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Figure S1. LREIMS spectrum of compound 1.

Counts (%) vs. Mass-to-Charge (m/z)
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Figure S2.

'H NMR (500 MHz, CDCls) spectrum of compound 1.
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Figure S3. *C NMR (125 MHz, CDClI,) spectrum of compound 1.
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Figure S4. *C NMR (125 MHz, CDCls) spectrum of compound 1, expansion of the region &15-44.
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Figure S5. DEPT-90 (125 MHz, CDCl3) spectrum of compound 1.
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Figure S6. DEPT-135 (125 MHz, CDClIs) spectrum of compound 1.
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Figure S7. DEPT-135 (125 MHz, CDClI,) spectrum of compound 1, expansion of the region § 15-55.
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Figure S8. HMQC (500 and 125 MHz, CDCl3) spectrum of compound 1.
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Figure S9. HMQC (500 and 125 MHz, CDCl3) spectrum of compound 1, expansion of regions ¢0.7-1.8 and 12-32.
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Figure S10. HMQC (500 and 125 MHz, CDCl3) spectrum of compound 1, expansion of regions ¢ 0.6-2.2 and 34-56.
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Figure S11. HMQC (500 and 125 MHz, CDCl3) spectrum of compound 1, expansion of regions ¢ 2.8-3.7 and 50-80.
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Figure S12. HMBC (500 and 125 MHz, CDCls;) spectrum of compound 1.
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Figure S13. HMBC (500 and 125 MHz, CDCl5;) spectrum of compound 1, expansion of the regions ¢ 0.4-1.4 and 46-60.
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Figure S14. HMBC (500 and 125 MHz, CDCl3;) spectrum of compound 1, expansion of the regions ¢0.6-1.9 and 70-150.
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Figure S15. LREIMS spectrum of compound 2.
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Figure S16. Total ion chromatogram (TIC) of compound 2 and fatty alcohols [eicosanol (6), docosanol (7), tetracosanol (8) and hexacosanol (9)].
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Figure S17. *H NMR (500 MHz, CDCls) spectrum of compounds 2 and 6-9.
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Figure $20. *C NMR (125 MHz, CDCls) spectrum of compounds 2 and 6-9, expansion of region & 14-65.
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Figure S22. HRAPCI(-)MS spectrum of compounds 3a-3l.
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Figure S23. Chromatogram obtained by GC-FID analysis of transesterified mixture of acyl triterpenoids 3a-3I (A to L correspond to methyl ester derivatives of fatty
acids).

24



& BEI2LS SRR BRRIZEFICHETEEES
T Ty INERRSSSANpRa S 208 -4
31
=
27
3a: m=2
3b: m=4
Wl ma 3 Q 3c: m=6
AN . 3d: m=8
n n-2 " ro . 3e: m=9
29 28 3ft: m=10
3g: m=11
3h: m=13
3i: m=15
3 m=16
3k: m=17
3 m=19
|
| [
| |
A
2 JRlra 3 A T 7 b
g B8 e 3 2t SR5E28
- o - o < o NN
I 1 I 1 1 T I 1 I 1 1 T I 1
7.5 7.0 6.5 6.0 5.5 5.0 45 4.0 3.5 3.0 2.5 2.0 15 1.0
f1 (ppm)

Figure S24. *H NMR (500 MHz, CDCI3) spectrum of compounds 3a-3I.
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Figure S28. DEPT-135 (125 MHz, CDCls3) spectrum of compounds 3a-3l.
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Figure S29. DEPT-135 (125 MHz, CDCl3) spectrum of compounds 3a-3l, expansion of region ¢ 14-56.
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Figure S30. HMQC (500 and 125 MHz, CDCls)spectrum of compounds 3a-3l.
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Figure S31. HMQC (500 and 125 MHz, CDCl3) spectrum of compounds 3a-3I, expansion of regions ¢4.10-4.85 and 74-91.
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Figure S33. HMBC (500 and 125 MHz, CDCl5;) spectrum of compounds 3a-3l, expansion of regions 6 3.5-5.7 and 120-200.
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Figure S34. HMBC (500 and 125 MHz, CDCl3) spectrum of compounds 3a-3l, expansion of regions 61.0-2.1 and 72-79.
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Figure S37. HRAPCI(-)MS spectrum of compound 4.
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Figure S41. *C NMR (125 MHz, CDCl5) spectrum of compound 4.

