Supplementary Materials

Table S1.A list of isolated compounds obtained from S. taxoides, downloaded from the PubChem database.

No. Ligand PubChem CID Remark
1 Omega-Hydroxymoracin C - self-made from Moracin C
2 Moracin M 185848 -
3 Moracin C 155248 -
4 3,3',4,5'-Tetrahydroxybibenzyl 152444 -
5 piceatannol 667639 -

Figure S1. Docking protocol validation. Native tropolone structure (black color) locates in its original
position. Re-docked tropolone (blue color) into its original pose overlays over native
tropolone structure. The RMSD value of the re-docked tropolone is 1.038 A.



Figure S2. IR spectrum of w-hydroxymoracin C (KBr disc)

C\Xcalibundatavst2_n1 02-01-2014 09:21:15 AM stz

5450/56 S . o _

stZ_n1 #17 RT: 365 AV: 1 NL: 1.16E7

T: * ¢ El Full ms [ 59.50-1100.50]
1

292.8

3.5

~ @ ©
38468
T

i

325.8

$O
o
il

Relative Abundance
384
MM

|H|§

w
9

307.8

i

N

\lh?’mmn

-

326.8

. = —
100 150 200 250 300 3650 40

Figure S3. EIl mass spectrum of w-hydroxymoracin C
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Figure S4. 'H NMR spectrum of w-hydroxymoracin C
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Figure S5. 13C NMR spectrum of w-hydroxymoracin C
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Figure S6. HMOQC spectrum of w-hydroxymoracin C
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HMBC spectrum of w-hydroxymoracin C
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Figure S8. IR spectrum of moracin M (KBr disc)
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Figure S9. 'H NMR spectrum of moracin M
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Figure S10. '3C NMR spectrum of moracin M
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Figure S11. IR spectrum of moracin C (KBr disc)
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Figure S12. '"H NMR spectrum of moracin C
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Figure S13. '3C NMR spectrum of moracin C
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Figure S14. IR spectrum of 3, 4, 3’, 5'-tetrahydroxybibenzyl (KBr disc)
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Figure S15. '"H NMR spectrum of 3, 4, 3, 5'-tetrahydroxybibenzyl
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Figure S16. 3C NMR spectrum of 3, 4, 3’, 5'-tetrahydroxybibenzyl
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Figure S17. IR spectrum of piceatanol (KBr disc)
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Figure S18. '"H NMR spectrum of piceatanol



