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 Table S1 – NMR data for neosuberitenone A (1) (500 (1H) and 125 (13C) MHz, CDCl3). 

pos δC, type δH gCOSY gHMBC NOESY 
      

1 67.5, CH 4.18, dd (3.5, 8.7) 2, 2', 6 7 5 
2 42.9, CH2 2.13, o/l 1, 2' 3, 4, 8  

2'  1.64, o/l 1, 2 1, 3, 4, 8, 21 8 
3 48.7, C     

4 214.3, C     

5 41.9, CH2 2.25, d (18.6) 5', 6 1, 4, 6, 7 1 
5'  2.10, o/l 5, 6 1, 6, 7  

6 44.1, CH 2.69, o/l 1, 5, 5' 1, 2, 4, 7, 8, 22  

7 134.3, C     

8 40.8, CH 2.68, o/l 9, 9', 22 2, 3, 4, 22 2' 
9 21.5, CH2 1.75, m 8, 9', 10 7, 8, 10, 15  

9'  1.26, o/l 8, 9, 10 3, 8, 11  

10 55.1, CH 1.02, o/l 9, 9' 9, 11, 23, 24 12’, 22 
11 35.7, C     

12 45.5, CH2 2.09, o/l 12', 13 10, 11, 13, 14, 23 22, 23 
12'  1.44, dd (3.7, 15.1) 12, 13 11, 22, 23 10, 14, 22 
13 70.8, CH 5.51, br q (2.5) 12, 12', 14  20 
14 57.1, CH 1.04, o/l 13 15, 19, 24, 25 12', 20 
15 38.2, C     

16 41.7, CH2 1.55, br d (13) 16', 17, 17'   

16'  0.82, td (13.1, 3.1) 16, 17, 17' 10, 15, 17, 24  

17 18.4, CH2 1.66, o/l 16, 17', 18, 18'  25 
17'  1.41, o/l 16, 16', 17   

18 44.2, CH 1.35, br d (13.1) 17, 18'  20, 25 
18'  1.14, o/l 17', 18 17, 25  

19 34.0, C     

20 33.2, CH3 0.92, s  14, 18, 19, 25 13, 14, 18 
21 16.4, CH3 1.01, s  2, 3, 4, 8  

22 140.0, CH 5.60, d (3.1) 8 6, 8, 11, 12 10, 12, 12', 23 
23 19.6, CH3 1.18, s  10, 11, 12, 22 12, 22, 24, 27 
24 16.1, CH3 1.28, s  10, 14, 15, 16 23, 25, 27 
25 23.2, CH3 1.01, s  14, 18, 19, 20 17, 18, 24, 27 
26 170.6, C     

27 22.0, CH3 2.06, s  26 23, 24, 25 
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Figure S1 – 1H NMR spectrum (500 MHz, CDCl3) of 1 
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Figure S2 – 13C NMR spectrum (125 MHz, CDCl3) of 1 
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Figure S3 – COSY NMR spectrum (500 MHz, CDCl3) of 1 

 

 

Figure S4 – HSQC NMR spectrum (500 MHz, CDCl3) of 1 
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Figure S5 – HMBC NMR spectrum (500 MHz, CDCl3) of 1 

 

 

Figure S6 – NOESY NMR spectrum (600 MHz, CDCl3) of 1 
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Figure S7 – HRESIMS analysis of 1 
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Table S2 – NMR data for suberitenone E (2) (500 (1H) and 125 (13C) MHz, CD3OD). 

pos δC, type δH gCOSY gHMBC NOESY 
      

1 65.9, CH 4.40, t (4.4) 2, 6 2, 3, 5, 6, 7 23, 22, 8 
2 145.5, CH 6.76, dq (5.4, 1.3) 1, 21 1, 4, 6, 21 6, 5, 5' 
3 136.9, C     

4 201.6, C     

5 35.3, CH2 2.73, dd (16.6, 12.4) 5', 6 1, 4, 6, 7 8', 2 

5'  2.37, dd (16.6, 4.1) 5, 6 1, 3, 4, 6, 7 2 
6 47.9, CH 1.90, o/l 1, 5, 5' 1, 4, 5, 7, 8 22, 2 
7 63.4, C     

