof micro 06-Apr-2010,17:00:12
LC-19 C35H46016=722 YAO19 0.00000000
Q100616H2 14 (0.484) AM (Med,6, Ar,5000.0,748.48,0.70); Sm (SG, 2x3. o) c 1:17) TOF MS ES+
) 2689 4.70e5

100+

%_
1 746.2958
o T |3535 TG TIRATI  TABASH  TMSIST 7456070 7473110 747.6335 7480087481343
LI | T ‘ T T T Trrr I T T I T I TTTT TT TTrrT T T
74100 | 74200 | 74300 | 74400 | 74500 | 74600 | 74700 | 74800 | 745.00

Minimum: 30.00 =-1.5

Maximum: 100.00 5.0 7.0° 50.0

Mass RA Calc. Mass mDa BEM DEE i-FIT Formula

745.2689  100.00  745.2684 0.5 0.7 12.5 58154.2 €35 H46 OL6 Na

Figure S138. 'H NMR spectrum of the new compound 18.
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Figure $139. *C NMR spectrum of the new compound 18.
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Figure S140. DEPT spectrum of the new compound 18.
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Figure S141. HSQC spectrum of the new compound 18.
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Figure S142. *H-'H COSY spectrum of the new compound 18.
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Figure S143. HMBC spectrum of the new compound 18.
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Figure S144. NOESY spectrum of the new compound 18.
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