
Selecting criteria_DTI: 
- Homo sapiens 
- Single protein 
- IC50 

Exclude DTI contains: 
- Drugs without "Smiles"  
- Drugs with <100 interactions 

Positive DTI Negative DTI 

Selecting criteria positive 
interactions: 
-  With "pChEMBL Value" 
-  "Active-interaction" 

Ecxclude data validity interaction: 
-   "Potential author error" 
- "Potential transcription error" 

Selecting criteria negative 
interactions: 
-  "Not Active-interaction" 
-  "Inactive-interaction" 

Ecxclude data validity interaction: 
-   "Outside typical range" 

Details of selected DTI: 
o Num of gene:  556 
o Num of drug:  548 
o Num of DTI :  4310  

- Num of negative DTI (inactive):  2057  
- Num of positive DTI (active, pChEMBL value >= 5.5):  1721 
- Num of neutral DTI (active, pChEMBL value < 5.5):  532 
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