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Figure S2. 'H NMR (600 MHz, CDCls) spectrum of compound 1
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Figure S3. 13C and DEPT NMR (150 MHz, CDCl3) spectra of compound 1
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Figure S4. HMQC (CDCl;) spectrum of compound 1




X : pares per Million - 1E

a] =
& ™ e
T
2 J
&
E

2y l A i A A -\A!‘k-m_n.n.._,ﬁ L '

= ]

1
= ]
|
L] ¥

3._

= ]

!

b . [

21 - .

= ]

&
=
E al k. . L
: -
B L]

T T T T T T
TR ex 19 EE o 10 B Ol 04 0% OF 1o

T TRALSARLT)

Figure S5. COSY (CDClIs) spectrum of compound 1

10




1

=
3_
¢ 2
: g
= v
& g 1 l f .
2 | | il :
E_ I I
EE
5 =
=
51 i
' ' .
=
=R
= l 5
= ] ] ]
H
a
=L
=
§_
=
=
2
a1
S 3
=
57 I H 13 =
a
=L
%-
2 3
i | ' " ' 3
5 £ '
Loz i
= £ ] = :
i = H
¥ { '
-------- L I L I L L O B B B L B B B | LR IR B
Ta 58 A 3m A 1a o pET] o
X © parts per Million - 1H TRaRsEms|

Figure S6. HMBC (CDCls) spectrum of compound 1

11




KoESsY

ST

L W

2> STIRIEY

. \.?_..;._.:.,.__

- &

e

75 70 65 60 55 50 45 40 35 3.0 25 20 1
f2 (ppm)

Figure S7. NOESY (CDCl;) spectrum of compound 1

12

5

f1 (ppm)



1.0
L12
1.4
1.6
1.8
2.0
124
126

(22
28

& @10 -0 Q00

99 =@ - 200 DDA o~ +@0Jo 1+ EIEe@ 00 1DE
¢ - eReccmd 950 V. G200 B> G0 EeBnE
& A & CSRRCMBCO O &= D mm, B
o 9i0ge L o2 @e CI00 TIEHSOO D oroiblc

0

o
=]
a.

00RO R & 0@’ .00 8o

NOESY

1.5 1.3 1.1 0.9 0.7

1.7
2 (ppm)

13

1.9

2.1

23

2.5
Figure S8. Partial NOESY (CDCl;) spectrum of compound 1

2.7



D223B |
20100830-D223B 45 (1.615) AM (Cen,10, 80.00, Ht,5000.0.0.00,1.00); Sm (Md, 3.00); Cm (45:69) TOF MS ES+

l100 5015 132
o |
523.5
497.5
24
437.3
502.5
519.5
524.5 535 5
449.4 i
453.3 4835 Bags 1065567
439.4 1934 4695 g 509.5 525.5
: 527.5 567.5
457.4 465.4 b i 0
' 568.5 5825 585.5 596.6 gug.5613.5
| 618.9
0 0 00 A0 i

440 450 460 470 480 490 500 510 520 530 540 550 560 570 580 590 600 610 620
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Elemental Composition Report

Page 1
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0
Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%
Moncisotopic Mass, Odd and Even Electron lons
157 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
d223b
20100901-D223B 55 (1.963) AM (Cen, 10, 80.00, Ht,5000.0,0.00,1.00); Sm (Md, 3.00); Cm (47:55) TOF MS ES+
100- 523.3762 e
o 569.1533
' 501.|397o ! |
1 ’ ! | 570.1611
| 4833831 502.4091509 3683 PA3NT 303532 59. ‘5711702
4 ; 497.3395 (0 D [, sz 7T e 3469 5655, 4142? T “ 5851547 53,3825 6012181 2 ksl
trred N 2 T 2 P P S O 7 B | 4 ! \ G PR P ' | et iz
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Maximum: 200.0 5.0 50.0
Mass Calc. Mass mDa PPM DBRE Score Formula
523.3762  523.3763 -0.1 -0.2 6.5 1 €32 H52 04 HNa

Figure S10. HRESIMS spectrum of compound 1
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Figure S12. 3C and DEPT NMR (150 MHz, CDCls) spectra of compound 2
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Elemental Composition Report

Page 1
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min =-1.5, max=50.0
Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%
Monoisotopic Mass, Odd and Even Electron lons
64 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
D-223A
20101018-D-223A 52 (1.855) AM (Cen,10, 80.00, Ht,5000.0,0.00,1.00); Sm (Md, 3.00) TOF MS ES+
100 556.2771 1.35¢3
1 509.3613
0/07
. 497 3539
i 557.2930
| 487.3842 491 3004 | AeR T2 ‘ 0378 1 3622 : ( 565.3901 578.2685
o L. ' : wO4L  525.3476527.3723535.3814  541.3679 651.3785 | | 5583146 > 6733450 " 1 7
R R e ey % e R Y O R [ e [ Bt B ] P s oA e T e ) o A 7 e . S P T S W) e s
490.0 500.0 510.0 520.0 ‘ 530.0 540.0 550.0 ' 560.0 570.0
Minimum: =ih
Maximurm: 200.0 5.0 50.0
Mass Calc. Mass mDa PPM DBE Score Formula
509.3613 509.3607 0.6 -2 BRS 1 C31 H50 04 Ha

