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Mixture 1:

'H NMR (500 MHz, CDCls): § 0.88 (9H, m), 1.27 (56H, m), 1.60 (8H, m), 2.02 (8H, m), 2.31 (6H,
td, J=7.6, 3.3 Hz), 2.77 (2H, t, J=6.7 Hz), 4.14 (2H, dd, J=11.9, 6.0 Hz), 4.29 (2H, dd, J=11.9, 4.3
Hz), 5.26 (1H, tt, J=6.0, 4.3 Hz), 5.35 (6H, m); *C NMR (100 MHz): & 14.1,22.7 — 34.2, 62.1, 68.9,
127.9, 128.1, 129.7, 130.0, 130.0, 130.2, 172.8, 173.2, 173.3; HRESI-TOFMS: m/z 879.7407
[M+Na]*, calcd for CssHi00OsNa
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Figure S1. 'H and '*C NMR spectra of compound 1
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Compound 2:

'H NMR (500 MHz, CDCl3): 8 0.69 (3H, s, H-18), 0.81 (3H, s, H-29), 0.88 (3H, s, H-31), 0.92 (3H,
d, J=6.4 Hz, H-21), 0.98 (3H, s, H-19), 1.00 (3H, s, H-30), 1.02 (3H, d, J=6.9 Hz, H-26), 1.03 (3H,
d,J=6.9 Hz, H-27),2.23 (1H, dt, J=13.7, 6.8 Hz, H-25), 3.24 (1H, dd, J=11.7, 4.4 Hz, H-3), 4.66 (1H,
br s, H-28a), 4.71 (1H, br s, H-28b);'*C NMR (100 MHz): Table 1. EIMS m/z (rel intensity): 440
[M]* (11), 425 (16), 422 (58), 407 (68), 393 (23), 379 (21), 353 (16), 325 (28), 297 (27), 295 (26),
281 (23), 255 (17); HREIMS: m/z 440.4000. [M]", calcd for C31Hs520, 440.4018.
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Figure S2. 'H and '3C NMR spectra of compound 2



Elemental Composition Report Page 1

Multiple Mass Analysis: 866 mass(es) processed - displaying only valid results

Figure S3. HREIMS spectrum of compound 2



Compound 3:

'"H NMR (500 MHz, CDCl3): § 0.71 (3H, s, H-18), 0.81 (3H, d, J=6.8 Hz, H-26), 0.83 (3H, d, J=6.8
Hz, H-27), 0.85 (3H, t, J/=7.4 Hz, H-29), 0.92 (3H, d, J/=6.5 Hz, H-21), 1.18 (3H, s, H-18), 1.68 (1H,
dd, J=13.9, 4.8 Hz, H-25), 5.72 (1H, s, H-4); 3C NMR (100 MHz): Table 1. EIMS m/z (rel intensity):
412 [M]" (51), 398 (25), 370 (17), 289 (20), 271 (18), 229 (39), 189 (12), 175 (18), 159 (13), 149
(36), 124 (100); HREIMS: m/z 412.3701 [M]", calcd for C20Ha30, 412.3705.
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Figure S4. 'H and '*C NMR spectra of compound 3
Elemental Composition Report Page 1

Multiple Mass Analysis: 69 mass(es) processed - displaying only valid results
Tolerance = 10.0 PPM / DBE: min =-1.5, max = 50.0
Selected filters: None

Monoisotopic Mass, Odd and Even Electron lons

96 formula(e) evaluated with 3 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-29 H:0-48 0O:01

Carmen Elisa
310ct18-B 107 (5.957) Magnet El+
100 412.3206 6.49e4
413.3035
% 370.3130 398.2994 410.3012 '
% 367:2408 570 ’ 381 2826383.2931 307.2937_ | N .
\\\‘\\\\‘\\\\‘\\\l\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\mz
360.0 370.0 380.0 390.0 400.0 410.0 420.0 430.0 440.0
Minimum: 28.00 =1..5
Maximum: 100.00 5::{0 10.0 50.0
Mass RA Calc. Mass mDa PPM DBE Formula
412.3701 3335 4723705 -0.4 =1=10 6.0 C29 H48 O
398.2627 29.11 398.2610 1.7 4.3 13.0 C29 H34 O
398.2590 28153 398.2610 =20 =500 13..0 C29 H34 O

Figure S5. HREIMS spectrum of compound 3



Compound 4:

'"H NMR (500 MHz, CDCl3): § 0.63 (3H, s, H-18), 0.82 (3H, d, J=6.8 Hz, H-26), 0.84 (3H, d, J=6.8
Hz,H-27), 0.92 (3H, d, J=6.8 Hz, H-28), 0.94 (3H, s, H-19), 1.04 (3H, d, J/=6.7 Hz, H-21), 2.28 (1H,
t, J/=12.9 Hz, H-4), 2.47 (1H, ddd, J=14.3, 4.8, 2.4 Hz, H-4), 3.64 (1H, tt, J=11.2, 4.3 Hz, H-3), 5.20
(2H, dd, J=11.4, 7.4 Hz, H-22, H-23), 5.38 (1H, dt, J=5.6, 2.8 Hz, H-7), 5.57 (1H, dd, J=5.7, 2.6 Hz,
H-6);!*C NMR (100 MHz, CDCls): Table 1. EIMS m/z (rel intensity): 396 [M]* (100), 363 (58), 337
(23), 253 (18), 211 (12), 171 (9), 159 (12), 157 (13), 143 (9), 109 (6), 83 (9), 81 (13); HREIMS: m/z
396.3381 [M]", caled for C2sHa4O, 396.3392.
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Figure S6. 'H and '°C NMR spectra of compound 4

