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The NMR, FTIR and ECD spectral and HR-ESI-MS data and for compounds 1 to 4

are presented in Figure S1 to 520
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Figure S1. "H-NMR spectrum for 3-heptadec-12’-Z-enyl phenol (1)
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Figure S2. Expanded "H-NMR spectrum for 3-heptadec-12’-Z-enyl phenol (1)
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Figure S3. APT spectrum for 3-heptadec-12’-Z-enyl phenol (1)
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Figure S4. HSQC spectrum for 3-heptadec-12’-Z-enyl phenol (1)
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Figure S5. HMBC spectrum for 3-heptadec-12’-Z-enyl phenol (1)
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Figure S6. COSY spectrum for 3-heptadec-12’-Z-enyl phenol (1)
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Figure S7. FTIR spectrum for 3-heptadec-12’-Z-enyl phenol (1)
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Elemental Composition Report

Single Mass Analysis

Page 1

Tolerance = 10.0 mDa / DBE: min =-1.5, max =100.0

Element prediction: Off
Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

56 formula(e) evaluated with 1 results within limits (up to 10 best isotopic matches for each mass)

Elements Used:
C:1-50 H:1-100 O:1-20
SYNAPT HDMS G1
Sola GN5 DCM 05 Aug 2021 UPLC #3b 678 (14.519) 1: TOF MS ES-
1.87e+003
100+ 329.2823
659.5723
% 375.2870 60.5857
) ?}30.2900 .
376.2947
661.5842
115.9225 325.1827 425.3697 465 3960
O 213.1198 2489568 7" L TR0 S g g5 0568002 7435025 7928441 8608403 928.8192943 9465 9968083
O B L o o o o o o o o o o o o o o e s o e o e o o B R o e e s e N RAARs aaandllllFA4
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
Minimum: -1.5
Maximum: 10.0 10.0 100.0
Mass Calc. Mass mDa PaM DBZE i=FIT i=FIT (Nerm) Formula
32¢.2823 32¢.2844 -2.1 -6.4 5«5 43.4 0.0 C23 EH37 ©

Figure S8. HR-ESI-MS for 3-heptad

ec-12’-Z-enyl phenol (1)
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Figure S9. 'H NMR spectrum for (1R,3R)-1,3-dihydroxy-3-[heptadec-12’(Z)-enyl]cyclohexane (2)
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Figure S10. Expanded '"H NMR spectrum for (1R,3R)-1,3-dihydroxy-3-[heptadec-12’(Z)-enyl]cyclohexane (2)



L=4]1 ot
1 |

o

GNTT N COCI3

gass' el —
£e£60'9L —

PGS ed ——
SZr8 22 —

rezE 9z
LLLZ 22—
GEZe 62
cees 6z —=
8Z99'6Z
LEBL 62
B60Z 08
G586 LE
BELEB ZE
izgses —

gl Ly ——
SEBSLEF —

LOLE LD

aros L —

roSE 621
sole ezl —

[ppm]

|
20

Figure S11. APT spectrum for (1R,3R)-1,3-dihydroxy-3-[heptadec-12’(Z)-enyl]cyclohexane (2)
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Figure S12. HSQC spectrum for (1R,3R)-1,3-dihydroxy-3-[heptadec-12’(Z)-enyl]cyclohexane (2)
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Figure 513. HMBC spectrum for (1R,3R)-1,3-dihydroxy-3-[heptadec-12’(Z)-enyl]cyclohexane (2)
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Figure S514. COSY spectrum for (1R,3R)-1,3-dihydroxy-3-[heptadec-12’(Z)-enyl]cyclohexane (2)
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Figure S15. NOESY spectrum for (1R,3R)-1,3-dihydroxy-3-[heptadec-12’(Z)-enyl]cyclohexane (2)
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Figure S16. FTIR spectrum for (1R,3R)-1,3-dihydroxy-3-[heptadec-12’(Z)-enyl]cyclohexane (2)



