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Figure S1.  The 1H NMR spectrum of secoemestrin C (1) (400MHz, CDCl3) 
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Figure S2.  The 13C NMR spectrum of secoemestrin C (1) (100MHz, CDCl3) 
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Figure S3.  The 1H NMR spectrum of dethiosecoemestrin (2) (400MHz, CDCl3)
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Figure S4.  The 13C NMR spectrum of dethiosecoemestrin (2) (100MHz, CDCl3)
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Figure S5.  The 1H NMR spectrum of emestrin (3) (800MHz, DMSO-d6) 
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Figure S6.  The 13C NMR spectrum of emestrin (3) (200MHz, DMSO-d6) 
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Figure S7.  The 1H NMR spectrum of emestrin B (4) (600MHz, CDCl3) 
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Figure S8.  The 13C NMR spectrum of emestrin B (4) (150MHz, CDCl3) 
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Table S1.  The Deviations with literature of 13C NMR Chemical shifts 1-4 

 

 
 

 secoemestrin C (1) dethiosecoemestrin emestrin (3) emestrin B (4) 

No. Ref.1 1 Dev Ref.2 2 Dev Ref.3 3 Dev Ref.4 4 Dev

1 166.7 167.3 -0.6 155.9 155.9 0 164.3 164.4 -0.1 165.7 165.7 0 

2-NMe 32.3 32.6 -0.3 27.3 27.6 -0.3 27.3 27.4 -0.1 29.0 29.0 0 

3 68.6 67.7 0.9 157.5 157.7 -0.2 75.6 75.7 -0.1 83.3 83.4 -0.1 

4 164.3 163.8 0.5 149.2 149.2 0 160.6 160.3 0.3 165.4 165.4 0 

5a 60.2 60.2 0 63.8 63.8 0 59.9 60.0 -0.1 59.2 59.2 0 

6 72.7 72 0.7 69.4 69.6 -0.2 72.9 72.9 0 74.9 74.5 0.4 

7 108.5 107.7 0.8 107.8 107.9 -0.1 107.2 107.3 -0.1 110.0 110.0 0 

8 140.0 139.4 0.6 140.2 140.2 0 137.2 137.2 0 139.2 139.2 0 

10 142.3 143.1 -0.8 141.2 141.5 -0.3 141.7 141.7 0 143.2 143.2 0 

10a 113.2 110.3 2.9 118.9 118.9 0 112.4 112.5 -0.1 108.5 108.6 -0.1 

11 78.6 78.2 0.4 122.2 122.1 0.1 74.8 74.8 0 76.8 76.8 0 

11a 81.1 80.1 1.0 131.2 130.9 0.3 81.0 81.1 -0.1 78.1 78.2 -0.1 

1′ 123.8 124.2 -0.4 122.2 122.7 -0.5 122.2 122.2 0 122.8 122.8 0 

2′ 122.9 123.2 -0.3 122.2 122.1 0.1 123.9 123.9 0 130.5 130.5 0 

3′ 145.4 144.3 1.1 144.3 144.4 -0.1 143.4 143.4 0 146.6 146.6 0 

4′ 156.2 155.4 0.8 155.2 155.2 0 148.9 149.3 -0.4 149.9 149.9 0 

4′-OMe 56.7 56.4 0.3 56.2 56.3 -0.1 55.8 55.9 -0.1 56.7 56.6 0.1 

5’ 113.2 112.2 1.0 112.2 112.2 0 115.4 115.5 -0.1 112.1 112.1 0 

6′ 129.0 129.5 -0.5 128.6 128.7 -0.1 124.9 125.0 -0.1 127.8 127.8 0 

7′ 165.8 165.3 0.5 165.2 165.5 -0.3 164.4 164.4 0 168.3 168.3 0 

1′′ 146.5 145.9 0.6 145.1 144.9 0.2 145.3 145.4 -0.1 147.4 147.4 0 

2′′ 154.6 153.5 1.1 153.3 153.5 -0.2 153.3 153.3 0 154.7 154.7 0 

3′′ 117.7 116.3 1.4 117.2 117.4 -0.2 112.3 112.4 -0.1 114.6 114.6 0 

4′′ 128.5 129.2 -0.7 127.6 127.9 -0.3 122.7 122.8 -0.1 126.9 126.9 0 

5′′ 130.8 130.1 0.7 130.1 130.2 -0.1 127.1 127.0 0.1 127.2 127.2 0 

6′′ 118.5 118.1 0.4 118.7 118.8 -0.1 120.4 120.3 0.1 123.4 123.4 0 

7′′ 190.9 190.9 0 190.5 190.9 -0.4 74.8 74.8 0 79.9 80.0 -0.1 
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