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Figure S1. Structures of kingianic acids A-G (1-7), endiandric acid M (8), tsangibeilin B (9) and endiandric acid 10.
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Figure S2. X-ray crystallographic analysis of endiandric acid 10: A colourless crystal was
obtained from MeOH, crystallized in the monoclinic crystal system with P21/c space
group. Cell parameters: a = 7.9900(2) A; b = 21.9056(6) A; ¢ = 10.8257(3) A; V =
1834.58(8) A3, T 100 K. In the crystal structure, two molecules are linked by hydrogen
bonds across a centre of inversion (A) and adjacent pairs are further linked by the double
CH-n interactions that occur between the phenyl and the dioxole ring (B). The overall
crystal packing gives rise to a 2-D layered structure as shown in C. Supplementary
crystallographic data have been deposited at the CCDC; CCDC 918161. ORTEP plot of
endiandric acid 10 with the displacement ellipsoids drawn at the 50% probability level.
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Figure S3. X-Ray Crystallographic Data of tsangibeilin B (9). A colorless crystal was
obtained from MeOH, crystallized in the monoclinic crystal system with C2/c space group.
Cell parameters: a = 41.694(9) A; b = 6.8688(15 A; ¢ = 12.282(3) A; 5 = 101.742(4)S V =
1834.58(8) A3, , T 100 K.

ORTEP plot of tsangibeilin B (9) with the displacement ellipsoids drawn at the 50%
probability level.
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Figure S4. HRESIMS of kingianic acid A (1).
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Figure S5. "H-NMR kingianic acid A (1) in CDCl; at 600 MHz.
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Figure S6. *C-NMR kingianic acid A (1) in CDCl5 at 150 MHz.
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Figure S7. DEPT135 kingianic acid A (1) in CDCls.
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Figure S8. HRESIMS of kingianic acid B (2).
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Figure S9. "H-NMR kingianic acid B (2) in CDCl3 at 600 MHz.
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Figure S10. *C-NMR kingianic acid B (2) in CDCl5 at 150 MHz.
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Figure S11. DEPT135 kingianic acid B (2) in CDCls.
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Figure S12. HRESIMS of kingianic acid C (3).
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Figure S13. *H-NMR kingianic acid C (3) in CDCl; at 600 MHz.
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Figure S14. *C-NMR kingianic acid C (3) in CDCls at 150 MHz.
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Figure S15. DEPT135 kingianic acid C (3) in CDCls.
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Figure S16. HRESIMS of kingianic acid D (4).

Peak ID Compound Time MassFound ErrorPPM  Error mDa
1 0.61
1:(Time: 0.61) Combine ((31:40+44+47+53+57+63:65)-10:15) - Dead time test passed 2:TOF MS Es-
6.4e+003
100, 305.1539
907
803
704
60
E 321.1495
P 504
404
304
3 367.1626
203 125.9269
10 385.1760  637.3089
3 1017.2344
E \ Ll | ]} 560-3062 1166.2654 1240.28231396.3997
03 ..l"l"i.”'.‘...\‘..L‘.\.'T‘.'.\.|‘\..Tl\.‘.\|....'l.\.l.‘.‘\/\.‘..\.l.. m/z
200.0 400.0 600.0 800.0 1000.0 1200.0 1400.0
- 1 - - . - -
Figure S17. "H-NMR kingianic acid D (4) in CDClz at 600 MHz.
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Figure S18. *C-NMR kingianic acid D (4) in CDCl; at 150 MHz.
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Figure S19. DEPT135 kingianic acid D (4) in CDCls.
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Figure S20. HRESIMS of kingianic acid E (5).
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Figure S21. *H-NMR kingianic acid E (5) in CDCls; at 600 MHz.
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Figure S22. *C-NMR kingianic acid E (5) in CDCl; at 150 MHz.
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Figure S23. DEPT135 kingianic acid E (5) in CDCls.
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Figure S24. HRESIMS of kingianic acid F (6).

Peak ID Compound Time MassFound ErrorPPM  Error mDa
1 0.61
1:(Time: 0.61) Combine ((24:39+48+57+59+63)-10:15) - Dead time test passed 2:TOF MS ES-
2.4e+004
100, 319.1351
E 305.1557
904
804
704
604 321.1490
® 50
404 335.1295
203 337.1440
20 351.1333
E . 383,1486
10y 725.9282 { 627.3041
0 'Iw'(.”ﬁ bbby e /2
200.0 400.0 600.0 800.0 1000.0 1200.0 1400.0
- 1 - - . - -
Figure S25. "H-NMR kingianic acid F (6) in CDClI; at 600 MHz.
, e =
TH-41A(406-444) 4 9
e

7.2748

/72498




Molecules 2014, 19 S16

Figure $26. *C-NMR kingianic acid F (6) in CDCls at 150 MHz.
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Figure S27. DEPT135 kingianic acid F (6) in CDCls.
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Figure S28. HRESIMS of kingianic acid G (7).
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Figure S29. 'H-NMR kingianic acid G (7) in CDCl3 at 600 MHz.
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Figure S30. *C-NMR kingianic acid G (7) in CDCl; at 150 MHz.

™

130-5A(97-111)2 3

fd

- 0O TO MR wo o ¥

o e NO =D M 0o = tgno P O P e 0 = 09 &= e -
© 0O O Y © T 0 10 HN = P I000 =10 D
N OO0 0N 0 0o o O OFONNTIO0
o oL I 3. A WY O Nquo "‘.".".0’.0.9":"!".

r T OO0 NN N oo © Moo N

- " U ol o I o i L Lo Q‘QQQQ‘OOOO -

e

-

0.4 0.6 0.8

0.2

Tr T [ T T T [ r T T [ T T T [T T T [ T T T [ T T T [ T T T [T

-0.0

| | :
150 100 50 [ppm]

"54(97-111)-2 [Kingianic acid B]" 3 1 C:\Bruker\TopSpin3.U\examdata['

140 120 100 80 60 40 [ppm]



Molecules 2014, 19 S19

Figure S32. HRESIMS of endiandric acid M (8).
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Figure $33. *H-NMR endiandric acid M (8) in CDCls; at 600 MHz.
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Figure S34. *C-NMR endiandric acid M (8) in CDCls at 150 MHz.
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Figure S35. DEPT135 endiandric acid M (8) in CDCls.
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Figure S36. HRESIMS of endiandric acid 10.
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Figure S37. "H-NMR endiandric acid 10 in CDCl3 at 600 MHz.
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Figure $S38. *C-NMR endiandric acid 10 in CDCls at 150 MHz.
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Figure S39. DEPT135 endiandric acid 10 in CDCls.
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Sequences alignment of Bcl-xL and Mcl-1 with Bak-BH3 and Bid-BH3 peptides, respectively.

Both protein targets include an N-terminal His-tag followed by the thrombin cleavage site, to
facilitate purification. Our Bcl-xL construct includes the four homology domains of the human protein,
whereas our Mcl-1 construct includes the three homology domains of the mouse protein. Trans-
membrane domains have been deleted in both sequences.
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