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Figure S1. HR-ESI-MS spectrum of compound 1.
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Figure S2. 'H NMR (500 MHz, DMSO-d) spectrum of compound 1.
g 33 23 $33933585984533%8=380 q85%3 sxn25s355354Rg[1600
vV v S SRR pP) RSN s
r1400
11300
11200
1100
1000
-900
800
~700
600
500
400
300
” M -200
|
' o I U ﬁf i 100
- S T L I
B iy 7 ki g b e i g L ot iy ol - = o o e, e
s & & = B: & RIS S33385888% 100

T T

46 44 42 40 38 36 34 32 3.0 28 2.6 2.4 22 20 1.8 1.6 14 12 1.0 08 0.6
f1 (ppm)



Figure S3. 3C NMR (125 MHz, DMSO-dg) and DEPT spectra of compound 1.
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Figure S4. 'H-'H COSY spectrum of compound 1.
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Figure S5. HSQC spectrum of compound 1.
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Figure S6. HMBC spectrum of compound 1.
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Figure S7. NOESY spectrum of compound 1.
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Figure S8. HR-ESI-MS spectrum of compound 2.
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Figure S9. 'H NMR (500 MHz, acetone-dg) spectrum of compound 2.
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Figure S10. 3C NMR (125 MHz, acetone-dg) and DEPT spectra of compound 2.
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Figure S11. '"H-'H COSY spectrum of compound 2.
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Figure S12. HSQC spectrum of compound 2.
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Figure S13. HMBC spectrum of compound 2.
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Figure S14. NOESY spectrum of compound 2.
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Figure S15. HR-ESI-MS spectrum of compound 3.
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Figure S16. 3C NMR (125 MHz, acetone-dg) of compound 3.
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Figure S17. DEPT spectra of compound 3.
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Figure S18. '"H NMR (500 MHz, acetone-dg) spectrum of compound 3.
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Figure S19. Inhibitory activity of the positive control of 2,4-dichlorophenoxyacetic

acid against the radicle growth of A. retroflexus seedlings.
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Figure S20. The structures of compound 3 and desmethylisaridin G.
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Table S1. Comparison of 3C NMR data of compound 3 and desmethylisaridin G

(Acetone-dg, 0: ppm).

Compound 3¢ Desmethylisaridin G* | Compound 3 Desmethylisaridin G
HMPA HMPA N-Me-Val N-Me-Val

CcO 170.1,C Cco 169.1,C Cco 168.8, C Cco 167.9,C
o 73.5,CH «a 73.7,CH | «a 66.7,CH « 66.0, CH
B 39.0,CH, p 38.1,CH, | 27.1,CH g 26.2, CH
y 25.6,CH vy 247,CH !y 20.1,CH; vy 19.1, CH;
0 234,CH; ¢ 229,CH; |y’ 19.1,CH; ' 18.1, CH;
o' 21.8,CH; ¢’ 20.9, CH; | N-Me 29.1,CH; N-Me 28.4, CHs
Pro? Pro? Tyrs Leu’

CcO 174.5,C CcO 173.7,C CcO 172.1,C CcO 171.1,C
o 61.5,CH «a 61.6,CH | « 572,CH « 52.1,CH
B 29.0,CH, §B 28.2,CH, | f8 39.0,CH, § 39.5, CH,
y 26.5,CH, vy 25.6,CH; |y 129.0, C y 24.5, CH
0 477,CH, o 46.9,CH, | 0/0’ 130.9,CH ¢ 22.5, CHj
Tyr? Tyr3 e/e’ 116.1,CH ¢’ 20.6, CH3
co 172.8,C co 172.2,C 6 156.7,C

o 50.7, CH o 49.9, CH p-Alaé p-Ala

B 379,CH, p 37.0,CH, | CO 171.6,C CcO 171.3,C
y 129.0,C y 128.0,C a 354,CH, « 34.4, CH,
/0" 131.2,CH 0/’ 130.3,CH | 8 356,CH, § 34.5, CH,
e/e’ 116.2,CH ¢/’ 115.2,CH

6 157.2,C 6 156.3,C

% Both determined in acetone-ds.

Amide bonds Torsion angel (°)
HMPA!-Pro? -7.6
Pro%-Tyr? 173.0
Tyr3-NMeVal* -3.7
NMeVal*-Tyr? 179.7
Tyr5-B-Ala® -178.7
B-Ala®-HMPA! 166.0
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Table S2. Back bone torsion angels (®) in the crystal structure of 3.



