
 
© 2023 ACG Publications. All rights reserved. 

  1 

 

Supporting Information 

Rec. Nat. Prod. 17:4 (2023) 737-742 

Penioctadecatrienoic A: A New Polyketide from Endophytic 

Fungus Penicillium pinophilum J70 

 

Juan wang 1, 2, Jianlin He2, Xin Liu 1, 2, Bihong Hong 2, Miao Yu 1   and 

Siwen Niu  2   

 1 Engineering Research Center for Medicine, Ministry of Education, Harbin University of 

Commerce, Harbin 150076, People’s Republic of China 

 
2 Technology Innovation Center for Exploitation of Marine Biological Resources, Third Institute of 

Oceanography, Ministry of Natural Resources, Xiamen 361005, People’s Republic of China 

 

 

Table of Contents                                                                                      Page 

Figure S1: HR-ESI-MS spectrum of 1 (penioctadecatrienoic A) 2 

Figure S2: 1H-NMR (600 MHz, CD3OD) spectrum of 1 (penioctadecatrienoic A) 3 

Figure S3: 13C-NMR (150 MHz, CD3OD) spectrum of 1 (penioctadecatrienoic A)      4 

Figure S4: Enlarged 13C-NMR spectrum of 1 (penioctadecatrienoic A) 4 

Figure S5: Enlarged 13C-NMR spectrum of 1 (penioctadecatrienoic A) 5 

Figure S6: HSQC spectrum of 1 (penioctadecatrienoic A) 6 

Figure S7: 1H-1H COSY spectrum of 1 (penioctadecatrienoic A) 7 

Figure S8: HMBC spectrum of 1 (penioctadecatrienoic A) 8 

Figure S9: Enlarged HMBC correlation of H-3 to C-2 of 1 (penioctadecatrienoic A) 9 

Figure S10: NOESY spectrum of 1 (penioctadecatrienoic A) 10 

Figure S11: The Scifinder similarity report for new compound 1 (penioctadecatrienoic A) 11 

Figure S12: 1H-NMR (600 MHz, CDCl3) spectrum of 1a (tri-(R)-MPA esters of 1) 12 

Figure S13: 1H-1H COSY spectrum of 1a (tri-(R)-MPA esters of 1) 13 

Figure S14: 1H-NMR (600 MHz, CDCl3) spectrum of 1b (tri-(S)-MPA esters of 1) 14 

Figure S15: 1H-1H COSY spectrum of 1b (tri-(S)-MPA esters of 1) 15 

Table S1. Comparison of 1H and 13C NMR data of 1 with the similar known compound 16 



 
© 2023 ACG Publications. All rights reserved. 

  2 

 

 

 

 

J70-31 #11-144 RT: 0.11-1.42 AV: 67 NL: 3.71E7
T: FTMS + p ESI Full ms [100.0000-1000.0000]

100 200 300 400 500 600 700 800 900 1000

m/z

0

5

10

15

20

25

30

35

40

45

50

55

60

65

70

75

80

85

90

95

100

R
e

la
ti
v
e

 A
b

u
n

d
a

n
c
e

363.2138

C 19 H32 O5 Na

211.0940

C 9 H16 O4 Na

285.1307

C 12 H22 O6 Na

455.2250

C 21 H36 O9 Na

523.3605

C 28 H52 O7 Na

427.1938

C 19 H32 O9 Na

318.3001
693.4541

183.0628

C 7 H12 O4 Na

625.3191

C 30 H50 O12 Na

761.5894 821.6098 871.7349 991.7032

 

Figure S1: HR-ESI-MS spectrum of 1 (penioctadecatrienoic A) 
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Figure S2: 1H-NMR (600 MHz, CD3OD) spectrum of 1 (penioctadecatrienoic A)
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Figure S3: 13C-NMR (150 MHz, CD3OD) spectrum of 1 (penioctadecatrienoic A)  

 

 

Figure S4: Enlarged 13C-NMR spectrum of 1 (penioctadecatrienoic A)  
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Figure S5: Enlarged 13C-NMR spectrum of 1 (penioctadecatrienoic A) 
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Figure S6: HSQC spectrum of 1 (penioctadecatrienoic A) 
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Figure S7: 1H-1H 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) 
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Figure S11: The Scifinder similarity report for new compound 1 (penioctadecatrienoic A) 
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Figure S12: 1H-NMR (600 MHz, CDCl3) spectrum of 1a (tri-(R)-MPA esters of 1) 
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Figure S13: 1H-1H COSY spectrum of 1a (tri-(R)-MPA esters of 1) 
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Figure S14: 1H-NMR (600 MHz, CDCl3) spectrum of 1b (tri-(S)-MPA esters of 1)
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Figure S15: 1H-1H COSY spectrum of 1b (tri-(S)-MPA esters of 1) 
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Table S1. Comparison of 1H and 13C NMR data of 1 with the similar known compound [1] 

 1  Methyl (+)-(3R,4E,6Z,15E)-3-

methoxyoctadecatrienoate 

no. δC δH  δH δC 

1 173.2, C    174.1, C 

2 43.3, CH2 2.53, m  2.29, m; 2.20, m 34.1, CH2 

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, CH2 1.52, m 

1.47, m 

 5.43, dt (10.5, 7.0) 133.0,CH 

8 26.4, CH2 1.40, m 

1.34, m 

 2.20, m 29.3, CH2 

9 30.2, CH2 1.34, m  1.39, m 30.0, CH2 

10 30.6, CH2 1.41, m  1.29, m 30.0, CH2 

11 33.5, CH2 2.08, m  1.29, m 30.0, CH2 

12 133.7, CH 5.59, m  1.29, m 30.0, CH2 

13 131.8, CH 6.02, m  1.57, m 25.6, CH2 

14 134.1, CH 6.04, m  2.30, m 

2.20, m 

34.3, CH2 

15 128.9, CH 5.58, m  5.33, dt (15.5, 7.0) 125.5, CH 

16 43.4, CH2 2.23, m 

2.17, m 

 5.39, dt (15.0, 7.0) 133.7, CH 

17 68.6, CH 3.76, m  2.04, m 21.2, CH2 

18 22.9, CH3 1.16, d (6.3)  0.92, t (7.0) 14.4, CH3 

1-OCH3 52.1, CH3 3.69, s  3.59, s 51.4, CH3 

3-OCH3    3.20, s 56.2, CH3 
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