Elemental Composition Report Page 1
Multiple Mass Analysis: 246 mass(es) processed - displaying only valid results
Tolerance = 10.0 PPM / DBE: min=-1.5 max = 50.0
Selected filters: None
Monoisotopic Mass, Odd and Even Electron lons
382 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:28-28 H:10-44 O:0-1
Compuesto 8
4-May16-A 105 (2.673) Magnet El+
100 396.3053 2533
%§ 251.151% 2621041 2851687 3031757 337.2757 36&\2784 392.2663 397.3106 42&‘2865
L G LSNPS S [ S NS VRIS PRI SN MM
240 | 260 | 280 | 300 | 320 | 340 | 360 | 30 | 400 420 4k a0 40 | 500
Minimum: 4.50 -1.5
Maximum: 100.00 5.0 10.0 50.0
Mass RA Calc. Mass mDa PPM DBE Formula
396.3381  5.65 396.3392 -1.1 -2.8 7.0 Cc28 H44 O

Figure S7. HREIMS spectrum of compound 4



Compound 5:

'"H NMR (500 MHz, CDCl3): § 0.81 (3H, s, H-18), 0.82 (3H, d, J=6.8 Hz, H-26), 0.83 (3H, d, J=6.8
Hz, H-27), 0.88 (3H, s, H-19), 0.91 (3H, d, J/=6.8 Hz, H-28), 1.00 (3H, d, J=6.6 Hz, H-21), 3.97 (1H,
ddd, J=16.5, 11.6, 5.1 Hz, H-3), 5.14 (1H, dd, J=15.3, 8.3 Hz, H-23), 5.22 (1H, dd, J=15.3, 7.6 Hz,
H-22), 6.24 (1H, d, J=8.5 Hz, H-6), 6.50 (1H, d, J=8.5 Hz, H-7);'>*C NMR (125 MHz, CDCl3): Table
1. EIMS m/z (rel intensity): 428 [M]" (7), 396 (42), 363 (9), 337 (4), 285 (4), 262 (7), 218 (6), 203
(6), 175 (19), 159 (14), 152 (16), 129 (20), 109 (28), 97 (27), 95 (30), 83 (42), 81 (44); HREIMS: m/z
428.3274 [M]", caled for C2sHa4O3, 428.3290.

mmmmmmmmmmmmmmmmmmmmmmmmmmmmmmmmmmmmmmmmmmmmmmmmmm
SANRII=SS S&&aRHa SEC0 AR08 BRRRERNARTTNAMARNSTRqBDRR B D

7.26 CDCI3

T T T T T T T T T T T T T T T
7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5
f1 (ppm)




maas in 8N CONMQANTHY TQVaQNN o
5888 8 8 &g FYAARSREARR g]eggsn o
I | (YA LNV LN SV
I
b \ ‘ "
l‘45 1‘40 1‘35 150 1‘25 1‘20 1‘15 1‘10 165 1;.')0 S;S 9‘0 éS éO 7‘5 7‘0 éS éO éS E';D ‘%5 4‘0 3"5 ?"0 2‘5 2‘0 1‘5 1‘0
f1 (ppm)
. 1 13
Figure S8. 'H and "°C NMR spectra of compound 5
Elemental Composition Report Page 1
Multiple Mass Analysis: 102 mass(es) processed - displaying only valid results
Tolerance = 10.0 PPM / DBE: min =-1.5 max =50.0
Selected filters: None
Monoisotopic Mass, Odd and Even Electron lons
78 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:28-28 H:10-44 0:3-3
Compuesto 8
4-May16-AAFAMM 102 (2.596) Magnet El+
100 396.3412 1.66e3
% 397.3342
o% 3032024 330.9792 337 2918 363.3074 S4:3207 4283274 1) o708 4549728 so20006 S04%6%
g A S Ly S L S L s s L s L) s A e e e ) ] ) L W L ) L A L A R R L i a4
300 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 460 470 480 490 500 510
Minimum: 0.60 .5
Maximum: 100.00 5,0 10.0 50.0
Mass RA Calc. Mass mDa PPM DBE i-FIT Formula
428.3274  22.54 428.3290 -1.6 -3.7 7.0 16.1 c28 H44 O3

Figure S9. HREIMS spectrum of compound 5



Carbon 2 3 4 5
1 35.6 35.6 38.4 34.7
2 27.9 33.9 32.0 30.1
3 79.0 199.7 70.5 66.5
4 38.9 123.7 40.8 37
5 50.4 171.7 139.8 79.4
6 18.3 33.0 119.6 135.4
7 26.5 32.1 116.3 130.7
8 134.4 35.7 141.3 82.1
9 134.4 53.8 46.3 51.1
10 37.0 38.6 37.0 36.9
11 21.0 21.0 21.1 20.6
12 31.0 39.6 39.1 393
13 44.5 42.4 42.8 44.6
14 49.8 55.9 54.6 51.7
15 30.8 242 23.0 234
16 28.2 28.2 28.3 28.6
17 50.4 56.0 55.7 56.2
18 15.8 11.9 12.0 12.9
19 19.1 17.4 16.3 18.2
20 36.5 36.1 40.4 39.7
21 18.7 18.7 21.1 20.9
22 35.0 34.0 135.6 132.5
23 31.3 26.1 132.0 135.2
24 156.9 459 42.8 42.8
25 33.8 29.2 33.1 33.1
26 22.0% 19.8* 19.8* 19.9*
27 21.0% 19.0* 19.6* 19.6*
28 105.9 23.1 17.6 17.5
29 15.4 12.0
30 28.0
31 24.3

*data interchangeable

Table S1. *C NMR data of compounds 2-5



Figure S10. Antifeedant bioassay against Myzus persicae

Figure S11. Phytotoxicity bioassay against Lolium perenne and Lactuca sativa



