Eremophilane sesquiterpenes and diphenyl thioethers from the

soil fungus Penicillium copticola PSU-RSPG138

Charuwan Daengrotf Vatcharin Rukachaisirikul,W Chittreeya Tansakul,f Tienthong

Thongpanchang,* Souwalak Phongpaichit® Kawitsara Bowornwiriyapan,® Jariya Sakayarof'

"Department of Chemistry and Center of Excellence for Innovation in Chemistry, Faculty of Science,
Prince of Songkla University, Hat Yai, Songkhla 90112, Thailand

*Department of Chemistry and Center of Excellence for Innovation in Chemistry, Faculty of Science,
Mahidol University, Rama 6 Road, Bangkok 10400, Thailand

SNatural Products Research Center of Excellence and Department of Microbiology, Faculty of
Science, Prince of Songkla University, Hat Yai, Songkhla 90112, Thailand

“National Center for Genetic Engineering and Biotechnology (BIOTEC), Thailand Science Park,
Khlong Luang, Pathum Thani 12120, Thailand

* To whom correspondence should be addressed. *Tel.: +66 74 288 435; fax: +66 74 558 841.

E-mail address: vatcharin.r@psu.ac.th




1) Figure S1.
2) Figure S2.
3) Figure S3.
4) Figure S4.
5) Figure S5.
6) Figure S6.
7) Figure S7.
8) Figure S8.
9) Figure S9.

Contents

'"H NMR spectrum of penicilleremophilane A (1; 300 MHz, CDCls)
C NMR spectrum of penicilleremophilane A (1; 75 MHz, CDCl;)
'H NMR spectrum of penicilleremophilane B (2; 300 MHz, CDCl;)
C NMR spectrum of penicilleremophilane B (2; 75 MHz, CDCl;)
'"H NMR spectrum of penicillithiophenol A (3; 300 MHz, CDCl;)
C NMR spectrum of penicillithiophenol A (3; 75 MHz, CDCls)
'"H NMR spectrum of penicillithiophenol B (4; 300 MHz, CDCl5)
*C NMR spectrum of penicillithiophenol B (4; 75 MHz, CDCls)
'"H NMR spectrum of 8-epimer of 8 (9; 300 MHz, CDCl;)

10) Figure S10. *C NMR spectrum of 8-epimer of 8 (9; 75 MHz, CDCl5)

11) Figure S11. '"H NMR spectrum of 7-hydroxy-4a,5-dimethyl-3-prop-1-en-2-yl-3.4,5,6,
7,8-hexahydronaphthalen-2-one (14; 300 MHz, CDCl;)

12) Figure S12. °C NMR spectrum of 7-hydroxy-4a,5-dimethyl-3-prop-1-en-2-yl-3,4,5,
6,7,8-hexahydronaphthalen-2-one (14; 75 MHz, CDCl;)

13) Table S1 Optical rotations of known compounds 7, 8, 10-13 and 15-20

14) Table S2 Yields of the isolated compounds

Page

O© 00 3 O »n b

11
12
13

14

15
16



Figure S1. 'H NMR spectrum of penicilleremophilane A (1; 300 MHz, CDCls)
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Figure S2. BC NMR spectrum of penicilleremophilane A (1; 75 MHz, CDCl;)
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Figure S3. 'H NMR spectrum of penicilleremophilane B (2; 300 MHz, CDCl3;)
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Figure S4. BC NMR spectrum of penicilleremophilane B (2; 75 MHz, CDCls)
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Figure S5. 'H NMR spectrum of penicillithiophenol A (3; 300 MHz, CDCl5)
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Figure S6. BC NMR spectrum of penicillithiophenol A (3; 75 MHz, CDCls)
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Figure S7. 'H NMR spectrum of penicillithiophenol B (4; 300 MHz, CDCl;)
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Figure S8. BC NMR spectrum of penicillithiophenol B (4; 75 MHz, CDCl)
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Figure S9. 'H NMR spectrum of the 8-epimer of 8 (9; 300 MHz, CDCl5)
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Figure $10. *C NMR spectrum the of 8-epimer of 8 (9; 75 MHz, CDCl;)
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Figure S11. 'H NMR spectrum of 7-hydroxy-4a,5-dimethyl-3-prop-1-en-2-yl-3,4,5,6,7,8-hexahydronaphthalen-2-one (14; 300 MHz, CDCl5)
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Figure S12. BC NMR spectrum of 7-hydroxy-4a,5-dimethyl-3-prop-1-en-2-yl-3,4,5,6,7,8-hexahydronaphthalen-2-one (14; 75 MHz, CDCls)
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Table S1 Optical rotations of known compounds 7, 8, 10-13 and 15-20

Compounds Observed optical rotation Lit. optical rotation™"
7 [a]? +179.5(c 1.0, CHCl;) [a],+214 (¢ 1.0, CHCLy)®
8 [a]% +102 (c 0.8, MeOH) [a] +104 (c 0.8, MeOH)’
10 [a]¥ +235 (¢ 0.65, MeOH) [a]? +243 (¢ 0.65, MeOH)"!
11 [a]%+189.5 (¢ 0.35, CHCL) [a],+186 (c 0.35, CHCl3)"
12 [a]°+121.0 (c 0.8, CHCl3) [a]®+ 130 (c 0.82, CHCl;)’
13 [a]} -42.6 (c 0.1, CHCL) [a]¥ -47 (c 0.1, CHCl3)"?
15 [a]7] +109.8 (c 0.8, CHCl3) -
16 [a]Z +3.0 (c 0.4, CHCl) [a]? +2.2 (¢ 0.5, CHCl3)"
17 [a]¥ +10.3 (c 0.4, CHCL3) -
18 [a];] +47.1(c 0.8, CHCl5) -

istolochene: [a]y+79.4 (c
19 %482 (¢ 0.02, CHCI aristo B
[l 82 (¢ ) 0.017, CHCly) 22

20 [a]%+109.7 (¢ 0.9, CHCL) [], 113 (¢ 0.9, CHCl5)."®
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Table S2 Yields of the isolated compounds

Broth extract

Mycelial extract

Compound | % yield | Compound | % yield | Compound | % yield

1 0.06 10 0.06 5 5.32
2 0.063 11 0.066 7 21.06
3 0.19 12 17.83 8 6.81
4 0.24 13 0.40 12 7.06
5 1.54 14 0.04 16 6.38

6 0.016 15 0.38 19 0.26
7 29.60 16 0.14 20 0.30
8 4.20 17 0.02

9 0.07 18 0.014
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