8 26.7, CH2 2.35, o/l 8', 9 9, 10 1 

8'  1.71, o/l 8, 9 7, 9, 22 5 

9 16.9, CH2 1.43, o/l 8, 8', 10 7, 8, 10, 11 22 

10 49.2, CH 1.28, m 9 8, 9, 15, 23, 24 14, 16' 
11 34.8, C     

12 42.5, CH2 1.87, o/l 12', 13 10, 11, 13, 14, 23 23 

12'  1.65, dd (14.6, 3.6) 12, 13 11, 22, 23 14, 22 
13 72.0, CH 5.55, br q (2.5) 12, 12', 14 11, 15 20 
14 57.5, CH 1.07, br d (2.0) 13 10, 15, 16, 18, 19, 20, 24, 25 10, 12', 20, 16' 
15 38.0, C     

16 43.1, CH2 1.69, m 16', 17, 17' 18  

16'  0.87, m 16, 17' 10, 15, 17, 24 10, 14 

17 19.6, CH2 1.74, o/l 16, 17', 18, 18' 16 25, 24 

17'  1.45, o/l 16, 16', 17, 18, 18'   

18 45.2, CH2 1.36, m 17, 17', 18'  20, 25 

18'  1.22, m 17, 17', 18   

19 35.0, C     

20 33.4, CH3 0.92, s  14, 18, 19, 25 13, 14, 18 

21 15.7, CH3 1.76, s  2, 3, 4  

22 70.1, CH 2.63, br s  6, 7, 10, 11, 12, 23 1, 6, 12', 9, 23 

23 19.7, CH3 1.27, s  10, 11, 12, 22 1, 12, 22, 17 

24 17.9, CH3 1.21, s  10, 14, 15, 16 17 

25 23.6, CH3 1.02, s  14, 18, 19, 20 17, 18 

26 172.3, C     

27 21.8, CH3 2.05, s  26 25, 23, 24 
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Figure S8 – 1H NMR spectrum (500 MHz, CD3OD) of 2 
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Figure S9 – 13C NMR spectrum (150 MHz, CD3OD) of 2 (formic acid impurity δC 170.3) 
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Figure S10 – COSY NMR spectrum (500 MHz, CD3OD) of 2 

 

 

Figure S11 – HSQC NMR spectrum (500 MHz, CD3OD) of 2 
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Figure S12 – HMBC NMR spectrum (500 MHz, CD3OD) of 2 

 

 

Figure S13 – NOESY NMR spectrum (500 MHz, CD3OD) of 2 
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Figure S14 – HRESIMS analysis of 2 
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Table S3 – NMR data for suberitenone F (3) (600 (1H) and 150 (13C) MHz, CD3OD). 

pos δC, type δH gCOSY gHMBC NOESY 
      

1 66.0, CH 4.30, dd (5.6, 3.3) 2, 6, 21 2, 3, 5 8, 5', 22, 23 

2 145.8, CH 6.85, dq (5.5, 1.4) 1, 21 1, 4, 6, 21 5, 6 

3 136.9, C     

4 202.6, C     

5 38.5, CH2 2.83, dd (15.9, 12.8) 5', 6 1, 4, 6 2, 8, 22 

5'  2.31, (16.1, 2.8) 5, 6 1, 3, 4, 6 1, 8, 22 

6 45.4, CH 2.90, m 1, 5, 5' 1, 4, 7 2, 8, 22 

7 137.2, C     

8 128.9, CH 5.67, t (3.2) 9 6, 9, 10, 22 1, 5, 5', 6, 10, 23 

9 24.1, CH2 2.12, o/l 8, 10 7, 8, 10 23, 24 

10 46.8, CH 1.60, dd (11.3, 5.9) 9 9, 11, 15, 16, 22, 23, 24 8, 12, 14, 16' 

