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S1: EI-MS Spectrum of Compound 1 (ixorene)
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S2: HREI-MS Spectrum of Compound 1 (ixorene)
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$3: 'H-NMR (500 MHz, CDCl3) Spectrum of Compound 1 (ixorene)
17p-dammara-12,20-diene-3-ol (1). Yellow solid, [o]p**: +57.6 (c 0.0052, CDCls)

'H-NMR (CDCls, 500 MHz), &: 8: 5.39 (1H,td, H-12), 4.69 (1H, d, H-21a), 4.54 (1H, d, H-21b), 3.16
(1H, dd, H-3a), 2.35 (1H, m, H-17), 1.01 (6H, s, H-19/H-30), 0.94 (3H, s, H-28), 0.92 (3H, s, H-18),
0.85 (3H, d, H-26), 0.82 (3H, d, H-27), 0.75 (3H, s, H-29). *C-NMR (CDCl,, 125 MHz), &: 150.97
(C-20), 140.31 (C-13), 123.15 (C-12), 109.31 (C-21), 79.03 (C-3), 48.01 (C-17), 27.99 (C- 28), 22.70
(C-26), 19.75(C-27), 18.02 (C-29), 16.01 (C-30), 14.57 (C-18), 15.37 (C-19).

UV Amax (MeOH) nm (10g10€): 230(4.0), 244(4.1). IR Vmax (KBr) cm™: 3406, 2927, 2857, 1675, 1550,
1463, 1380, 915. HR EIMS m/z (rel. intensity, %): 426.3864 (M", calcd. for C3,Hs,0, 426.3862, 8),
408.3780 (M", -H,0, calcd. for CsHys, 408.3756, 61), 394.3582 (M*-CH;-OH, calcd. for CagHgs,
394.3600, 10), 207.1774 (calcd. for C14H,30, 207.1749, 90), 190.1775 (calcd. for , C14H,,, 190.1772,
32), 189.1657 (calcd. for Cy4Hy1, 189.1643, 100). EIMS m/z (rel. intensity, %): 426 (M+, CgoHs00,
79), 218 (CygHo6, 58), 207 (C14H,30, 90), 189 (Ci4H,1, 100), 147 (CiiHss, 36), 133 (CioHy3, 32), 107
(CgHyy, 51), 71(CsHy1,10).
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S4: Expansion of *H-NMR Spectrum of Compound 1 (ixorene) (From 4.5 to 5.4 ppm)
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S5: Expansion of *H-NMR Spectrum of Compound 1 (ixorene)
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S6: *C-NMR (125 MHz, CDCls) Spectrum of Compound 1 (ixorene)
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S7: DEPT -135 Spectrum of Compound 1 (ixorene) (From 50 to 120 ppm)



S8: DEPT -90 Spectrum of Compound 1 (ixorene) (From 50 to 120 ppm)
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S9: COSY Spectrum of Compound 1 (ixorene)
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NAME may05-12
EXPNO 10
PROCNO 1
Date_ 20120505
Time 15.26
INSTRUM spect
PROBHD S mm BBI 1H/D-
PULPROG cosygpqf
TD 2048
SOLVENT CcDC13
NS 8
Ds 8
SWH 4496.403
FIDRES 2.195509
AQ 0.2278988
RG 256
DW 111.200
DE 6.50
TE 300.2
DO 0.00000300
D1 1.50000000
D13 0.00000400
D16 0.00010000
INO 0.00022240
CHANNEL f1 =

1H

7.60

7.60

6.00

SFO1 500.1321506
====== GRADIENT CHANNEL
GPNAM1 SINE.100
GPZ1 10.00
P16 1000.00
NDO 1
TD 256
SFO1 500.1322
FIDRES 17.564074
SW 8.990
FnMODE QF
SI 1024
SF 500.1300233
WDW SINE
SSB 0
LB 0.00
GB 0
PC 4.00
SI 1024
MC2 QF
SF 500.1300233
WDW SINE
SSB 0
LB 0.00
GB 0

MHz
Hz
ppm

Hz

MHz \
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S10: HSQC (500 MHz) Spectrum of Compound 1 (ixorene) (From 50 to 125 ppm)
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S11: HMBC Spectrum of Compound 1 (ixorene)

12



