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Figure S1: The separation scheme of KIB H017c 
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Figure S2: The structure of SF2738A
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Figure S3: HRESI-MS spectrum of compound 1 
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Figure S4: 1H NMR spectrum of compound 1 (in DMSO-d6, 600 MHz) 

 
1H NMR (DMSO-d6, 600 MHz), δ: 2.33 (3H, s, 5-SCH3), 4.05 (3H, s, 4-OCH3), 7.48 (1H, ddd, J = 

7.2, 4.8, 1.2 Hz), 7.57 (1H,s, 7-NH), 7.94 (1H, m, 7-NH), 7.96 (1H, (1H, td, J = 7.8, 1.2 Hz, H-4'), 

8.02 (1H, s, H-3), 8.39 (1H, d, J = 7.8 Hz, H-3'), 8.70 (1H, d, J = 4.2 Hz, H-6'). 
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Figure S5: 1H NMR spectrum of compound 1 (From 7.40 to 8.75 ppm) 
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Figure S6: 13C NMR spectrum of compound 1 (in DMSO-d6, 150 MHz) 

 
13C NMR (DMSO-d6, 150 MHz), δ 168.9 (C-6), 166.7 (C-4), 158.2 (C-5), 155.5 (C-2), 154.4 (C-2), 

149.3 (CH-6), 137.5 (CH-4), 124.8 (CH-5), 121.1 (CH-3), 118.5 (C-5), 103.4 (CH-3), 56.4 (C-[4- 

OCH3]), 17.6 (C-[5-SCH3]). 
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Figure S7: 13C NMR spectrum of compound 1 (From 100 to 170 ppm) 
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Figure S8: H-H COSY spectrum of compound 1 (in DMSO-d6) 



9 

© 2019 ACG Publications. All rights reserved. 

     

 

Figure S9: H-H COSY spectrum of compound 1 (From 7.20 to 9.00 ppm） 
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Figure S10: HSQC spectrum of compound 1 (in DMSO-d6) 
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Figure S11: HMBC spectrum of compound 1 (in DMSO-d6) 
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Figure S12: HMBC spectrum of compound 1 (1H NMR from 7.20 to 9.00 ppm, 13C NMR from 100 to 

180 ppm) 
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Figure S13: 1H NMR spectrum of compound 2 containing impurities (in CDCl3, 600 MHz) 
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Figure S14: 13C NMR spectrum of compound 2 containing impurities (in CDCl3, 600 MHz) 
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Figure S15: 1H NMR spectrum of compound 3 (in DMSO-d6, 600 MHz) 
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Figure S16: 13C NMR spectrum of compound 3 (in DMSO-d6, 600 MHz) 
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Figure S17: 1H NMR spectrum of compound 3 (in CDCl3, 600 MHz) 
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Figure S18: 1H NMR spectrum of compound 4 (in DMSO-d6, 600 MHz) 
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Figure S19: 13C NMR spectrum of compound 4 (in DMSO-d6, 600 MHz) 
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Figure S20: 13C NMR spectrum of compound 4 (in CDCl3, 600 MHz) 
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Table S1: Comparisons of the NMR data for Pyrisulfoxin B (2) between this paper and the literature. 
 

Position 

δH (ppm, J in Hz, in CDCl3) δc (ppm, in CDCl3) 

this paper literature this paper literature 
2   161.2 (C) 161.2 (C) 

3 8.31 (1H, s) 8.29 (1H,s) 106.6 (CH) 106.6 (CH) 

4   164.6 (C) 164.7 (C) 
4-OCH3 4.17 (3H, s) 4.15 (3H, s) 57.0 (CH3) 57.0 (CH3) 

5   131.8 (C) 131.9 (C) 
(5-SOCH3) 3.11 (3H, s) 3.09 (3H, s) 39.9 (CH3) 39.9 (CH3) 

6   137.4 (C) 137.4 (C) 

7   114.5 (C) 114.5 (C) 

2'   152.8 (C) 152.9 (C) 

3' 
8.52 (1H, d, J = 7.8 Hz) 8.51 (1H, ddd, J = 8.0, 

1.0, 1.0 Hz) 
122.2 (CH) 122.2 (CH) 

4' 
7.88 (1H, t, J = 7.2 Hz) 7.87 (1H, ddd, J = 8.0, 

7.5, 1.8 Hz) 
137.4 (CH) 137.4 (CH) 

5' 
7.42 (1H, dd, J = 6.6, 5.4 Hz) 7.40 (1H, ddd, J = 7.5, 

4.9, 1.1 Hz) 
125.6 (CH) 125.5 (CH) 

