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Figure S1. "H NMR spectrum of compound 1 in CDCl;.
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Figure S3. HSQC spectrum of compound 1 in CDCl;.
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Figure S5. COSY spectrum of compound 1 in CDCls.
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Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min =-10.0, max = 120.0
Selected filters: None

Monoisotopic Mass, Odd and Even Electron lons
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Figure S8. HREIMS spectrum of compound 1.
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Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min =-10.0, max = 120.0
Selected filters: None

Monoisotopic Mass, Odd and Even Electron lons

15 formula(e) evaluated with 1 results within limits (up to 51 closest results for each mass)
Elements Used:

C:0-200 H:0-400 O0:4-6

Autospec Premier

KIB
17:38:53 11-May-2017 M170511EA-0SAFAMMA 25 (2.296) P776
\':2'3399 El+ 1
300.1957
LA B LA B N LS BLEL R LA B U B NG B BLNLAL LS B S B L B ELE N B e MiZ
299.900 299.950 300.000 300.050 300.100 300.150 300.200 300.250 300.300 300.400 300.450

Minimum: -10.0
Maximum: 10.0 10.0 120.0
Mass Calc. Mass mDa PEM DBE i-FIT Formula
300.16857 300.1837 2.0 6.7 3.0 554602e6.0 Cleé H28 05

Figure S16. HREIMS spectrum of compound 2.
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Figure S18. °C NMR and DEPT spectra of compound 3 in CDCls.
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Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min =-10.0, max = 120.0
Selected filters: None

Monoisotopic Mass, Odd and Even Electron lons
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Figure S24. HREIMS spectrum of compound 3.
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Figure S31. EIMS spectrum of compound 4.

34




Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min =-10.0, max = 120.0
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Figure S32. HREIMS spectrum of compound 4.
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10 formula(e) evaluated with 1 resuits within limits (up to 51 closest results for each mass)
Elements Used:
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Mass Calc. Mass mDa 2EM DBE i-FIT Formula
176.023¢ 176.0240 -0.4 -2.3 3.0 554€026.0 C7 HY 03 cCl

Figure S44. HREIMS spectrum of compound 6.
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Figure S46. *C NMR and DEPT spectra of compound 7 in CD;OD.
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Figure S47. HSQC spectrum of compound 7 in CD;0D.

50

0

3



1
N LY N
= o . & . & b
— 0
il ” o b
@
— 0 e
— ] : : &
- b "
j " tl’" a Wl L]
54 52 50 48 46 44 42 40 38 36 34 32 30 28 26 24 22 20 18 16 14 12 1.0

Figure S48. HMBC spectrum of compound 7 in CD;0OD.
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Figure S49. COSY spectrum of compound 7 in CD;OD.
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Figure S50. NOESY spectrum of compound 7 in CD;0D.
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Figure S51. EIMS spectrum of compound 7.
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Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min =-10.0, max = 120.0
Selected filters: None

Monoisotopic Mass, Odd and Even Electron lons

13 formula(e) evaluated with 1 results within limits (up to 51 closest results for each mass)
Elements Used:

C:0-200 H:0-400 N:2-2 0:24

KIB Autospec Premier
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239.950 240.000 240.050 240.100 240.150 240.200 240.250 240.300 240.350
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Figure S52. HREIMS spectrum of compound 7.
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Figure S53. 'H NMR spectrum of compound 8 in CD;OD.
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Figure S54. *C NMR and DEPT spectra of compound 8 in CD;OD.
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Figure S55. HSQC spectrum of compound 8 in CD;0D.
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Figure S56. HMBC spectrum of compound 8 in CD;0D.
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Figure S57. COSY spectrum of compound 8 in CD;OD.
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Flgure SSS. EIMS spectrum of compound 8.
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Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min =-10.0, max = 120.0
Selected filters: None

Monoisotopic Mass, Odd and Even Electron lons

10 formula(e) evaluated with 1 results within limits (up to 51 closest results for each mass)
Elements Used:
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Maximum: 200.0 10.0 120.0
Mass Calc. Mass mDa PEM DBE i-FIT Formula
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Figure S59. HREIMS spectrum of compound 8.
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C

c (9.8%) d (3.5%)
Figure S60. Energy-minimized conformers with populations of (3S5,75)-1-hydroxy-3-p-menthen-9-oic acid.
(Regardless of rotations of methyl and hydroxy groups)
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Figure S61. Energy-minimized conformers with populations of (35,7R)-1-hydroxy-3-p-menthen-9-oic acid.
(Regardless of rotations of methyl and hydroxy groups)
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Figure S62. Energy-minimized conformers with populations of compound 5.
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a (98.6%) b (1.4%)

Figure S63. Energy-minimized conformers with populations of (35,6R)-3-hydroxytrichodenone C.
(Regardless of rotations of methyl and hydroxy groups)
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a (59.8%) b (39.0%) c (1.2%)

Figure S64. Energy-minimized conformers with populations of (35,6S5)-3-hydroxytrichodenone C.
(Regardless of rotations of methyl and hydroxy groups)
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