Elemental Composition Report Page 1

Single Mass Analysis

Tolerance =10.0 mDa / DBE: min=-1.5, max = 100.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons
18 formula(e) evaluated with 2 results within limits (up to 10 best isotopic matches for each mass)

Elements Used:
C:1-40 H:1-100 0O:1-2 Na: 0-1
SYNAPT HDMS G
Sola GN11 DCM 05 Aug 2021 UPLC #3a 666 (13.801) 1: TOF MS ES+
2.05¢+004
e 375.3225
|
317929 3763267
- 705.6732
i 318.3244 377.3362 727.6583
102.1304 451 4503 226.9586 304.3035 - 4193162 463.3344491.3706 551.3637 v b g

bt Ll Lebl] bl Lht bl Hothd P fehlel L] kel binl bl babed LACL] blkl] etk Bl belbld LAL] bl bl flobied Lt L] ikl bkl Lt bl LU ikl bt llbd] Kbl L] bl bl Jelh] |kl Ll Lol b bbb Mleb] bl L) bk Lhdohd bl kb L] ikd bl Mkl Litold bbbyl bloldl Lol hidhd Bl bbb bisld bkt |
120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680 700 720

-1 8§

10.0 10.0 100.0
Mass Calc. Mass mDa PPM DBE i-FIT i-FIT (Norm) Formula
375.3225 375.3239 -1.4 -3.7 1.5 102.8 0.0 C23 E44 02 Na

Figure S17. HR-ESI-MS for (1R,3R)-1,3-dihydroxy-3-[heptadec-12’(Z)-enyl]cyclohexane (2)
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Figure S18. 'H NMR spectrum for (15,25,3S,4S,5R)-1,2,3,4,5-pentahydroxy-5-[octadec-13’(Z)-enyl]cyclohexane (3)
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Figure S19. APT spectrum for (15,25,35,4S,5R)-1,2,3,4,5-pentahydroxy-5-[octadec-13’(Z)-enyl]cyclohexane (3)
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Figure S20. HSQC spectrum for (15,25,3S,4S,5R)-1,2,3,4,5-pentahydroxy-5-[octadec-13’(Z)-enyl]cyclohexane (3)
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Figure S21. Expanded HSQC for (15,25,35,4S,5R)-1,2,3,4,5-pentahydroxy-5-[octadec-13’(Z)-enyl]cyclohexane (3)
(The weak 'H NMR resonances of the oxygenated methine protons necessitated the expansion to clarify their correlations with their respective

carbons)



A~
| |GN-16 N CDCI3
—
e . i?
| - - sififs B gyt A Arid R
& & ay Ly W . e ofmg, YRR b=g
1
—| dRy w mm g c@ g it 0
D T T T | T T T T I T T T T | T T T T | T T T T I T
5 4 3 2 1 F2[ppm]

Figure 522. HMBC spectrum for (15,2S5,35,4S,5R)-1,2,3,4,5-pentahydroxy-5-[octadec-13’(Z)-enyl]cyclohexane (3)
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Figure S523. COSY spectrum for (15,2S,35,4S,5R)-1,2,3,4,5-pentahydroxy-5-[octadec-13’(Z)-enyl]cyclohexane (3)
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Figure S24. NOESY spectrum for (15,25,3S,45,5R)-1,2,3,4,5-pentahydroxy-5-[octadec-13’(Z)-enyl]cyclohexane (3)
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Figure S25. FTIR spectrum for (15,25,3S5,45,5R)-1,2,3,4,5-pentahydroxy-5-[octadec-13"(Z)-enyl]cyclohexane (3)
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Elemental Composition Report

Single Mass Analysis

Tolerance =10.0 mDa / DBE: min=-1.5 max=100.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

26 formula(e) evaluated with 1 results within limits (up to 10 best isotopic matches for each mass)
Elements Used:

C:1-40 H:1-100 0O:1-5

Sola GN16 DCM 05 Aug 2021 UPLC #3b 612 (13.104)

