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Figure S0: Known isolated natural products 1 and 11-23. 

Identification of the known compounds 1 and 11-20. 

17S-epi-fistularin-3 (1): yellowish amorphous solid (3 g); [α]D25 +148.0 (c 1.0, MeOH); [α]D25 +169.0 (c 
0.2, Acetone); ECD (0.15 mM, MeOH) λmax (Δє)  253 (+7.5), 285 (+8.0); 1H NMR (500 MHz, acetone-d6): d 
ppm 7.67 (m, 1H, NH’), 7.66 (s, 2H, H-15, H-15’), 7.62 (m, 1H, NH), 6.53 (d, 2H, H-5, H-5'), 5.41 (d, J = 8.0 
Hz, 2H, OH-1, OH-1’), 5.00 (d, J = 4.3 Hz, 1H, OH-17), 4.90 (ddd, J = 7.7, 5.5, 4.3 Hz, 1H, H-17), 4.44 (d, J = 
5.3 Hz, 1H, OH-11), 4.25 (m, 1H, H-11), 4.18 (dd, J = 8.0 Hz, 2H, H-1, H-1’), 4.04 (m, 2H, H-12), 3.85 (d, J = 
18.0 Hz, 1H, H-7a), 3.82 (d, J = 18.0 Hz, 1H, H-7a’), 3.80 (m, 1H, H-10a), 3.73 (s, 6H, OCH3, OCH3’), 3.63 
(m, 1H, H-18a), 3.54 (m, 1H, H-10b), 3.49 (m, 1H, H-18b), 3.19 (d, J = 18.0 Hz, 1H, H-7b), 3.16 (d, J = 18.0 
Hz, 1H, H-7b’); 13C NMR (125 MHz, acetone-d6): d ppm 160.5 (C-9, C-9’), 155.2 (C-8’), 155.1 (C-8), 152.7 (C-
13), 148.8 (C-3, C-3’), 143.3 (C-16), 132.4 (C-5’), 132.3 (C-5), 131.5 (C-15, C-15’), 122.1 (C-4, C-4’), 118.4 (C-
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14, C14’), 113.9 (C-2’), 113.8 (C-2), 91.8 (C-6, C-6’), 75.9 (C-12), 75.2 (C-1, C-1’), 71.0 (C-7), 69.9 (C-11), 60.2 
(OCH3, OCH3’), 47.7 (C-18), 43.6 (C-10), 40.0 (C-7, C-7’); HRESIMS m/z 1136.6934 [M+Na]+ (calc. for 
C31H2979Br381Br3N4O11Na, 1136.6847). 

Agelorin A (11): amorphous solid (3 mg); [α]D25 -10.5 (c 0.2, Acetone); 1H NMR (500 MHz, acetone-d6): 
d ppm 7.68 (s, 4H, H-15, H-15’, NH, NH’), 7.64 (s, 1H, H-5), 7.61 (, 1H, H-5’), 5.99 (br s, 2H, OH-1, OH-1’), 
5.08 (d, J = 11 Hz, 1H, H-2), 5.07 (d, J = 11 Hz, 1H, H-2’), 4.91 (br s, 1H, H-17), 4.40 (2H, H-1, H-1’), 4.26 (m, 
2H, H-11), 4.06 (m, 2H, H-12), 3.88 (d, J = 18 Hz, 1H, H-7a), 3.86 (d, J = 18 Hz, 1H, H-7’a), 3.80 (m, 1H, H-
10a), 3.63 (m, 1H, H-18a), 3.50 (m, 2H, H-10b, H-18b), 3.30 (d, J = 18 Hz, 1H, H-7b), 3.26 (d, J = 18 Hz, 1H, 
H-7’b); HRESIMS m/z 1108.6653 [M+H]+ (calc. for C31H2779Br381Br3N4O11, 1108.6534). 

