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Table S1 Calculated ADMET properties 
Comp aPercentHumanOral 

Absorption (>80% high, 
<25% poor) 

aQPPCaco nms-1 

(<25 poor, >500 great) 
aQPlogKhsa 
(-1.5to1.5) 

aQPlogHERG 
(concern below -5) 

QPlogS 
(-6.5- 0.5) 

aPSA 
(7.0 –200.0) 

a#rotor 
(0 – 15) 

7f 100 2221.844 0.41 -4.787 -4.404 70.87 8 

8f 100 1817.817 0.724 -5.952 -5.915 72.149 9 

9f 100 1969.832 0.664 -5.588 -5.533 71.359 10 

7g 100 2112.808 0.446 -4.412 -4.393 79.057 9 

8g 100 1789.957 0.729 -6.623 -6.712 81.341 10 

7c 100 1818.338 0.384 -5.073 -4.54 64.55 7 

8d 100 1668.06 0.733 -5.864 -6.156 64.711 8 

9d 91.94 2002.043 0.738 -5.264 -5.677 64.237 9 

7b 100 2136.519 0.524 -5.668 -5.509 63.817 7 

9b 100 1862.826 0.765 -6.032 -6.202 64.79 9 

Pyr 84.346 412.287 -0.243 -4.318 -2.978 73.731 4 

Cyg 68.814 111.854 -0.306 -4.578 -1.596 76.262 2 
 

a

  

 Calculated using QikProp v 3.5. Range/recommended values calculated for 95% known drugs.  
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Characterization of Compounds 7a-7g, 8a-8g, 9a-9g 

1H NMR of compound 7a 

 

  



1H NMR of compound 7b 

 



1H NMR of compound 7c 

 

  



13C NMR of compound 7c 

 

  



1H NMR of compound 7d 

 

  



13C NMR of Compound 7d 

 

  



1H NMR of Compound 7e 

 

  



13C NMR of Compound 7e 

 

  



1H NMR of Compound 7f 

 

  



Mass data of Compound 7f 

 

  



1H NMR of Compound 7g

 

  



1H NMR of Compound 8a 

 

  



13C NMR of Compound 8a 

 

  



Mass data of Compound 8a 

 



1H NMR of Compound 8b 

 

  



13C NMR of Compound 8b 

 

  



1H NMR of Compound 8c 

 

  



13C NMR of Compound 8c 

 

  



1H NMR of Compound 8d 

 

  



13C NMR of Compound 8d 

 

  



Mass data of Compound 8d 

 

  



1H NMR of Compound 8e 

 

  



13C NMR of Compound 8e 

 

  



1H NMR of Compound 8f 

 

  



13C NMR of Compound 8f 

 

  



1H NMR of Compound 8g 

 

  



1H NMR of Compound 9a 

 

  



13C NMR of Compound 9a 

 

  



1H NMR of Compound 9b 

 

  



1H NMR of Compound 9c 

 

  



13C NMR of Compound 9c 

 

  



Mass data of Compound 9c 

 



1H NMR of Compound 9d 

 

  



13C NMR of Compound 9d 

 

  



1H NMR of Compound 9e 

 

  



13C NMR of Compound 9e 

 

  



Mass data of Compound 9e 

 

  



1H NMR of Compound 9f 

 

  



1H NMR of Compound 9g 

 

  



13C NMR of Compound 9g 

 

  



Mass data of Compound 9g 

 


