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Table s1. Calculated Data of Lipinski’s Rule of Five 

entry cmpda) R 14-isomer MW H-bond donors H-bond acceptors ClogPb)

1 10a H β 466.6 0 5 6.5108 

2 12a H β 426.5 2 5 4.4698 

3 10b 4’-NO2 β 511.6 0 8 6.5538 

4 12b 4’-NO2 β 471.5 2 8 4.5128 

5 10c 3’-NO2 β 511.6 0 8 6.5538 

6 12c 3’-NO2 β 471.5 2 8 4.5128 

7 10d 2’-NO2 β 511.6 0 8 6.5538 

8 12d 2’-NO2 β 471.5 2 8 4.5128 

9 10e 2’-CO2Et β 538.7 0 7 7.0238 

10 12e 2’-CO2Et β 498.6 2 7 4.9828 

11 10f 2’-OCH3 β 496.6 0 6 6.2498 

12 12f 2’-OCH3 β 456.6 2 6 4.2088 

13 10g 2’-OCH3-4’-NO2 β 541.6 0 9 6.2723 

14 12g 2’-OCH3-4’-NO2 β 501.6 2 9 4.2313 

15 10h 2’-CH3-4’-NO2 β 525.6 0 8 7.0528 

16 12h 2’-CH3-4’-NO2 β 485.6 2 8 5.0118 

17 10i 2’-F-4’-NO2 β 529.6 0 9 6.5458 

18 12i 2’-F-4’-NO2 β 489.5 2 9 4.5048 

19 11b 4’-NO2 α 511.6 0 8 6.5538 

20 13b 4’-NO2 α 471.5 2 8 4.5128 

21 11g 2’-OCH3-4’-NO2 α 541.6 0 9 6.2723 

22 13g 2’-OCH3-4’-NO2 α 501.6 2 9 4.2313 

23 1, andrographolide α 350.4 3 5 2.1186 

24 5 α 390.5 1 5 4.1598 

25 6 β 432.5 0 6 5.0182 

26 7 β 392.5 2 6 2.9772 

27 8 β 350.4 3 5 2.1186 

28 9 β 390.5 1 5 4.1598 

a) See Scheme 2. b) calculated by Chem3D Ultra 8.0. 
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NMR spectra 

1H NMR of Compound 6: 

 

 

13C NMR of Compound 6: 
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1H NMR of Compound 7: 

 

 

13C NMR of Compound 7: 
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1H NMR of Compound 8: 

 

 

13C NMR of Compound 8: 
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1H NMR of Compound 9: 

 
 

13C NMR of Compound 9: 
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1H NMR of Compound 10a: 

 
 
13C NMR of Compound 10a: 
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1H NMR of Compound 10b: 

 
 
13C NMR of Compound 10b: 
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1H NMR of Compound 10c: 

 
 
13C NMR of Compound 10c: 

 

 

 



s10 / s28 
 

1H NMR of Compound 10d: 

 
 
13C NMR of Compound 10d: 
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1H NMR of Compound 10e: 

 
 
13C NMR of Compound 10e: 
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1H NMR of Compound 10f: 

 
 
13C NMR of Compound 10f: 
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1H NMR of Compound 10g: 

 
 
13C NMR of Compound 10g: 
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1H NMR of Compound 10h: 

 
 
13C NMR of Compound 10h: 
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1H NMR of Compound 10i: 

 
 
13C NMR of Compound 10i: 

 

 

 



s16 / s28 
 

1H NMR of Compound 11b: 

 
 
13C NMR of Compound 11b: 
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1H NMR of Compound 11g: 

 
 
13C NMR of Compound 11g: 
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1H NMR of Compound 12a: 

 
 
13C NMR of Compound 12a: 
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1H NMR of Compound 12b: 

 
 
13C NMR of Compound 12b: 
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1H NMR of Compound 12c: 

 
 
13C NMR of Compound 12c: 
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1H NMR of Compound 12d: 

 
 
13C NMR of Compound 12d: 
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1H NMR of Compound 12e: 

 
 
13C NMR of Compound 12e: 
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1H NMR of Compound 12f: 

 
 
13C NMR of Compound 12f: 
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1H NMR of Compound 12g: 

 
 
13C NMR of Compound 12g: 
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1H NMR of Compound 12h: 

 
 
13C NMR of Compound 12h: 
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1H NMR of Compound 12i: 

 
 
13C NMR of Compound 12i: 
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1H NMR of Compound 13b: 

 
 
13C NMR of Compound 13b: 
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1H NMR of Compound 13g: 

 
 
13C NMR of Compound 13g: 

 

 