Agelorin B (13): amorphous solid (3 g);  1H NMR (500 MHz, acetone-d6): d ppm 7.71 (br s, 4H, H-15, H-
15’, NH, NH’), 7.61 (d, J = 6 Hz, 1H, H-5), 7.41 (d, J = 6 Hz, 1H, H-5’), 5.29 (br s, 2H, H-2, H-2’), 4.89 (m, 
1H, H-17), 4.49 (2H, H-1, H-1’), 4.26 (m, 2H, H-11), 4.12 (m, 2H, H-12), 3.81 (d, J = 18 Hz, 1H, H-7a), 3.78 
(d, J = 18 Hz, 1H, H-7’a), 3.81 (m, 1H, H-10a), 3.61 (m, 1H, H-18a), 3.53 (m, 2H, H-10b, H-18b), 3.26 (d, J = 
18 Hz, 1H, H-7b), 3.22 (d, J = 18 Hz, 1H, H-7’b); HRESIMS m/z 1108.6653 [M+H]+ (calc. for 
C31H2779Br381Br3N4O11, 1108.6534). 

11-deoxyfistularin-3 (13): brown amorphous solid (36 mg); [α]D25 +86.0 (c 1.0, MeOH); [α]D25 +115.5 (c 
0.2, Acetone); 1H NMR (500 MHz, acetone-d6): d ppm 7.70 (m, 2H, NH, NH’), 7.67 (s, 2H, H-15, H-15’), 
6.52 (d, J = 2.5 Hz, 2H, H-5, H-5’), 5.44 (dd, J = 8.5, 17.0 Hz, 2H, OH-1, OH-1’), 5.03 (s, 1H, OH-17), 4.90 (m, 
1H, H-17), 4.17 (d, J = 8 Hz, 2H, H-1, H-1’), 4.10 (dd, J = 6.0 Hz, 2H, H-12),  3.85 (d, J = 10 Hz, 1H, H-7a), 
3.81 (d, J = 10 Hz, 1H, H-7’a), 3.72 (s, 6H, O-CH3), 3.62 (m, 3H, H-10a, H-18a), 3.47 (m, 1H, H-18b), 3.30 (m, 
1H, H-10b), 3.20 (d, J = 11 Hz, 1H, H-7b), 3.16 (d, J = 11 Hz, 1H, H-7’b), 2.14 (m, 2H, H-11); HRESIMS m/z 
1120.6935 [M+Na]+ (calc. for C31H3079Br381Br3N4O10Na, 1120.6898). 

11,17-dideoxyfistularin-3 (14): yellowish amorphous solid (200 mg); [α]D25 +152.5 (c 0.2, Acetone); ECD 
(0.15 mM, MeOH) λmax (Δє)  256 (+7.5), 283 (+8.1); 1H NMR (500 MHz, CD3OD): d ppm 7.47 (s, 2H, H-15), 
6.42 (d, J = 1 Hz, 1H, H-5), 6.41 (d, J = 1 Hz, 1H, H-5’), 4.09 (s, 2H, H-1, H-1’), 4.06 (t, J = 6, 12 Hz, 2H, H-
12),  3.78 (d, J = 18 Hz, 1H, H-7a), 3.75 (d, J = 18 Hz, 1H, H-7’a), 3.73 (s, 6H, OCH3, OCH3’), 3.59 (t, J = 7, 14 
Hz, 2H, H-10), 3.47 (t, J = 7, 14 Hz, 2H, H-18), 3.11 (d, J = 18 Hz, 1H, H-7b), 3.05 (d, J = 18 Hz, 1H, H-7’b),  
2.81 (t J = 18 Hz, 2H, H-17), 2.13 (m, 2H, H-11); 13C NMR (125 MHz, CD3OD): d ppm 161.7 (C-9, C-9’), 
155.5–155.3 (C-8, C-8’), 153.0 (C-13), 149.5 (C-3, C-3’), 139.8 (C-16), 134.6 (C-15, C-15’), 132.3 (C-5, C-5’), 
122.9 (C-4, C-4’), 119.1 (C-14, C14’), 114.3 (C-2, C-2’), 92.6 (C-6, C-6’), 75.6 (C-1, C-1’), 72.3 (C-12), 60.5 
(OCH3, OCH3’), 41.6 (C-18), 40.3 (C-7, C-7’), 38.1 (C-10), 35.2 (C-17), 30.8 (C-11); HRESIMS m/z 1080.7076 
[M-H]- (calc. for C31H2979Br381Br3N4O9, 1080.6973). 