SYNAPT HDMS G1

100+ 413.3285

]

403.2952

115.9206 4529274 ggqpos 588.9088

248.9548
225 250

180.9742 316.9445

150 175 200

125

Minimum -1.5

Mazimum 10.0 10.0 100.0

Mass Calc. Mass mDa PRM DBE i-FIT i-FIT (Norm) Formula
413.3285  413.32¢7 1.8 4.4 2.5 84.8 0.0 C24 E4S 05

Figure S526. HR-ESI-MS for (1S,2S5,3S,45,5R)-1,2,3,4,5-pentahydroxy-5-[octadec-13’

6235600 ©96.9014
275 300 325 350 375 400 425 450 475 500 525 550 575 600 625 650 675 700 725 750 775 800 825

Page 1

1: TOF MS ES-
6.39e+003

724.8853 792.8636 860.8436 928.8}3&

850 875 900 925

(Z)-enyl]cyclohexane (3)
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Figure S27. "H-NMR spectrum for (1R,25,4R)-1,2,4-trihydroxy-4-[heptadec-12’(Z)-enyl]cyclohexane (4)
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Figure 528. Expanded 'H-NMR spectra for (1R,2S5,4R)-1,2,4-
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Figure S29. APT spectrum for (1R,2S,4R)-1,2,4-trihydroxy-4-[heptadec-12’(Z)-enyl]cyclohexane (4)
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Figure 530. HSQC spectrum for (1R,2S5,4R)-1,2,4-trihydroxy-4-[heptadec-12’(Z)-enyl]cyclohexane (4)
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Figure S31. HMBC spectrum for (1R,25,4R)-1,2,4-trihydroxy-4-[heptadec-12’(Z)-enyl]cyclohexane (4)
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Figure S32. COSY spectrum for (1R,2S,4R)-1,2,4-trihydroxy-4-[heptadec-12’(Z)-enyl]cyclohexane (4)
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Figure 533. NOESY spectrum for (1R,25,4R)-1,2,4-trihydroxy-4-[heptadec-12’(Z)-enyl]cyclohexane (4)



EEsHIMAaAaDZU

Sample 14 —— |

100 —

“%T

70

)
(o}

& o
o] o
T ‘ - J - ‘ -

I J I T T T
4000 3500 3000

| T T T T | T T T T | T T T T | T T T T I
2500 2000 1500 1000 500
cm-1

C:¥LabSolutions¥LabSolutionsIR¥Data¥Tebo Moswetsa¥Sample 14.ispd

Figure 534. FTIR spectrum for (1R,25,4R)-1,2,4-trihydroxy-4-[heptadec-12’(Z)-enyl]cyclohexane (4)



Elemental Composition Report Page 1

Single Mass Analysis

Tolerance =10.0 mDa / DBE: min =-1.5, max = 100.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
72 formula(e) evaluated with 1 results within limits (up to 10 best isotopic matches for each mass)

Elements Used:
C:1-30 H:1-100 0:0-20
SYNAPT HDMS G1
G1 12 Nov 2019 UPLC #3a 608 (12.594) 1: TOF MS ES+
1.08e+003
- 3513209
3153011
] 3333154
%o
3523319
L 369.3358
l.. aedod ALl " A I
.................................................................................................................................................................................. m/z
0 ' 300 ' 310 @ 320 & 330 @ 340 350 @ 360 ' 370 = 380 ' 350 400 = 410 = 420 = 430 @ 440 = 450 © 460 = 470 480 = 490 = 500 = 51
Minimum: -1.5
Maxzimum 10.0 10.0 100.0
Mass Calc. Mass mDa PPM DBE i-FIT
3609.3358 369.3368 -1.1 -3.0 1.5 21.1 03

Figure 535. HRMS for (1R,2S5,4R)-1,2,4-trihydroxy-4-[heptadec-12’(Z)-enyl]cyclohexane (4)
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Figure 536. ECD spectra for compounds 2 — 4.





