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Figure S1: HR-ESI-MS spectrum of 1 (penioctadecatrienoic A)
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'H NMR spectrum of 1 measured in CD3;OD at 600 MHz
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Figure S2: *H-NMR (600 MHz, CDs0OD) spectrum of 1 (penioctadecatrienoic A)
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Figure S3: *C-NMR (150 MHz, CDs;OD) spectrum of 1 (penioctadecatrienoic A)
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Figure S4: Enlarged 3C-NMR spectrum of 1 (penioctadecatrienoic A)
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Figure S5: Enlarged *C-NMR spectrum of 1 (penioctadecatrienoic A)
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Figure S6: HSQC spectrum of 1 (penioctadecatrienoic A)
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Figure S7: *H-'H COSY spectrum of 1 (penioctadecatrienoic A)
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Figure S8: HMBC spectrum of 1 (penioctadecatrienoic A)
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Figure S9: Enlarged HMBC correlation of H-3 to C-2 of 1 (penioctadecatrienoic A)
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Figure S10: NOESY spectrum of 1 (penioctadecatrienoic A)

© 2023 ACG Publications. All rights reserved.

10



Score: 96
0 1. 157394-88-2 Q

by

~2 L

Double bond geometry as shown.,Absolute
stereochemistry.

C21 H34 05

6,8,10,14-Eicosatetraenoic acid, 3,5,12-trihydroxy-,
methyl ester, [35(3R*,5R*,6Z,8E,10E,125%,142)]-
(9CI)

» Key Physical Properties

Score: 96
U 2. 157478-55-2 2

]

~2

;(WN\L/\#/\/\/

Double bond geometry as shown.,Absolute
stereochemistry.

C21 H34 05

6,8,10,14-Eicosatetraenoic acid, 3,5,12-trihydroxy-,
methyl ester, [3R-(3R*,55%,62,8E,10E,12R*,142)]-
(9CI)

» Key Physical Properties

Figure S11: The Scifinder similarity report for new compound 1 (penioctadecatrienoic A)
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1H NMR spectrum of la measured in CDC13 at 600 MHz
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Figure S12: *H-NMR (600 MHz, CDCls) spectrum of 1a (tri-(R)-MPA esters of 1)
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Figure S13: H-'H COSY spectrum of 1a (tri-(R)-MPA esters of 1)
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1b

1H NMR spectrum of 1b measured in CDC1l3 at 600 MHz
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Figure S14: *H-NMR (600 MHz, CDClIs) spectrum of 1b (tri-(S)-MPA esters of 1)
© 2023 ACG Publications. All rights reserved.



1b

H-1H COSY spectrlm of 1b measured in CDCl;
Vi

_ Jﬁ ,.u M_Jh_u_“ L“ uu__J\AML ppm

J v 1
:t;' |. - ‘*!
\
3 - - - _2
| LI - "
F3
[
4
—— L
L Y -t I8
}
j " "—- L‘* o
H-4/H-3 1-2/H- {-11/H-12
= | e I IRV EIRE: F6
H-12/H
=7
TT——
-8

7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 35 3.0 25 2.0 1.5 1.0 ppm

Figure S15: H-'H COSY spectrum of 1b (tri-(S)-MPA esters of 1)
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Table S1. Comparison of *H and **C NMR data of 1 with the similar known compound [1]

1 Methyl (+)-(3R,4E,6Z,15E)-3-
methoxyoctadecatrienoate
no. oc OH OH oc
1 173.2,C 174.1,C
2 43.3, CH; 2.53, m 2.29, m; 2.20, m 34.1, CH;
3 69.7, CH 4,52, m 3.64 dt (8.0, 7.0) 82.5, CH
4 132.9, CH 5.68, dd (15.5, 5.0) 5.50, dd (15.5, 8.0) 134.5, CH
5 135.3,CH 5.71, dd (15.5, 5.2) 6.53, dd (15.5, 11.0) 128.5, CH
6 72.8, CH 4.03, m 6.00, dd (11.0, 10.5) 128.9, CH
7 38.3, CH> 1.52, m 5.43, dt (10.5, 7.0) 133.0,CH
1.47, m
8 26.4, CH» 1.40, m 2.20, m 29.3, CH2
1.34, m
9 30.2, CH> 1.34, m 1.39, m 30.0, CH>
10 30.6, CH> 1.41, m 1.29, m 30.0, CH>
11 33.5, CH> 2.08, m 1.29, m 30.0, CH>
12 133.7,CH 5.59, m 1.29, m 30.0, CH>
13 131.8, CH 6.02, m 1.57, m 25.6, CH»
14 134.1, CH 6.04, m 2.30, m 34.3, CH;
2.20, m
15 128.9, CH 5.58, m 5.33, dt (15.5, 7.0) 125.5, CH
16 43.4, CH; 2.23,m 5.39, dt (15.0, 7.0) 133.7, CH
217, m
17 68.6, CH 3.76, m 2.04, m 21.2, CH»
18 22.9, CHs 1.16, d (6.3) 0.92,t(7.0) 14.4, CH3
1-OCHs 52.1, CH3 3.69,s 3.59,s 51.4, CHs
3-OCH3 3.20, s 56.2, CHs
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