11 38.0, C     

12 39.8, CH2 2.16, o/l 12', 13 23, 11, 10, 22,  10, 14, 16, 22 

12'  1.53, dd (15.0, 2.7) 12, 13 10, 11, 13, 14, 23 22, 23 

13 72.3, CH 5.61, dt (4.4, 2.4) 12, 12', 14 11, 15 20 

14 57.2, CH 1.13, d (2.1) 13 
10, 12, 15, 16, 18, 19, 

20, 24, 25 
10, 12, 16', 18', 20 

15 38.0, C     

16 43.5, CH2 1.72, o/l 16', 17, 17' 14, 18 9, 10, 24 

16'  0.99, o/l 16, 17, 17'   

17 19.6, CH2 1.73, o/l 16, 16', 17', 18, 18'  24, 25 

17'  1.46, m 16, 16', 17', 18, 18   

18 45.1, CH2 1.39, m 17, 17', 18'  20, 25 

18'  1.24, td (13.1, 3.9) 17, 17', 18 19, 25 20 

19 34.8, C     

20 33.8, CH3 0.96, s  14, 18, 19, 25 13, 14, 18, 18', 25 

21 15.6, CH3 1.78, s 1, 2 2, 3, 4  

22 75.3, CH 3.15, s  6, 7, 8, 10, 11, 12, 23 1, 5, 5', 6, 12, 12', 23 

23 20.8, CH3 0.99, s  10, 11, 12, 22 1, 8, 9, 22, 24, 27 

24 17.6, CH3 1.34, s  10, 14, 15, 16 9, 16, 17, 23, 25 

25 23.8, CH3 1.04, s  14, 18, 19, 20 17, 18, 20, 24, 27 

26 172.4, C     

27 21.9, CH3 2.04, s  26 23, 24, 25 
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Figure S15 – 1H NMR spectrum (600 MHz, CD3OD) of 3 
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Figure S16 – 13C NMR spectrum (150 MHz, CD3OD) of 3 
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Figure S17 – COSY NMR spectrum (600 MHz, CD3OD) of 3 

 

 

 

Figure S18 – HSQC NMR spectrum (600 MHz, CD3OD) of 3 
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Figure S19 – HMBC NMR spectrum (500 MHz, CD3OD) of 3 

 

 

 

Figure S20 – NOESY NMR spectrum (600 MHz, CD3OD) of 3 
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Figure S21 – HRESIMS analysis of 3 
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Table S4 – NMR data for suberitenone G (4) (500 (1H) and 150 (13C) MHz, CD3OD). 

pos δC, type δH gCOSY gHMBC NOESY 

1 64.7, CH 4.14, br t (4.2) 2, 6 3, 5 5, 5', 23 
2 145.5, CH 6.80, dq (1.5, 5.6) 1, 21 1, 4, 6, 21 6 
3 136.8, C     

4 202.2, C     

5 37.7, CH2 2.82, dd (16.2, 13.4) 5', 6 1, 4, 6 1, 8 
5'  2.18, dd (16.2, 3.6) 5, 6 1, 4, 6, 7 1, 8 
6 38.8, CH 3.39, m 1, 5, 5'  2 
7 135.7, C     

8 147.2, CH 6.78, m 9 6, 10 5, 5' 
9 24.6, CH2 2.52, m 8, 10 7, 8, 10, 11 16', 23, 24 
10 54.7, CH 1.71, o/l 9 9, 11, 12, 16, 22, 23, 24 14, 16' 
11 45.7, C     

12 39.4, CH2 2.13, dd (15.5, 2.7) 12', 13 10, 11, 13, 14, 23 23 
12'  1.69, o/l 12, 13 11, 22, 23 14 
13 71.3, CH 5.61, q (3.2) 12, 12', 14  20 
14 56.5, CH 1.13, m 13 10, 15, 16, 18, 19, 20, 24, 25 10, 12', 20 
15 39.0, C     

16 42.6, CH2 1.76, o/l 16', 17, 17' 14, 18, 24  

16'  0.98, m 16, 17, 17'  9, 10 
17 19.4, CH2 1.77, o/l 16, 16', 18, 18' 16, 18  

17'  1.49, m 
16, 16', 17, 18, 

18' 
  