6' 
8.68 (1H, d, J = 4.2 Hz) 8.67 (1H, ddd, J = 4.8, 

1.8, 1.0 Hz) 
149.2 (CH) 149.2 (CH) 
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Table S2: Comparisons of the NMR data for SF2738D (3) between this paper and the 

literature 
 

Position 
δH (ppm, J in 

Hz) 

δc (ppm, CDCl3) 

this paper literature 
(in CDCl3) 

this paper (in  

DMSO-d6) 

literature 
(in CDCl3) (in DMSO-d6) (in CDCl3) 

2    157.9 (C) 
158.5 (C) 

3 
8.16 (1H, s) 8.18 (1H, s) 8.20 (1H,s) 

106.3 (CH) 
105.7 (CH) 

4    167.1 (C) 
167.0 (C) 

4-OCH3 4.09 (3H, s) 4.14 (3H, s) 4.15 (3H, s) 
57.0 (CH3) 

56.6 

5    127.1 (C) 
127.3 (C) 

(5-SCH3) 2.50 (3H, s) 2.54 (3H, s) 2.55 (3H, s) 
17.4 (CH3) 

17.9 

6    137.9 (C) 
137.6 (C) 

7    116.6 (C) 
116.5 (C) 

2'    153.0 (C) 
153.8 (C) 

3' 8.31 (1H, d, J = 

7.8 Hz) 

8.46 (1H, d, J 

= 7.8 Hz) 
8.48 (1H, ddd, J 

= 8.0, 1.0, 1.0 

Hz) 

 
121.2 (CH) 

 

121.7 (CH) 

4' 7.98 (1H, td, J = 

7.8 , 1.8 Hz) 

7.86 (1H, td, J 

= 7.8, 0.6 Hz) 
7.86 (1H, ddd, J 

= 8.0, 7.4, 1.8 

Hz) 

 
136.2 (CH) 

 

137.2 (CH) 

5' 7.53 (1H, ddd, J = 

7.8, 4.8, 1.2 Hz) 

7.38 (1H, dd, J 

= 6.6, 4.8 Hz) 
7.38 (1H, ddd, J 

= 7.5, 4.9, 1.0 

Hz) 

 
125.5 (CH) 

 

124.8 (CH) 

6' 8.72 (1H, ddd, J = 

4.8, 1.8, 1.2 Hz) 

8.67 (1H, d, J 

= 4.8 Hz) 
8.67 (1H, ddd, J 

= 4.8, 1.8, 1.0 

Hz) 

 
149.6 (CH) 

 

149.1 (CH) 
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Table S3: Comparisons of the NMR data for SF2738F (4) between this paper and the literature. 
 

Position 
δH (ppm, J in Hz) δc (ppm, CDCl3) 

this paper 

(in DMSO-d6) 

literature 
(in CDCl3) 

                    this paper literature 
(in CDCl3) (in DMSO-d6) (in CDCl3) 

2   158.7 (C) 159.1 (C) 158.9 (C) 

3 
8.15 (1H, s) 8.10 (1H, s) 

100.0 (CH) 99.8 (CH) 99.7 (CH) 

4   160.2 (C) 160.6 (C) 160.4 (C) 

4-OCH3 4.19 (3H, s) 
4.20 (3H, s) 

56.8 (CH3) 56.4 (CH3) 56.2 (CH3) 

5   135.3 (C) 136.3 (C) 136.1 (C) 

6   153.9 (C) 154.3 (C) 154.2 (C) 

7 
9.35 (1H, s) 9.13 (1H, s) 

157.1 (CH) 156.4 (CH) 156.2 (CH) 

2'   154.6 (C) 155.7 (C) 155.6 (C) 

3' 8.50 (1H, d, J = 

8.4 Hz) 
8.56 (1H, ddd, J = 

8.0, 1.0, 1.0 Hz) 

 
121.2 (CH) 

121.7 (CH) 121.6 (CH) 

4' 8.02 (1H, td, J 

= 7.8, 1.8 Hz) 
7.88 (1H, ddd, J = 

8.0, 7.4, 1.8 Hz) 

 
137.8 (CH) 

137.3 (CH) 137.1 (CH) 

5' 7.56 (1H, ddd, J = 

7.8, 4.8, 1.2 Hz) 
7.38 (1H, ddd, J = 

7.4, 4.9, 1.0 Hz) 

 
125.2 (CH) 

124.5 (CH) 124.3 (CH) 

6' 8.75 (1H, d, J = 

4.2 Hz) 
8.56 (1H, ddd, J = 

4.9, 1.8, 1.0 Hz) 

 
149.4 (CH) 

149.2 (CH) 149.0 (CH) 
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