11-hydroxy-aerothionin (15): yellowish amorphous solid (2 mg); 1H NMR (500 MHz, acetone-d6): 
d ppm 7.77 (br t, J = 6 Hz, 1H, NH), 7.63 (br t, J = 6 Hz, 1H, NH’), 6.51 (s, 2H, H-5, H-5’), 5.42 (br s, 1H, 
OH-1, OH-1’), 4.18 (br s, 2H, H-1, H-1’), 4.05 (m, 1H, H-11), 3.83 (d, J = 18 Hz, 1H, H-7a), 3.82 (d, J = 18 Hz, 
1H, H-7’a), 3.72 (s, 6H, OCH3), 3.56 (m, 2H, H-10), 3.44 (m, 2H, H-13), 3.18 (d, J = 18 Hz, 1H, H-7b), 3.16 (d, 
J = 18 Hz, 1H, H-7’b), 1.78 (m, 1H, H-12a), 1.62 (m, 1H, H-12b); ESIMS m/z 834.8 [M+H]+ (for 
C24H2679Br281Br2N4O5). 

Aerophobin-2 (16): yellowish amorphous solid (140 mg); 1H NMR (500 MHz, CD3OD): d ppm 6.53 (s, 
1H, H-14), 6.42 (s, 1H, H-5), 6.20 (d, J = 11.6 Hz, 1H, H-12), 4.08 (s, 1H, H-1), 3.79 (d, J = 18 Hz, 1H, H-7a), 
3.73 (s, 3H, OCH3), 3.34 (m, 2H, H-10), 3.10 (d, J = 18 Hz, 1H, H-7b), 2.54 (m, 2H, H-12), 1.85 (m, 2H, H-11); 
13C NMR (125 MHz, CD3OD): d ppm 162.1 (C-9), 155.4 (C-8), 149.4 (C-3), 132.4 (C-5), 128.5 (C-13), 122.9 (C-
2), 114.5 (C-4), 110.2 (C-14), 92.6 (C-6), 75.7 (C-1), 60.5 (OCH3), 40.3 (C-7), 39.6 (C-10), 29.2 (C-11), 23.0 (C-
12); HRESIMS m/z 506.0012 [M+H]+ (calc. for C16H2079Br81BrN5O4, 505.9861). 
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Aplysinamisin-1 (17): yellowish amorphous solid (15 mg); 1H NMR (500 MHz, CD3OD): d ppm 8.37 (s, 
2H, NH-15’), 6.85 (s, 1H, H-14), 6.42 (s, 1H, H-5), 6.20 (d, J = 11.6 Hz, 1H, H-12), 5.75 (m, 1H, H-11), 4.10 
(m, 3H, H-1, H-10), 3.80 (d, J = 18 Hz, 1H, H-7a), 3.73 (s, 3H, OCH3), 3.11 (d, J = 18 Hz, 1H, H-7b); 
HRESIMS m/z 504.0015 [M+H]+ (calc. for C16H1879Br81BrN5O4, 503.9704). 

7R,11S [3,5-dibromo-4-[(2-oxo-5-oxazolidinyl)]methoxyphenyl]-2-oxazolidinone (18): amorphous solid (3 
mg); [α]D25 -10.5 (c 0.5, MeOH); [α]D25 -8.5 (c 0.2, Acetone); 1H NMR (300 MHz, CD3CN): d ppm 7.64 (s, 2H, 
H-3, H-5), 5.77 (br s, 1H, NH), 5.67 (br s, 1H, NH’), 5.51 (t, J = 8.0, 16.0 Hz, 1H, H-7), 4.97 (m, 1H, H-11), 
4.19 (m, 2H, H-10), 3.88 (dd, J = 1.0, 9. 0 Hz, 1H, H-8a), 3.65 (m, 2H, H-12), 3.38 (dd, J = 1.0, 7.4 Hz, 1H, H-
8b); 13C NMR (75 MHz, CD3CN): d ppm 160.1 (C-9, C-13), 153.6 (C-1), 139.9 (C-4), 131.7 (C-3, C-5), 119.1 
(C-2, C-6), 76.4 (C-7), 75.5 (C-11), 74.0 (C-10), 48.4 (C-8), 42.6 (C-12); HRESIMS m/z 458.9014 [M+Na]+ (calc. 
for C13H1179Br81BrN2O5Na, 458.8990). 