18 44.9, CH2 1.40, m 17, 17', 18'   

18'  1.24, m 17, 17', 18   

19 34.8, C     

20 33.5, CH3 0.95, s  14, 18, 19, 25 13, 14 

21 15.6, CH3 1.79, s 2 2, 3, 4  

22 205.5, C     

23 19.6, CH3 1.27, s  10, 11, 12, 22 1, 9, 12, 24, 27 

24 18.1, CH3 1.42, s  10, 14, 15, 16 9, 23, 25, 27 

25 23.7, CH3 1.04, s  14, 18, 19, 20 24, 27 
26 172.0, C     

27 21.8, CH3 2.04, s  26 23, 24, 25 
  

O

H

O
H

O

OH

20

19
18

17

16
15

14

24

10

11

12

13

23

22

78
9

6

1

2

3
4

5

21

O

25 26

27

H



21 
 

Figure S22 – 1H NMR spectrum (500 MHz, CD3OD) of 4 
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Figure S23 – 13C NMR spectrum (150 MHz, CD3OD) of 4 (formic acid impurity δC 170.3) 
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Figure S24 – COSY NMR spectrum (500 MHz, CD3OD) of 4 

 

 

 

Figure S25 – HSQC NMR spectrum (500 MHz, CD3OD) of 4 
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Figure S26 – HMBC NMR spectrum (500 MHz, CD3OD) of 4 

 

 

Figure S27 – NOESY NMR spectrum (600 MHz, CD3OD) of 4 
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Figure S28 – HRESIMS analysis of 4 
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Table S5 – NMR data for suberitenone H (5) (500 (1H) and 150 (13C) MHz, CD3OD). 

pos δC, type δH gCOSY gHMBC NOESY 
      

1 66.6, CH 4.46, br t (3.3) 2, 6 2, 3, 5 22', 28 
2 88.6, CH 3.52, t (3.6) 1, 3 1, 3, 4, 6, 21, 28 21, 28 
3 44.6, CH 3.03, m 2, 21 2, 4, 21 5 
4 214.6, C     
5 37.4, CH2 2.65, t (13.7) 5', 6 1, 4, 6, 7 3 
5'  2.23, dd (4.7, 13.8) 5, 6 1, 3, 4, 6 8, 8' 
6 48.3, CH 1.81, o/l 1, 5, 5', 8 5, 7, 8 8', 28 
7 75.1, C     
8 38.7, CH2 1.91, o/l 6, 8', 9, 9' 10, 22 5' 
8'  1.21, o/l 8, 9, 9'  5', 6 
9 18.0, CH2 1.66, td (12.8, 3.4) 8, 8', 9', 10 10, 11, 15  
9'  1.57, m 8, 8', 9, 10 10, 11, 15 16 
10 59.7, CH 0.99, dd (12.3, 2.5) 9, 9'  12', 14, 22' 
11 35.5, C     
12 48.1, CH2 1.88, o/l 12', 13 10, 11, 13, 14, 22, 23  
12'  1.32, m 12, 13  10, 14 
13 72.3, CH 5.48, br q (3.2) 12, 12', 14 11, 15 20 
14 57.7, CH 1.14, br s 13 10, 12, 15, 16, 18, 19, 20, 24, 25 10, 12', 16' 
15 38.3, C     
16 43.0, CH2 1.77 ,o/l 16', 17, 17' 10, 14, 15, 24 9' 
16'  0.92, o/l 16, 17, 17'  14 
17 19.7, CH2 1.77, o/l 16, 16', 17', 18, 18' 15 24, 25 
17'  1.47, m 16, 16', 17, 18, 18'   
18 45.4, CH2 1.37, o/l 17, 17', 18'  20, 25 
18'  1.23, o/l 17, 17', 18   
19 35.0, C     
20 33.3, CH3 0.91, s  14, 18, 19, 25 13, 18 
21 10.4, CH3 1.02, d (6.8) 3 2, 3, 4 2, 28  
22 55.3, CH2 1.81, o/l  7, 8, 10, 11, 23 23 
22  1.15/ o/l   1, 10 
23 23.4, CH3 1.37, s  10, 11, 12, 22 22, 25, 27 
24 17.9, CH3 1.23, s  10, 14, 15, 16 17, 25, 27 

