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Supplementary Materials: Austalides S-U, New
Meroterpenoids from the Sponge-Derived Fungus
Aspergillus aureolatus HDN14-107

Jixing Peng, Xiaomin Zhang, Wei Wang, Tianjiao Zhu, Qianqun Gu and Dehai Li

HRESIMS, 1D and 2D NMR data of 1 in CDCls (Figures S1-59);

HRESIMS, 1D and 2D NMR data of 2 in CDCls (Figures S10-517);

HRESIMS, 1D and 2D NMR data of 3 in CDsCN (Figures S17-525);

HPLC analysis of the EtOAc extract of Aspergillus aureolatus HDN14-107 (Figure 526);
Computational data (Figures S27).
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Figure S1. HR-ESI-MS of 1.
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Figure S2. '"H NMR (500 MHz) spectrum of 1 in CDCls.



Mar. Drugs 2016, 14, 131; doi:10.3390/md 14070131

1-2

Lo
—

3

19 1E

b4, 91

AN A

SN

T
170

]

T
150

T
110

@
=

Figure S3. 3C NMR spectrum of 1 in CDCls.
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Figure S4. DEPT spectrum of 1 in CDCls.
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Figure S5. HMQC spectrum of 1 in CDCls.
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Figure S6. COSY spectrum of 1 in CDCls.
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Figure S7. HMBC spectrum of 1 in CDCls.
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Figure §8. NOESY spectrum of 1 in CDCls.
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Figure S9. NOE spectrum of 1 in CDCls.
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Figure 510. HR-ESI-MS of 2.
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Figure S11. 'TH NMR (500 MHz) spectrum of 2 in CDCls.
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Figure S12. 3C NMR spectrum of 2 in CDCls.
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Figure S13. DEPT spectrum of 2 in CDCls.
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Figure S14. HMQC spectrum of 2 in CDCls.
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Figure S15. COSY spectrum of 2 in CDCls.
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Figure S16. HMBC spectrum of 2 in CDCls.
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Figure S17. NOE spectra of 2 in CDCls.
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Figure S18. HRESIMS of Compound 3.
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Figure §19. 'TH NMR (500 MHz) spectrum of Compound 3 in CDsCN.
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Figure S20. *C NMR spectrum of Compound 3 in CD3CN.
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Figure S21. DEPT spectrum of Compound 3 in CDsCN.
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Figure S22. HMQC spectrum of Compound 3 in CDsCN.
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Figure S23. '"H-'"H COSY spectrum of Compound 3 in CDsCN.
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Figure S24. HMBC spectrum of Compound 3 in CD3CN.



S14 of S16

Mar. Drugs 2016, 14, 131; doi:10.3390/md 14070131

9
8

12

13

09542
50812
6v61 7~
05822
soLez/

LSL0v—
4519 o

1.5

2.0

2.5

3.0

3.5

4.0

4.5

f1 (ppm)

8
-6

10

—12

14

—16

—18

—20

=22

02.60—
1280V —

168771
6572’1~

L¥6e L —

S¥8g L

Y168 —

6150C—

6916'C—

GEE0Y—

T

i

0.6 0.4

0.8

4.0 3.8 3.6 3.4 3.2 3.0 2.8 26 2.4 22 2.0 1.8 1.6 1.4
1 (ppm)

4.2



Mar. Drugs 2016, 14, 131; doi:10.3390/md 14070131 S15 of S16

14

2.4646
2.4586
2.4536
2.4475

2.1280

22,1160
1.9349
1.9025
1.8818
1.8584

1.5976

21,5853

/
A

F-20

F-25

30

=35

40

|45

12

.9

.4

T
.0

T
.8

T
.6

T
5

T
24 23 22 2
f1 (ppm)

L A B e B e LA e e B B A i e e e B B e B e e A B
37 36 35 3 33 32 31 3 29 28 27 2 2 1 20 19 18 17 16 15 14 13 11 1.0 O

Figure S25. NOE spectra of Compound 3 in CDsCN.
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Figure S26. HPLC analysis of the EtOAc extract of Aspergillus aureolatus HDN14-107.
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Figure S27. DFT-optimized structures for low-energy conformers of (11R, 14R, 17R, 20S, 21R)-1 at
B3LYP/6-31+G (d) level in acetonitrile (Conformer populations were calculated using the Gibbs free
energy and Boltzmann population at 298 K estimated thereof).