Subereaphenol (19): colourless amorphous solid (3 mg); 1H NMR (500 MHz, MeOD): d ppm 6.98 (s, 
1H), 3.79 (s, 2H); 13C NMR (125 MHz, MeOD): d ppm 175.1, 151.3, 144.8, 124.4, 118.7, 116.9, 110.4, 37.2; 
HRESIMS m/z 324.8551 [M+Na]+ (calc. for C8H579Br81BrO4Na, 324.8534). 

Pseudoceralidinone A (20) : yellow amorphous solid (5 mg); [α]D25 +3.0 (c 0.5, MeOH); UV (MeOH) λmax 
(є) 208 (25000), 276 (1800) nm; IR νmax 3380, 1740, 1640, 1460, 1225 cm-1; 1H and 13C NMR data, Table 5; (1H 
NMR (CD3OD, 500 MHz, 298 K): δ 4.00 (dd, 7.1; 6.6, H-2) 3.44 (dd, 8.6; 6.6, H-2), 5.63 (dd, 8.6; 7.1, H-3), 
7.68 (s, H-5, H-5’), 4.17 (t, 5.5, H-8), 2.32 (m, H-9), 3.53 (t, 7.7, H-10), 2.98 (s, H-11, H-12). 13C NMR 
(CD3OD, 125 MHz, 298 K): δ 161.5 (C-1), 43.7 (C-2), 77.1 (C-3), 138.7 (C-4), 131.5 (C-5, C-5’), 119.5 (C-6), 
154.0 (C-7), 71.3 (C-8), 26.4 (C-9), 57.0 (C-10), 43.7 (C-11), 43.7 (C-12); HRESIMS m/z 422.9749 [M+H]+ (calc. 
for C14H1979Br81BrN2O3, 422.9742). 
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Figure S1: 1H NMR spectrum of 17S-epi-fistularin-3 (1) in acetone-d6 (500 MHz) 
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Figure S2: 13C NMR spectrum of 17S-epi-fistularin-3 (1) in acetone-d6 (500 MHz) 
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Figure S3: 13C NMR spectrum of 17S-epi-fistularin-3 (1) in acetone-d6 (500 MHz), Zoom on C-11 and C-17. 
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Figure S4: ECD spectrum of 17S-epi-fistularin-3 (1) in MeOH (c 0.15 mM). 

 

 

 

-20

-15

-10

-5

0

5

10

15

20

200 210 220 230 240 250 260 270 280 290 300 310 320 330 340 350
De

Wavelength (nm)

17S-11-epi-fistularin-3



 11 

Figure S5: 1H NMR spectrum of the (S)-MPTA ester of 1 in acetone-d6 (500 MHz). 

 

 

 



 12 

Figure S6: 1H NMR spectrum of the (R)-MPTA ester of 1 in acetone-d6 (500 MHz). 
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Figure S7: HPLC Chromatogram (UV) of Conversion of 11-epi-fistularin-3 (1) to compounds 2 – 7 and agelorins A/B 
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Figure S8: 1H NMR spectrum of suberein-1 (2) in acetone-d6 (500 MHz). 
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Figure S9: 13C NMR spectrum of suberein-1 (2) in acetone-d6 (125 MHz). 
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Figure S10: 1H-1H COSY NMR spectrum of suberein-1 (2) in acetone-d6 (500 MHz). 
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Figure S11: 1H-13C HSQC NMR spectrum of suberein-1 (2) in acetone-d6 (500 MHz). 
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Figure S12: 1H-13C HMBC NMR spectrum of suberein-1 (2) in acetone-d6 (500 MHz). 
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Figure S13: HR-ESI mass spectrum of suberein-1 (2). 

 

 

 

 