25 23.7, CH3 1.04, s  14, 18, 19, 20 17, 18, 23, 24, 
27 

26 172.3, C     
27 21.8, CH3 2.03, s  26 23, 24, 25 
28 59.1, CH3 3.35, s  2 1, 2, 6, 21 
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Figure S29 – 1H NMR spectrum (500 MHz, CD3OD) of 5 
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Figure S30 – 13C NMR spectrum (150 MHz, CD3OD) of 5 
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Figure S31 – COSY NMR spectrum (500 MHz, CD3OD) of 5 

 

 

Figure S32 – HSQC NMR spectrum (500 MHz, CD3OD) of 5 
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Figure S33 – HMBC NMR spectrum (500 MHz, CD3OD) of 5 

 

 

Figure S34 – NOESY NMR spectrum (600 MHz, CD3OD) of 5 
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Figure S35 – HRESIMS analysis of 5 
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Table S6 – NMR data for suberitenone I (6) (500 (1H) and 150 (13C) MHz, CD3OD). 

pos δC, type δH gCOSY gHMBC NOESY 
      

1 71.0, CH 4.17 br t (2.7) 2, 6 2, 5, 7 5 

2 79.9, CH 4.03, br s 1, 3 1, 4, 6, 8 21 

3 48.1, CH 2.64, m 2, 21   

4 212.8, C     

5 46.7, CH2 2.83, dd (16.2, 5.2) 5', 6 1, 4, 6, 7 1 

5'  2.30, dd (16.2, 2.5) 5', 6 1, 4 8 

6 45.5, CH 2.68, m 1, 5, 5'  22 

7 132.0, C     

8 70.8, CH 3.79, dd (9.4, 6.6) 9, 9' 7, 9, 22 5', 10, 21 

9a 26.0, CH2 1.90, o/l 8, 9' 7, 8, 10, 11, 15 16 

9'  1.67, td (12.4, 9.5) 8, 9,10 8, 10, 11 23 

10 55.1, CH 1.13, o/l 9' 8, 9, 11, 12, 14, 15, 16, 22, 23, 24 8, 12', 22 

11 37.1, C     

12 44.3, CH2 1.88, o/l 12', 13 10, 11, 13, 14 22, 23 

12'  1.41, dd (14.6, 3.7) 12, 13 11, 22 10, 14, 22 

13 72.1, CH 5.49, q (3.1) 12, 12', 14  20 

14 57.7, CH 1.12, o/l 13 10, 12, 15, 16, 19, 24 12', 16', 20 

15 38.0, C     

16 42.6, CH2 1.74, o/l 16', 17, 17' 14, 18 9 

16'  0.85, td (13.1, 3.9) 16, 17, 17' 10, 15, 17, 24 14 

17 19.5, CH2 1.78, o/l 16, 16', 17', 18, 18'   

17'  1.49, m 16, 16', 17, 18, 18'   

18 45.3, CH2 1.36, m 17, 17', 18'  20, 25 

18'  1.23, o/l 17, 17', 18'   

19 35.0, C  17, 17', 18   

20 33.1, CH3 0.91, s  14, 18, 19, 24 13, 14, 18 

21 11.6, CH3 1.19, d (6.8)  2, 3, 4 2, 8 

22 140.9, CH 5.24, s  6, 8, 10, 11, 12, 23 10, 23, 12, 12', 6 

23 23.7, CH3 1.26, s  10, 11, 12, 22 9', 12, 22, 25, 27 

24 18.1, CH3 1.24, s  10, 14, 15, 16 25, 27 

25 23.5, CH3 1.03, s  14, 18, 19, 20 18, 23, 24, 27 

26 172.1, C     

27 21.8, CH3 2.04, s  26 23, 24, 25 
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Table S7 – Assigned NMR data for compound 7 (500 (1H) and 150 (13C) MHz, CD3OD) using 

correlations observed when acquiring data on 6. 