Figure S17. HRESIMS spectrum of compound 2
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Elemental Composition Report

Page 1
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0
Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%
Monoisotopic Mass, Odd and Even Electron lons
27 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
D-4-3B
20101018-D-4-38 101 (3.601) AM (Cen,10, 80.00, Ht,5000.0,0.00,1.00); Sm (Md, 3.00) TOF MS ES+
565.3860 3.42e3

100~

o 556.2771

] | [raadtan 5813731
1 521.3638 | 557.2830 | 5823795
0{ 505.3734 516.4088 | 522.3761527.3412 _537.3420530 3485544 41765534091 { ‘I F i b 594.2424 /5’97'1:?;8
LR P s - S il ) e R Tt R R T T T T | T T T [ T ) o A [ e T PR e [ B ) P PR, s -5 ) ] ) = T3 R [Pl ot ) AR L ) e st e
510.0 520.0 530.0 540.0 550.0 560.0 570.0 580.0 590.0

Minimum: —1.%b
Maximum: 200.0 50 50.0
Mass Calc. Mass mDa PPM DBE Score Formula
565.3860  565.3869 -0.9 -1.6 7.5 1 C34 H54 05 Ha

Figure S24. HRESIMS spectrum of compound 3
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Figure S31. ESIMS spectrum of compound 4
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Elemental Composition Report

Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0
Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%

Monoisotopic Mass, Odd and Even Electron lons
60 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

E-325

20101018-E-325 68 (2.427) AM (Cen,10, 80.00, Ht,5000.0,0.00,1.00); Sm (Md, 3.00)
100 556.2771

Page 1

TOF MS ES+

611.3939 2.17€3

m/z

%_
7 589.4172 5
1 | 5572963 | | 6124091 627.3818
| ' " 5804351 ' | 6283921
1 71.4205 A
5 542.3672 555.2687 | ‘ §56.3098 568.3812 5 | 5782786 588.3078 ‘ ( _ 600.4084 608.3918 | 313.399? 625.4150 ’/‘1 6333852
Tl g Vo R et AT T T e i DR ) | L | e e ey T e A LR L SR S R e e TR L S B e R AR
550.0 560.0 570.0 580.0 590.0 600.0 610.0 620.0 630.0
Minimum: =1.5
Maximum: 200.0 5.0 50.0
Mass Calc. Mass mDa PPM DEE Score Formula
611.3939  611.3924 1.5 2h5 L5 1 €35 H56 07 Na

Figure S32. HRESIMS spectrum of compound 4
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Figure S33. '"H NMR (600 MHz, CDCl;) spectrum of compound 5
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Figure S39. ESIMS spectrum of compound 5§
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Elemental Composition Report

Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0
Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%

Monoisotopic Mass, Odd and Even Electron lons
35 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

E-324323B
20101018-E-324323B 53 (1.893) AM (Cen,10, 80.00, Ht,5000.0,0.00,1.00); Sm (Md, 3.00)
100
| 521.3600
0‘4‘0_
: 516.4164
. | 522 3827 537.3494

3910 4913172 499.3920501 4216 513.4348‘, ||/5233848 22 IR |‘/5383551
Lﬁqq‘ o el o e

551.3796 ‘
UL L "'1"‘i T

Page *

TOF MS ES

556.2771 1.71¢

| 557.2983
5582073 565.4060 578.2798 5813551 546 4

485 490 495 500 505 510 515 520 525 530 535 540 545

Minimum: =15

Maximum: 200.0 o] 50.0

Mass Calc. Mass mDa PPM DBE Score Formula
521.3600 521.3607 =07 =di g ps) il C32 HS50 04 Ha

550 555 560 565 5?0 575 580 585

Figure S40. ESIMS spectrum of compound 5§
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Figure S41. '"H NMR (600 MHz, CDCl;) spectrum of compound 6
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Figure S42. 3C and DEPT NMR (150 MHz, CDCls) spectra of compound 6
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Figure S47. ESIMS spectrum of compound 6
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Elemental Composition Report

Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0

Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%

Monoisctopic Mass, Odd and Even Electron lons

35 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

E-324332C

20101018-E-324332C 92 (3.280) AM (Cen,10, 80.00, Ht,5000.0,0.00,1.00); Sm (Md, 3.00)

