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Abstract: Two new prenylated tryptophan analogues, tritianamides A (1) and B (2), together with ten known nitrogen-
containing compounds (3-12), were isolated from the ethyl acetate extract of coral-derived fungus Tritirachium sp.
SCSIO 41037. The compounds were purified by extraction, silica gel column chromatography and semi-preparative
HPLC. Their structures were identified using NMR and HR-ESI-MS data. The absolute configurations of compounds 1
and 2 were determined by the calculated ECD. In bioassay, all compounds were screened for enzyme inhibitory
activity against acetylcholinesterase (AChE) in both virtual screening and in vitro assays. The results revealed that
compounds 3 and 5 exhibited moderate inhibitory effects, with ICso values of 0.32 and 0.46 mM, respectively. We also

propose a biosynthetic pathway of tritianamides A (1) and B (2) originating from tryptophan.



Figure S1. 1IH NMR of compound 1 (in DMSO-d6)..........ccccceeunenee 3
Figure 52. 3C NMR of compound 1 (in DMSO-d6) ..........ccccueueuueeee. 3
Figure S3. 'H-3C HSQC spectrum of compound 1 (DMSO-46) ....... 4

Figure 54. 'H-3C HMBC spectrum of compound 1 (DMSO-d6) ......4

Figure S5. HRESIMS spectrum of compound 1 ........cccceevvevruenenne. 5
Figure S6. UV of compound T........ccccccoeueiviiiiiniiniiniiniiniiens 5
Figure S7. CD spectrum of compound 1 .........cccccoeeviiiiininiinincncnne. 6
Figure S8. 'H NMR of compound 2 (in DMSO-d6)...........cccceuveuueee. 6
Figure 59. 3C NMR of compound 2 (in DMSO-d6) ..........cccceeueuneee. 7

Figure 510. 'H-13C HSQC spectrum of compound 2 (DMSO-db) .....7
Figure S11. 'H-13C HMBC spectrum of compound 2 (DMSO-4d6) ....8
Figure S12. HRESIMS spectrum of compound 2 ...........ccccccevvvuiniinnnns 8
Figure S13. UV spectrum of compound 2 .........cccccoeeiviiviiniiininnnns 9

Figure S14. CD spectrum of compound 2 ..........ccccceevviiiniiiniiiniinnns 9



11.84

10.74

8.10
8.08
7.45
7.43
7.01
7.01
6.90
6.88
6.87
6.83
6.81
542
5.40
5.40
2.50 DMSO-

ﬁ
éﬁ
i
}

rorl / /

}
g

S a
ad

v

3.40-35. 40

F7.5x10"

F7.0x107

F6.5x10"

F6.0x10"

F5.5x10"

E5.0x10"

F4.5x107

F4.0x10"

F3.5%10

F3.0x10"

F2.5x10"

F2.0x10"

F 1.5x10

F1ox107

b s.ox10f

+0.0

F-5.0x1¢°

[

T T T T T T
9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 55 5.0 4.5 4.0

f1 (ppm)

Figure S1. 1H NMR of compound 1 (in DMSO-d6)
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Figure S2. 3C NMR of compound 1 (in DMSO-d6)
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Figure S3. "H-*C HSQC spectrum of compound 1 (DMSO-d6)
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Figure S4. "H-*C HMBC spectrum of compound 1 (DMSO-46)
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Figure S5. HRESIMS spectrum of compound 1
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Figure S6. UV of compound 1
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Figure S8. 'TH NMR of compound 2 (in DMSO-d6)
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Figure S9. 3C NMR of compound 2 (in DMSO-d6)
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Figure S10. 1H-3C HSQC spectrum of compound 2 (DMSO-d6)
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Figure S11. 'H-3C HMBC spectrum of compound 2 (DMSO-46)
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Figure 513. UV spectrum of compound 2

N 1 L

(93]
n -
(=)

|
250 300
Wavelength (nm)

400

Figure 514. CD spectrum of compound 2
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