Figure S14: ECD spectrum of suberein-1 (2) in MeOH (c 0.15 mM). 
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Figure S15: 1H NMR spectrum of suberein-2 (3) in acetone-d6 (600 MHz). 
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Figure S16: 13C NMR spectrum of suberein-2 (3) in acetone-d6 (150 MHz). 
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Figure S17: 1H-1H COSY NMR spectrum of suberein-2 (3) in acetone-d6 (600 MHz). 
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Figure S18: 1H-13C HSQC NMR spectrum of suberein-2 (3) in acetone-d6 (600 MHz). 
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Figure S19: 1H-13C HMBC NMR spectrum of suberein-2 (3) in acetone-d6 (600 MHz). 
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Figure S20: HRESMS-MS fragmentation spectra of suberein-2 (3) ([M+Na]+ and [M+H]+ respectively) 
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Figure S21: ECD spectrum of suberein-2 (3) in MeOH (c 0.15 mM). 
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Figure S22: 1H NMR spectrum of the mixture of suberein-3 (4) and suberein-4 (5) in acetone-d6 (500 MHz). 
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Figure S23: 13C NMR spectrum of the mixture of suberein-3 (4) and suberein-4 (5) in acetone-d6 (125 MHz). 
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Figure S24: 1H-1H COSY NMR spectrum of the mixture of suberein-3 (4) and suberein-4 (5) in acetone-d6 (500 MHz). 
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Figure S25: 1H-13C HSQC NMR spectrum of the mixture of suberein-3 (4) and suberein-4 (5) in acetone-d6 (500 MHz). 
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Figure S26: 1H-13C HMBC NMR spectrum of the mixture of suberein-3 (4) and suberein-4 (5) in acetone-d6 (500 MHz). 
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Figure S27: 1H-1H NOESY NMR spectrum of the mixture of suberein-3 (4) and suberein-4 (5) in acetone-d6 (500 MHz). 
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Figure S28: HR-ESI mass spectrum of the mixture of suberein-3 (4) and suberein-4 (5). 
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Figure S29: 1H NMR spectrum of the mixture of suberein-5 (6) and suberein-6 (7) in acetone-d6 (500 MHz). 
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Figure S30: 13C NMR spectrum of the mixture of suberein-5 (6) and suberein-6 (7) in acetone-d6 (125 MHz). 
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Figure S31: 1H-1H COSY NMR spectrum of the mixture of suberein-5 (6) and suberein-6 (7) in acetone-d6 (500 MHz). 
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Figure S32: 1H-13C HSQC NMR spectrum of the mixture of suberein-5 (6) and suberein-6 (7) in acetone-d6 (500 MHz). 
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Figure S33: 1H-13C HMBC NMR spectrum of the mixture of suberein-5 (6) and suberein-6 (7) in acetone-d6 (500 MHz). 
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Figure S34: 1H-1H NOESY NMR spectrum of the mixture of suberein-5 (6) and suberein-6 (7) in acetone-d6 (500 MHz). 
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Figure S35: HR-ESI mass spectrum of the mixture of suberein-5 (6) and suberein-6 (7). 
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Figure S36: 1H NMR spectrum of suberein-7 (8) in acetone-d6 (500 MHz). 
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Figure S37: 13C NMR spectrum of suberein-7 (8) in acetone-d6 (125 MHz). 
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Figure S38: 1H-1H COSY NMR spectrum of suberein-7 (8) in acetone-d6 (500 MHz). 
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Figure S39: 1H-13C HSQC NMR spectrum of suberein-7 (8) in acetone-d6 (500 MHz). 
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Figure S40: 1H-13C HMBC NMR spectrum of suberein-7 (8) in acetone-d6 (500 MHz). 
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Figure S41: HR-ESI mass spectrum of suberein-7 (8). 

 

 

 

Figure S42: ECD spectrum of suberein-7 (8) in MeOH (c 0.15 mM). 
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Figure S43: 1H NMR spectrum of suberein-8 (9) in acetone-d6 (500 MHz). 
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Figure S44: 13C NMR spectrum of suberein-8 (9) in acetone-d6 (125 MHz). 
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Figure S45: 1H-1H COSY NMR spectrum of suberein-8 (9) in acetone-d6 (500 MHz). 
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Figure S46: 1H-13C HSQC NMR spectrum of suberein-8 (9) in acetone-d6 (500 MHz). 
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Figure S47: 1H-13C HMBC NMR spectrum of suberein-8 (9) in acetone-d6 (500 MHz). 
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Figure S48: HR-ESI mass spectrum of suberein-8 (9). 
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Figure S49: 1H NMR spectrum of 17-deoxy-epi-fistularin-3 (10) in acetone-d6 (500 MHz). 
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Figure S50: HR-ESI mass spectrum of 17-deoxy-epi-fistularin-3 (10). 

 

 

Figure S51: ECD spectrum of 17-deoxy-epi-fistularin-3 (10) in MeOH (c 0.15 mM). 
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