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Figure S1. "H NMR spectrum of 1 (CD;0D, 500 MHz).
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Figure S2. "C NMR spectrum of 1 (CD3;0D, 125 MHz).
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Figure S3. The DPET spectrum of 1 (CD;OD).
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Figure S4. HSQC spectrum of 1 (CD5;0D).
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Figure S5. HMBC spectrum of 1 (CD3;0D).
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Figure S6. COSY spectrum of 1 (CD;0D).
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Figure S8. The IR spectrum of 1.
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Figure S9. HRESIMS spectrum of compound 1.
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Figure S10. "H NMR spectrum of 2 (DMSO-dg, 700 MHz).
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Figure S11. 'C NMR spectrum of 2 (DMSO-dg, 175 MHz).
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Figure S13. 'C NMR spectrum of 3 ((DMSO-ds, 125MHz).
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Figure S14. *H NMR spectrum of 4 (DMSO-dg, 700 MHz).
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Figure S17. *C NMR spectrum of 5 (DMSO-ds, 175 MHz).
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Figure S18. *H NMR spectrum of 6 (CDCl3, 700 MHz).
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L 5500

L5000

L4500

L4000

L3500

L3000

L 2500

L2000

L 1500

L 1000

=~ o A~ O NO — < T\

] oo o« ® = T on TN - 5

% n S v — 0 ANNO T XV - ®

% O oo n AN A== =D O < 0

== - —-— = PRSI S i S °o wn

Vol ~I— [ i [

|
| |

| I i | ( “ H ’ ’ JL

' ] I“ l " ‘ Ik oo b
T T T T T T T T T T T T T T T T T T T
230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 70 60 50 40 30

£1 (ppm)
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Figure S23. 'C NMR spectrum of 8 (DMSO-ds, 175 MHz).
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Figure S27. *C NMR spectrum of 10 (DMSO-dg, 125 MHz).
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Figure $28. *H NMR spectrum of 11 (DMSO-dg, 700 MHz).
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Figure S31. *C NMR spectrum of 12 (DMSO-dg, 125 MHz).
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Figure $32. *H NMR spectrum of 13 (DMSO-dg, 700 MHz).
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Figure $33. 'C NMR spectrum of 13 (DMSO-dg, 175 MHz).
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Figure S34. *H NMR spectrum of 14 (DMSO-dg, 700 MHz).
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Figure S$35. *C NMR spectrum of 14 (DMSO-dg, 175 MHz).
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Figure $36. *H NMR spectrum of 15 (DMSO-dg, 500 MHz).

+5500

5000

+4500

+4000

F3500

3000

F2500

+2000

+1500

+ 1000

+500

+-500

pLLL

18°L1 /
980z
65'ST

N@mmw
mo.wmw
@me\\

CC1C

0T e

9€°0S —
€9°66 —

€1'sol

0TIl /
911 /
66°0C1 /
18°2C1
09°€TI
16'+C1
zT6tl M
LEOET~
LSTIEL \
61°CE1
b TPT —
08'9p1 —

07’ LT~
882917

180 170 160 150 140 130 120 110 100 90 &8 70 60 50 40 30 20 10

90

f1 (ppm)
Figure S37. *C NMR spectrum of 15 (DMSO-dg, 125 MHz).
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Figure S38. Molecular docking of 1, 10, 11, and 12 with NF-«xB p65. Binding sites of 1 (A), 10
(C), 11 (E), and 12 (G) with NF-«B p65. 3D diagram of the binding interactions of 1 (B), 10 (D),
11 (F), and 12 (H) with the active site residues of the NF-xB p65 receptor. Blue solid line:
hydrogen bond; grey dotted line: hydrophobic interaction; green dotted line: -z stacking
interaction; orange dotted line: z-cation interaction.

ITS sequence of the strain Aspergillius sp. SCS1041407.
GTACCCTGTTGCTTCGGCGTGGCCACGGCCCGCCGGAGACTAACATTTGAACGCTGTCT
GAAGTTTGCAGTCTGAGTTTTTAGTTAAACAATCGTTAAAACTTTCAACAACGGATCTC
TTGGTTCCGGCATCGATGAAGAACGCAGCGAAATGCGATAATTAATGTGAATTGCAGAA
TTCAGTGAATCATCGAGTCTTTGAACGCACATTGCGCCCCCTGGTATTCCGGGGGGCAT
GCCTGTCCGAGCGTCATTGCTGCCCTCAAGCACGGCTTGTGTGTTGGGCTTCCGTCCCT
GGCAACGGGGACGGGCCCAAAAGGCAGTGGCGGCACCATGTCTGGTCCTCGAGCGTAT
GGGGCTTTGTCACCCGCTCCCGTAGGTCCAGCTGGCAGCTAGCCTCGCAACCAATCTTT
TTAACCAGGTTGACCTCGGATCAGGTAGGGATACCCGCT