pos δC, type δH gHMBC NOESY 
     

1 64.4, CH 4.38, br t (4.3)   

2 145.4, CH 6.84, dd (5.6, 1.3) 4, 6, 21  

3 137.1, C    

4 202.7, C    

5 37.6, CH2 2.72, dd (16.3, 13.7)   

5'  2.21, dd (16.2, 3.6)   

6 40.5, CH 3.14, m   

7 135.9, C    

8 70.3, CH 4.30, m 7, 22 10 
9a 29.4, CH2 2.11, dd (12.5, 7.8) 7  

9'  1.59, o/l   

10 54.5, CH 1.37, o/l  8 
11 36.7, C    

12 44.8, CH2 1.89, o/l   

12'  1.48, o/l   

13 72.2, CH 5.50, q (2.3)   

21 15.6, CH3 1.78, s 2,3,4  

22 140.1, CH3 5.11, s 6, 8, 10, 11, 12  
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Figure S36 – 1H NMR spectrum (600 MHz, CD3OD) of 6 
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Figure S37 – 13C NMR spectrum (150 MHz, CD3OD) of 6 
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Figure S38 – 1H NMR spectrum (600 MHz, CD3OD) of 7 
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Figure S39 – COSY NMR spectrum (500 MHz, CD3OD) of 6 
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Figure S40 – HSQC NMR spectrum (500 MHz, CD3OD) of 6 (extra signals due to conversion to 7 
during acquisition). 
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Figure S41 – HMBC NMR spectrum (500 MHz, CD3OD) of 6 (extra signals due to conversion to 7 
during acquisition). 
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Figure S42 – NOESY NMR spectrum (600 MHz, CD3OD) of 6 (extra signals due to conversion to 7 
during acquisition). 
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Figure S43 – HRESIMS analysis of 6 

 

 

 

  



40 
 

Figure S44 – Chromatogram of C18 HPLC separation of 6 and 7 at 210 nm and their UV/Vis spectra. 
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Table S8 – NMR data for secosuberitenone A (8) (600 (1H) and 150 (13C) MHz, CDCl3). 

pos δC, type δH gCOSY gHMBC NOESY 
      

1 63.6, CH 4.31, br t 2, 6, 21 2, 3, 5 2, 6, 22’ 
2 141.7, CH 6.78, br d (4.4) 1, 21 1, 4, 6, 21 1, 8’ 
3 137.6, C     
4 200.0 C     
5 37.3, CH2 2.84, m 5’, 6 1, 4, 6 8, 22’ 
5’  2.36, o/l 5, 6 1, 3, 4, 6 8’ 
6 45.5, CH 2.75, m 1, 5, 5’, 22 1, 4 1, 8’ 
7 148.8, C     
8 34.2, CH2 2.35, o/l 8’, 9 7, 9, 10, 22  
8’  1.86 o/l 8, 9, 9’ 6, 7, 9, 22 2, 6, 12 
9 22.5, CH2 1.76, o/l 8, 8’, 9’ 7, 8, 10, 11 17’, 22 
9’  1.52, o/l 8, 8’, 9, 10 7, 8, 10, 11 22 
10 57.5, CH 1.68, m 9’, 23, 23’ 8, 11, 12, 15, 16, 24 14 
11 144.4, C     
12 47.8, CH2 2.34, o/l 13, 23, 23’ 11, 13, 23 8’, 13, 22 
13 69.5, CH 4.38, br t 12, 14  12, 14, 16’, 20 

14 57.6, CH 1.08, o/l 13 
13, 15, 19, 20, 24, 

25 
10, 13, 20 

15 41.2, C     

16 42.2, CH2 1.78, o/l 
16’, 17, 17’, 

18  16’, 25 

16’  1.07, o/l 16, 17, 17’  13, 16 
17 19.7, CH2 1.64, m 16, 16’, 18    

17’  1.50, m 
16, 16’, 17, 

18’ 
  

