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Table S1: The optimal range of drug-likeness parameters followed by 95% of approved 

drugs [1] 

Molecular 

descriptor 

Molecular 

weight 
cLogP n HBA n HBD 

n rotable 

bounds 

Optimum 

range 
130 to 725 -2.0 to 6.5 2 to 20 0 to 6 0 to 15 

cLogP: the calculated octanol/water partition coefficient; HBA: Hydrogen bond 

acceptor; HBD: Hydrogen bond donor 

 

 

Figure S1: 2D visualization of binding postures of E4 inhibitor with MYOF 



 

1H-NMR spectrum of A1. 

 

 

13C NMR spectrum of A1. 

 



HR MS spectrum of A1. 

 

HPLC spectrum of A1. 

 

 

1H-NMR spectrum of A2.  



 

 

13C NMR spectrum of A2. 

 

 

HR MS spectrum of A2. 



 

 

HPLC spectrum of A2. 



 

 

1H-NMR spectrum of A3. 

 



 

13C NMR spectrum of A3. 

 

 

HR MS spectrum of A3. 

 

HPLC spectrum of A3. 

 



 

1H-NMR spectrum of A4. 

 
13C NMR spectrum of A4. 



 

HR MS spectrum of A4. 

 

HPLC spectrum of A4. 



 

 

1H-NMR spectrum of A5. 



 

13C NMR spectrum of A5. 

 

HR MS spectrum of A5. 



 

HPLC spectrum of A5. 

 

1H-NMR spectrum of A6. 



 

13C NMR spectrum of A6. 

 



HR MS spectrum of A6. 

 

HPLC spectrum of A6. 

 

 



1H-NMR spectrum of D1. 

 

13C NMR spectrum of D1. 

 

HR MS spectrum of D1. 



 

HPLC spectrum of D1. 

 

 

1H-NMR spectrum of E2. 



 

 

13C NMR spectrum of E2. 

 

HR MS spectrum of E2. 



 

HPLC spectrum of E2. 

 

 

1H-NMR spectrum of E4. 



 

13C NMR spectrum of E4. 

 

HR MS spectrum of E4. 



 

HPLC spectrum of E4. 
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