100~

%_

I 522.3814

556.2771

| 557.2974

‘ s
5513618 ]|§53‘3116 565.3849

578.2778

TO

Page 1

F MS ES+
1.80e3

581.3898
s

q 521.3629
oj j81.3800 497-3654499‘.3936 512.5313 516.419 ] (
P SR s ) I 2 T s o e S R
485 490 495 500 505 510 515 520 525
Minimum: =1..5
Maximuam: 200.0 i) 50.0
Mass Calec. Mass mDa PPM DBE
521.3629 521.3607 22 4.3 T 5 1

Figure S48. HRESIMS spectrum of compound 6
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Figure S49. '"H NMR (600 MHz, CDCl;) spectrum of compound 7
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Figure S55. ESIMS spectrum of compound 7
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Elemental Composition Report

Page -
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0
Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%
Monoisotopic Mass, Odd and Even Electron lons
34 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
E-324323C
20101018-E-324323C 89 (3.173) AM (Cen, 10, 80.00, Ht,5000.0,0.00,1.00); Sm (Md. 3.00) TOF MS ES
535.3764 182
100~
% 551.3460
1 530.4216 536.3856 ; 555'!2??1
| ‘ |- 557.2927
o EN08 oy passqadon P20A00 arzone | 1y || PTORE R 201 : ‘ |1 sess0apserasss 5734487 554 3937 586.4748588.4288 507.3867
VI R S i [ AT B ] [l 0 . SRR 07 [ s o s i O Bp s [0 P TS Fl . ) e R S ] . T, T, ] PR, A0 e a3 e o 0 2 o P Sl e o T P, L ]t o s
510.0 520.0 530.0 540.0 550.0 560.0 570.0 580.0 590.0
Minimum: o )
Maximum: 200.0 e 50.0
Mass Calc. Mass mDa PPM DBE Score Formula
535.3764  535.3763 (o] 0.1 755 i C33 H52 04 Na

Figure S56. HRESIMS spectrum of compound 7
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Figure S57. "H NMR (600 MHz, CDCl;) spectrum of compound 8
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Figure S58. 3C and DEPT NMR (150 MHz, CDCls) spectra of compound 8

63



E§ "
LI i J A | R YN
¥ e (§—
| S
=] B8 ‘ ;=
w Yl ==
¥ L1 e ' .“;
= - o . " m—
3.-
-] 4—
3] -
. -
R 3
# 1
3_
i 1
1
: {
4
-1
é =
£ g 3
P
S ) | 3
?.IIEI IS!CI ] 49 H.IEI 1] ].Il] 1|III.D 2[ll.(-
X : parts per Million - 1H {Thowzands)

Figure S59. HMQC (CDCl;) spectrum of compound 8

64



{3
L | . Mk_w“b‘ml o
o] = ; : . 3 ;E
2 S - z
' If-——
S o a L
. |
. .
o ] e ~
a7 e . !_
|
ia 3-
é
N - ’ 3
# 3-S!{l '.‘.Ill E.Ill 5."] -1.IE| 3.‘0 I.IEI l.IIJ 0 ICI!l i l].l-i y l].IB ; IJ.IS !

X : parc per Million - 15

(Thomzands)

Figure S60. COSY (CDCl;) spectrum of compound 8

65




b ol o

1300 1100 1190 100 %00 500 o &0 500 00 N0 100 1o NS 1000 3009
1 f h 1 I f L L I 1 1 1 N L L 1

e Nlillien @ 14

* iz

¥

1000 1900 1300 1700 1600 1500 HOD
L L 1 1 1 N 1

J_J|. ] _ i A R ) J‘JL_," '_MM 'N-"lh-'-.h,l W
8 b [
I
| Ii ;i
T
i - Sl
' '
[ .
]
: 'l [—
l E
H
I | .
II:l EIIJ I[l I.!:' 3‘{ ?_!3 ]IO 100 1-[1'0
X : parts per Million - 1H (Thowsands)

Figure S61. HMBC (CDCl;) spectrum of compound 8
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Figure S63. ESIMS spectrum of compound 8
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Elemental Composition Report

Page 1
Single Mass Analysis
Tolerance =5.0 PPM / DBE: min=-1.5 max =50.0
Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%
Monoisotopic Mass, Odd and Even Electron lons
34 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
E-324332E
20101018-E-324332E 89 (3.174) AM (Cen, 10, 80.00, Ht,5000.0,0.00,1.00); Sm (Md, 3.00) TOF MS ES+
100 535.3773 2.24e3
556.2771
0&_
551.3529
] 513.4004 I ?35‘3919 : .
00.4100  512.4031 | 5144187 5263989 9304319 : ‘ | S 581.4095
Dj-'} - : | 7 23999 | | | 540.4188542 4111 e | | 5654017  572.4551 578.3179 >° - 594.4295596.4719
T R R T e R P T R U P g Gl £ e, T L L s R P T A = L R SR Y o U S I e e e
510.0 520.0 530.0 540.0 550.0 560.0 570.0 580.0 590.0