18 44.0, CH2 1.39, m 
16, 17, 17’, 

18’  18’, 20 

18’  1.19, m 17’, 18 17, 25 18 
19 34.6, C     
20 33.8, CH3 1.01, s 25 14, 15, 17, 19, 25 13, 14, 16, 18 
21 15.8, CH3 1.84, s 1, 2 1, 2, 3, 4  
22 112.4, CH2 5.16, s 22’ 1, 6, 7, 8 9, 9’, 22’ 
22’  4.92, s 6, 22 1, 6, 7, 8 1, 5, 22, 23, 23’ 
23 110.4, CH2 5.03, s 10, 12, 23’ 10, 11, 12 22’, 23’ 
23’  4.77, s 10, 12, 23 10, 11, 12 22’, 23 
24 17.3, CH3 1.00, s  10, 14, 15, 16 25 
25 23.8, CH3 1.22, s 20 14, 18, 19, 20 24 
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Figure S45 – 1H NMR spectrum (600 MHz, CDCl3) of 8 
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Figure S46 – 13C NMR spectrum (125 MHz, CDCl3) of 8 
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Figure S47 – COSY NMR spectrum (600 MHz, CDCl3) of 8 

 

 

Figure S48 – HSQC NMR spectrum (600 MHz, CDCl3) of 8 
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Figure S49 – HMBC NMR spectrum (600 MHz, CDCl3) of 8 

 

 

Figure S50 – NOESY NMR spectrum (600 MHz, CDCl3) of 8 
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Figure S51 – HRESIMS analysis of 6 
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Table S9 – NMR data for norsuberitenone A (8) (500 (1H) and 125 (13C) MHz, CD3OD). 

pos δC, type δH gCOSY gHMBC NOESY 
      

1 61.0, CH2 2.21, d (13.1) 1', 16 2, 5, 6, 7, 16 5, 7' 
1'  1.90, dd (13.1, 2.4) 1, 3' 2, 3, 5, 6, 7, 16 16 
2 215.1, C     

3 42.4, CH2 2.37, m 3', 4 2, 4 5 
3'  2.33, m 1', 3, 4' 2, 5  

4 23.3, CH2 2.05, m 3, 4', 5 2, 3, 6  

4'  1.78, o/l 3', 4, 5 3, 5, 6  

5 58.1, CH 1.56, dd (12.7, 3.0) 4, 4' 1, 4, 6, 10, 16, 17 1, 3, 9 
6 39.5, C     

7 51.2, CH2 1.76, o/l 7', 8 6, 8, 9, 16  

7'  1.52, dd (14.1, 3.3) 7, 8, 16 1, 6, 16 1 
8 68.6, CH 4.44, q (2.5) 7, 7', 9  15 
9 58.7, CH 1.02, br d (2.1) 8 8, 10, 13, 14, 15, 17 5 
10 38.6, C     

11 43.6, CH2 1.75, o/l 11', 12, 12' 9  

11'  1.03, o/l 11, 12, 12'   

12 19.8, CH2 1.78, o/l 11, 11', 12', 13, 13'  17, 18 
12'  1.45, m 11, 11', 12, 13, 13'   

13 45.4, CH2 1.35, m 12, 12', 13'  15 
13'  1.24, m 12, 12', 13   

14 35.2, C     

15 33.8, CH3 0.98, s  9, 13, 14, 18 8, 13, 18 

16 22.2, CH3 1.16, s 1, 7' 1, 5, 6, 7 1' 

17 17.7, CH3 1.25, s  5, 9, 10, 11 12 

18 24.1, CH3 1.23, s  9, 13, 14, 15 12, 15 
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Figure S52 – 1H NMR spectrum (500 MHz, CD3OD) of 8 
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Figure S53 – 13C NMR spectrum (150 MHz, CD3OD) of 9 (formic acid impurity δC 170.3) 
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Figure S54 – COSY NMR spectrum (500 MHz, CD3OD) of 9 

 

 

