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Table S1:  Failed ligands
a
 

 2V0M  2J0D  2J0D HOH 

 

 3NXU 

 

 3NXU HOH 

 

 IFD GOLD  IFD GOLD  IFD GOLD  IFD GOLD  IFD GOLD 

Alfentanil  X   X  X X  X X  X X 

Alprazolam       X   X     

Amiodarone             X  

Amitriptyline  X     X      X X 

Almotriptan           X   X 

Amlodipine X   X   X    X  X X 

Aprepitant X   X X  X X  X X  X X 

Aripiprazole       X        

Asenapine  X   X          

Atazanavir     X        X  

Atorvastatin           X    

Bepridil     X          

Bexarotene X   X   X      X  

Budenoside             X  

Buprenorphine     X  X   X     

Carbamazepine        X   X    

Cevimeline           X    

Cerivastatin X         X   X  

Chlorpheniramine  X   X  X        

Ciclesonide    X      X X  X X 

Cilostazol    X   X   X   X  

Cisapride  X   X  X X   X  X X 

Citalopram       X X   X   X 

Clarithromycin     X        X  

Clindamycin       X X   X    

Clomipramine  X  X       X  X  

Clonazepam     X     X    X 

Clopidogrel       X        

Cocaine     X         X 

Cyclobenzaprine    X   X        

Cyclophosphamide     X     X X  X  

Cyclosporine     X         X 

Dapsone              X 

Darifenacin             X  

Darunavir              X 

Dasatinib          X     

Delavirdine X         X X   X 

Dexamethasone       X    X  X  

Dextromethorphan  X  X X  X X     X X 

Dextrowarfarin     X          

Dihydroergotamine           X    

Diazepam       X   X   X  

Diltiazem    X   X        

Disopyramide X      X      X  

Docetaxel     X   X     X  

Dofetilide X X   X     X X    

Dolasetron          X   X X 

Domperidone  X   X   X  X X  X  



Doxorubicin     X         X 

Dronabinol     X          

Dronedarone       X   X     

Dutasteride     X     X   X  

Efavirenz          X X    

Eplerenone  X   X  X X   X   X 

Ergotamine       X X       

Erlotinib        X       

Erythromycin X    X          

Escitalopram     X   X   X  X  

Esomeprazole  X     X X     X X 

Eszopiclone       X X     X  

Ethosuximide  X      X       

Etravirine     X      X    

Everolimus X X      X   X   X 

Exemestane     X   X   X   X 

Felodipine  X   X  X       X 

Fentanyl X X  X X  X X  X X  X  

Fesoterodine       X      X  

Fexofenadine X   X X  X      X  

Finasteride     X        X X 

Flutamide X X   X   X   X   X 

Fluticasone             X  

Galantamine    X   X        

Haloperidol  X   X      X   X 

Hydrocodone           X    

Hydrocortisone  X         X    

Iloperidone X         X X    

Imatinib           X   X 

Imipramine           X  X X 

Irinotecan       X   X   X  

Isradipine X      X   X X  X X 

Itraconazole  X   X  X X  X X  X X 

Ixabepilone X    X   X       

LAAM       X    X    

Lapatinib       X    X    

Lercanidipine  X      X   X    

Letrozole     X  X X       

Levobupivacaine  X      X  X   X X 

Lidocaine X      X        

Loratadine  X         X  X X 

Losartan             X  

Lovastatin  X             

Methadone X          X  X  

Miconazole     X   X       

Midazolam       X    X    

Mifepristone  X   X          

Mitrazapine       X        

Modafinil     X      X    

Mometasone       X    X    

Montelukast X   X X   X   X  X  

Nateglinide X         X   X X 

Nefazodone     X  X X       



Nicardipine          X X   X 

Nifedipine             X  

Nilotinib     X  X X  X     

Nimodipine  X     X   X     

Nisoldipine    X         X  

Nitrendipine        X  X X  X  

Norethindrone           X    

Omeprazole          X     

Ondasetron          X     

Oxybutynin          X     

Oxycodone  X     X      X  

Pantoprazole     X  X X   X   X 

Pimozide  X  X X  X X  X X   X 

Pioglitazone     X      X    

Prednisolone           X    

Prednisone           X   X 

Progesterone  X     X    X    

Propafenone           X    

Propoxyphene    X   X    X  X  

Propranolol  X         X    

Quetiapine        X  X     

Quinidine X      X        

Quinine X          X    

Rabeprazole     X  X   X     

Ranolazine       X       X 

Repaglinide X      X   X   X  

Rifabutin       X    X    

Risperidone X      X      X  

Ritonavir        X       

Salmeterol X      X   X     

Sertraline     X  X X     X X 

Sibutramine          X    X 

Sildenafil     X  X      X  

Silodosin           X    

Simvastatin       X        

Sirolimus  X     X    X   X 

Solifenacin    X           

Sorafenib     X      X    

Sunitinib             X  

Tamoxifen     X     X    X 

Temazepam       X X   X  X  

Temsirolimus     X  X   X X    

Tiagabine X      X   X   X  

Tinidazole    X       X   X 

Tipranavir       X   X     

Tolterodine X         X     

Toremifene     X     X     

Tramadol           X  X  

Trimetrexate           X    

Valdecoxib X X   X  X    X   X 

Vardenafil       X   X X    

Verapamil X X     X   X X   X 

Vincristine X   X X  X X  X     



Vinorelbine  X   X   X  X X  X X 

Voriconazole              X 

Zaleplon  X   X  X    X    

Zileuton  X   X   X       

Ziprasidone     X      X    

Zonisamide  X   X   X   X    
a
X denotes failure of corresponding docking methodology to predict productive binding modes. Ligands  

in red are those that were the most challenging to be docked in most scenarios. Please note that the rest  

of the ligands were placed successfully.  
 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

Figure S1. List of all known CYP 3A4 substrates used in the present study. 
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Figure S1 (continued).  
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Figure S1 (continued). 
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