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One new compound, 12-epi-9-deacetoxyxenicin (1) along with a hydoperoxide
product, 12-epi-9-deacetoxy-8-hydroperoxyxenicin (2) and two known
sesquiterpenoids (3-4) were isolated from a population of Bornean soft coral Xenia
sp. The structures of these metabolites were elucidated based on their
spectroscopic data. Compounds 1 and 2 showed cytotoxic activity against ATL cell
line, S1T. In addition, compound 3 exhibited hyphal inhibition of Lagenidium

thermophilum.
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Table S1. °C and *H NMR (150 and 600 MHz) data of 1-2 (CDCls, §in ppm, J in Hz).

1 2
No oc [ oc O
915 5.85d(1.8) 929 6.00d (4.8)
1374 6.39Dbrs 1385 6.34brs
4 113.4 111.8
4o 37.7 2.00m 338 229m
5 29.6  1.95m;1.53m 289 224m;1.83m
6 40.1 2.26m;2.06 m 26.3 242m;2.26m
7 135.9 145.9
8 124.2 5.341(8.3) 89.6 4.42dd (10.0,5.1)
9 25.1 2.48m;2.09m 271  2.05m;1.74m
10 356 2.26m 314 234m;217m
11 151.1 146.6
1la 492 1.95m 40.8 2.681(4.8)
12 717 5.67d(3.4) 71.3 5.60d (3.4)
13 70.7 5.63dd(9.6,34) 70.6 5.57dd(8.9,3.4)
14 117.7 5.27d (9.6) 117.4 5.20d(9.2)
15 141.1 140.8
16 258 1.75s 258 1.74s
17 188 1.72s 187 167s
18 16.8 1.66s 118.7 5.425;5.355s
19 113.1 4.86s;4.77s 112.7 4.93s;4.81s
1-OAc 169.8 169.5
21.1 2.04s 210 2.06s
12-OAc 170.3 170.3
21.1 2.02s 21.1 2.02s
13-OAc 169.8 169.8
21.0 212s 21.0 210s




Table S2. MICs of compounds 1-4 against seven strains of marine fungi.

_ MIC (ug/mL)

Strains 1 2 3 4
F. moniliforme 100 100 100 100
F. oxysporum 100 100 100 100
F. solani 100 100 100 100
Exophiala sp. 50 50 50 50
O. humicola 100 100 100 100
L. thermophilum 50 50 25 50
H. sabahensis 50 50 50 50

Positive control: itraconazole with MIC 3.2 pg/mL.

Figure S2. The *H-'H COSY and selective HMBC correlations of 1.
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Figure S4. "H NMR spectrum of 1 in CDCl; (600 MHz).
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Figure S5. *C NMR spectrum of 1 in CDCl3 (150 MHz).
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Figure S6. HSQC spectrum of 1 in CDCls.
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Figure S7. 'H-'H COSY spectrum of 1 in CDCls.
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Figure S8. HMBC spectrum of 1 in CDCls.
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Figure S9. NOESY spectrum of 1 in CDCls.
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Measured region for 483.2341 m/z

Figure S10.

HRESIMS spectrum of 1.

+ Na
‘ + K v
483.2404 B =
10001 HCOO X
Error Margin:
s
50.04 DBE Range:
A [VIFixed 20 - 10000
435.2490 .
0 T T T T T T T A T T T T Ty T T T T T T e
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€26 H36 O7 [M+Na] + : Predicted region for 483.2353 m/z
HC Ratio:
4832353 imi .0 |= ]
100.0- [¥] Limit 0.0 3.0
[¥] Apply Nitrogen Rule
50.0 Use Fragment Info (MSn)
4842387 500 Maximum Results
/]\ 485.2415 Advanced Settings...
o T T T T T T T 7 T T T T A T T T T T T T
4328 4830 4832 4334 4836 4338 4840 4842 4844 4846 4348 4850 4852 4854 4856 4858 486.0 4862 4864 4366 [ Calculate ]
Rank Score Formula (M) Ion Meas. m/z Pred. mfz Diff (mDa) Diff (ppm) Iso Score DBE
e 83719 CIHIEOF f+Hia]+ 4833341 4833353 B 248 86.39 80t
2 73.22 C23H34N20S M+H]+ 483.2341 483.2337 0.4 0.83 73.22 8.0
3 73.22 C23H31NO9 M+NH4]+ 483.2341  483.2337 0.4 0.83 73.22 9.0
4 56.84 C23H4008 M+K]+ 483.2341  483.2355 1.4 -2.90 59.68 4.0
5 40.03 C35H3002 M+H]+ 483.2341  483.2319 2.2 4.55 4392 210
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Figure S11. *H NMR spectrum of 2 in CDCl; (600 MHz).
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Figure S12. **C NMR spectrum of 2 in CDCl; (150 MHz).
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Figure S13. HSQC spectrum of 2 in CDCls.
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Figure S14. *H-'H COSY spectrum of 2 in CDCls.
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Figure S15. HMBC spectrum of 2 in CDCls.
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Figure S16. NOESY spectrum of 2 in CDCls.
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Measured region for 515.2257 m/z

Figure S17.

HRESIMS spectrum of 2.

515.2257
100.0
50.0
516.2293
/I\ 5172229
0 . : ; : . : : . e ;
5148 515.0 5152 516.2 5164 516.6 516.8 517.0 5172 5174 5176
C26 H36 09 [M-+Na] + : Predicted region for 515.2252 m/z
515.2252
10001 (D)
5004 Use Fragment Info (MSn)
516.2286 500 Maximum Results
/I\ 517.2312 Advanced Settings...
5148 515.0 5152 516.2 516.4 516.6 516.8 517.0 517.2 5174 517.6 [ Calculate ]
Rank Score  Formula (M) Ion Diff (ppm) Iso Score DBE
1 79.73 C23H40010 M+ 0.78 79.73 4.0
7291 C26H3609 M+Na]+ 7291 9.0
3 65.22 C28H3409 M+H]+ -3.69 69.92 12.0