Figure S55 – HSQC NMR spectrum (500 MHz, CD3OD) of 9 
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Figure S56 – HMBC NMR spectrum (500 MHz, CD3OD) of 9 
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Figure S57 – NOESY NMR spectrum (600 MHz, CD3OD) of 9 
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Figure S58 – HRESIMS analysis of 9 
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Table S10 – Crystal data and structure refinement for neosuberitenone A (1) 

Empirical formula C27H40O4 

Formula weight 428.59 

Temperature/K 100.00 

Crystal system monoclinic 

Space group C2 

a/Å 24.7343(6) 

b/Å 6.27570(10) 

c/Å 18.2166(4) 

α/° 90 

β/° 125.2637(7) 

γ/° 90 

Volume/Å3 2308.80(9) 

Z 4 

ρcalcg/cm3 1.233 

μ/mm-1 0.636 

F(000) 936.0 

Crystal size/mm3 0.58 × 0.21 × 0.17 

Radiation CuKα (λ = 1.54178) 

2Θ range for data collection/° 5.942 to 159.866 

Index ranges -31 ≤ h ≤ 31, -7 ≤ k ≤ 7, -22 ≤ l ≤ 22 

Reflections collected 21421 

Independent reflections 4852 [Rint = 0.0409, Rsigma = 0.0334] 

Data/restraints/parameters 4852/1/290 

Goodness-of-fit on F2 1.058 

Final R indexes [I>=2σ (I)] R1 = 0.0330, wR2 = 0.0879 

Final R indexes [all data] R1 = 0.0332, wR2 = 0.0881 

Largest diff. peak/hole / e Å-3 0.24/-0.20 

Flack parameter 0.06(6) 
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Table S11 – Crystal data and structure refinement for suberitenone E (2) 

Empirical formula C27H40O5 

Formula weight 444.59 

Temperature/K 298.00 

Crystal system monoclinic 

Space group P21 

a/Å 6.7821(2) 

b/Å 8.9780(3) 

c/Å 20.5457(6) 

α/° 90 

β/° 95.5970(10) 

γ/° 90 

Volume/Å3 1245.06(7) 

Z 2 

ρcalcg/cm3 1.186 

μ/mm-1 0.638 

F(000) 484.0 

Crystal size/mm3 0.4 × 0.16 × 0.07 

Radiation CuKα (λ = 1.54178) 

2Θ range for data collection/° 8.648 to 158.82 

Index ranges -8 ≤ h ≤ 8, -9 ≤ k ≤ 10, -26 ≤ l ≤ 25 

Reflections collected 28530 

Independent reflections 5185 [Rint = 0.0572, Rsigma = 0.0426] 

Data/restraints/parameters 5185/2/299 

Goodness-of-fit on F2 1.079 

Final R indexes [I>=2σ (I)] R1 = 0.0465, wR2 = 0.1281 

Final R indexes [all data] R1 = 0.0504, wR2 = 0.1325 

Largest diff. peak/hole / e Å-3 0.20/-0.20 

Flack parameter 0.04(11) 
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Figure.S59. Ellipsoid plot of neosuberitenone A (1). Anisotropic displacement parameters were 

drawn at 50% probability level.  

 

 

 

Figure.S60. Ellipsoid plot of suberitenone E (2). Anisotropic displacement parameters were drawn 

at 50% probability level.  
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Figure S61. Antiviral activity and cytotoxicity of selected compounds. A549 Cells were infected with 
rA2-Rluc for 1h (a) or left uninfected (b) then treated in triplicate with serially diluted purified 
compounds. 24h post-infection, antiviral activity was determined by Renilla luciferase assay (a) and 
cytotoxicity was measured by MTT assay (b). Values are normalized to DMSO-treated cells. Shown are 
means ± SEM.  

Table S12. IC50 values of isolated compounds against RSV. 

 

Compound   EC50 (µM) 

Neosuberitenone A (1)  >50 
Suberitenone E (2)  20.5 
Suberitenone F (3)  9.8 
Suberitenone G (4)  11.0 
Suberitenone H (5)  10.9 
Suberitenone A (9)  7.9 
Suberitenone B (10)  3.5 

 