Minimum: =Lk
Maximum: 200.0 5.0 50.0
Mass Calc. Mass mDa PPM DRE Score Formula
535.3773  535.3763 150 alf] 7.5 1 £33 H52 04 Na

Figure S64. HRESIMS spectrum of compound 8
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20100830-E-3244D 83 (2.969) Sm (Md, 3.00) TOF MS ES+
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Figure S71. ESIMS spectrum of compound 9
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!lemental Composition Report Page 1

Single Mass Analysis
lolerance = 5.0 PPM / DBE: min =-1.5, max = 50.0
sotope cluster parameters: Separation = 1.0 Abundance = 1.0%

Vonoisotopic Mass, Odd and Even Electron lons
48 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)

E-3244D
20101018-E-3244D 70 (2.496) AM (Cen,10, 80.00, Ht,5000.0,0.00,1.00): Sm (Md, 3.00) TOF MS ES+
565.3134 987
100
0% 560.3524
‘ i 581.2881
1 525.3150 i ..' 557 31?4' i ?55'3212 |
] . s _ : . 582.3073
o 2013489 5002701 511,3020519.3780 | 5263266 2 T g L ket Lesmied PO ERIR SR
S e s oy o U s L e Tl T A R B ey e R P LT £ L e [P M P L % 3 [ G
510.0 520.0 530.0 540.0 550.0 560.0 570.0 580.0 590.0
Minimum: =15
Maximum: 200.0 TG 50.0
Mass Calc. Mass mDa PPM DBE Score Formula
565.3134  565.3141 -0.7 Sl 9.5 1 €32 H46 07 Na

Figure S72. HRESIMS spectrum of compound 9
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Figure S73. '"H NMR (600 MHz, CDC]l5) spectrum of compound 10
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Figure S74. 3C and DEPT NMR (150 MHz, CDCls) spectra of compound 10
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Figure S76. HMQC (CDCl;) spectrum of compound 10
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Figure S79. ESIMS spectrum of compound 10
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Elemental Composition Report

Page 1
Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min =-1.5, max = 50.0
Isotope cluster parameters: Separation = 1.0 Abundance = 1.0%
Monoisotopic Mass, Odd and Even Electron lons
50 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
E-324321
20100901-E324321 61 (2.177) AM (Cen, 10, 80.00, Ht,5000.0,0.00.1.00): Sm (Md. 3.00) TOF MS ES+
100~ 497 3658 3.67e3
b 4
1 1
_‘ 433 S | 570.1534
498.3684
0{ 497, 2328\ K 509 3680 519, ?:’78 525.3549  535.3289 551375% : 565.3929 ( 571, 1613 581.3677588.4652 597. 3707 511,455 616_4?;"2
T T T PRI TR 15 P ok ERL BN ) el B ) o AL 7 et WL ) L B AN I L I O T [ T
485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 " 605 615

Minimum: =15

Maximum: 200.0 10.0 50.0

Mass Calc. Mass mDa PPM DBE Score Formula
497.3658 497.3631 20 555 8.5 i C32 H49 04

Figure S80. HRESIMS spectrum of compound 10
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Figure S81. '"H NMR (600 MHz, CDCl;) spectrum of compound 11
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Figure S82. 13C and DEPT NMR (150 MHz, CDCls) spectra of compound 11
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Figure S83. HMQC (CDCl;) spectrum of compound 11
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Figure S84. COSY (CDCl;) spectrum of compound 11
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Figure S85. HMBC (CDCl;) spectrum of compound 11
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Figure S87. EIMS spectrum of compound 11
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SPECTRUM - MS

File : DADATA-HR\1 1\051705-f-2211-c1. RAW

Full ms [442.100 - 450.500 ] - Range: 442.100 - 450.500
Scan No. 13 of 22

Scan #: 13

RT: 0.53

Data points: 1

Mass Relative Theoretical Delta Delta RDB Composition
Intensity Mass Lppm] [mmu]
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Figure S88. HREIMS spectrum of compound 11
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Figure S89. 'H NMR (600 MHz, CDC]l;) spectrum of compound 3a
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20130911-WZH001

20130911-WZH001 134 (2.535) Sm (SG, 3x5.00); Cm (123:144) TOF MS ES+
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Figure S90. ESIMS spectrum of compound 3a
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Figure S91. 'H NMR (600 MHz, CDC]l5) spectrum of compound 3ar
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2012-12-25-WZH002R
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Figure S93. ESIMS spectrum of compound 3ar
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Figure S94. '"H NMR (600 MHz, CDCl;) spectrum of compound 3as
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Figure S96. ESIMS spectrum of compound 3
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