42




Time 9.43
s & @ & INSTRUM spect
N m vy oW~ w ~ m o o S ON=-ON—-~NIYTMNIVT Y WOO®DN wn o v o N

« 8833 E3IFEER 858 8 SEBIRNCECEZAIRRELE ¥ ¥ BI 285882 e e

g 2889 555999 eeR 8 AARNSSARRRARRRERI RS R 22 anens i 32768
SOLVENT coci3
NS 549
0s 0
SWH 32679.738 Hz
FIDRES 0.997306 Hz
AQ 0.5014004 sec
RG 2048
O 15.300 usec
0E 6.00 usec
TE 652.0 K
01 1.00000000 sec
di1 0.03000000 sec
DELTA 0.89999398 sec
MCREST 0.00000000 sec
MCHRK 0.01500000 sec
sz=z==sz= CHANNEL f] scsssses
NUCH 13C
P1 14.00 usec
PL1 0.00 dB
SFO1 125.7301278 MHz
messssan CHANNEL 2 ssssszns
CPOPRG2 waltz16
NuC2 1H
PCPD2 70.00 usec
PL2 0.00 d8
PL12 17.58 d8
PL13 17.35 08
SF02 499.9700000 MHz
F2 - Processing parameters
SI 32768
SF 125.7175593 MHz
WOW no
SS8 0
L8 0.00 Hz
G8 0
PC 1.40
10 NMR plot parameters
cx 20.00 cm
Cy 12.00 cm
Fip 52.365 ppm
Fi 6583.26 Hz
FopP 11.843 ppm
F2 1488.88 Hz
PPMCM 2.02612 ppm/cm

T T T T T T S i i HICM 254.71899 Hz/cm

ppm 50 45 40 35 30 25 20 15

Figure S42. *C NMR (125 MHz, CDCls) spectrum of compound 4, expansion of region & 14-50.

43



n ~ N WO . AN MUOITSUVUODONUNODTONO
O la'] 0 - m NT OO NOWUST VWY~ oW
s @ -« o~ H ONNODNTITMAU DD T D
H \L\ ////
1 '
| 1 1] |

li J T ¥ 1§ L T T 1 I ¥ T L T
ppm 140 120 100 80 60 40 20

Time 9.5

INSTRUM spect
PROBHD 5 mm Multinuc)
PULPROG dept135

A 32768
SOLVENT coci3

NS 1838

0s 4
SWH 32679.738 Hz
FIDRES 0.997306 Hz
AQ 0.5014004 sec
ARG 8192

ow 15.300 usec
OE 6.00 usec
TE 652.0 K
CNsT2 145.0000000

01 1.00000000 sec
a2 0.00344828 sec
a12 0.00002000 sec
DELTA 0.00001783 sec
MCREST 0.00000000 sec
MOWRK 0.01500000 sec

wwmmwnme CHANNEL f] sewssses
NUC1 13C

Py 14.00 usec
02 28.00 usec
PLY 0.00 0B
SFO1 125.7301278 MWz
esssxszz CHANNEL (2 ===sssce
CPOPRG2 waltz16
Nuc2 1M

P3 9.7% usee
04 18.59 user
PCPO2 70.00 usec
PL2 0.00 08
PLI2 17.58 08
SFO2 499.9700000 MMz

F1 - Acquisition parameters
2

10 512
SFO8 125.7364 w2
FIORLS d 9523 12
£ 189.9¢% pn
b JE Funo-Antiecno

F2 - Processing peramoters

s1 32768

SF 125.7175583 M1z
WOW EM
SSB 0

LB 1.00 Hz
6B 0

PC 1.40

Fi - Processing parameters
SI 1024
Mc2 echo-antiecho

SF 125.7250291 Mz
Ll OSINE
558 2

LB 0.30 Hz
68 0.1

10 4R plot parameters

cx 20.00 cm
Cy 6.00 co
Fi¥ 160.000 ppm
F1 20114.81 2
FoP 0.000 pom

Figure S43. DEPT-90 (125 MHz, CDClIs) spectrum of compound 4.
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Figure S45. HRAPCI(+)MS spectrum of compound 5.
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Figure S46. HRAPCI(+)MS/MS? (CID 25) spectrum of compound 5.
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Figure S47. *H NMR (500 MHz, CDCI3) spectrum of compound 5.
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Figure $48. '"H NMR (500 MHz, CDCls) spectrum of compound 5, expansion of region 50.8-2.2.
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Figure S49. "H NMR (500 MHz, CDCl;) spectrum of compound 5, expansion of region & 3.4-4.8.
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Figure S50. *C NMR (500 MHz, CDCl5) spectrum of compound 5.
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Figure S51. *C NMR (500 MHz, CDCl3) spectrum of compound 5, expansion of region & 14-30.
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Figure $52. *C NMR (500 MHz, CDCls) spectrum of compound 5, expansion of region &31-52.
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Figure S53. DEPT-90 (125 MHz, CDClj) spectrum of compound 5.
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Figure S54. DEPT-135 (125 MHz, CDCl3) spectrum of compound 5.
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Figure S55. DEPT-135 (125 MHz, CDCl3) spectrum of compound 5 - expansion of region ¢ 40-110.
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Figure S56. HMQC (500 and 125 MHz, CDClIs) spectrum of compound 5.
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