
Cyclosporine Pibrentasvir Desmopressin Everolimus Sirolimus Ombitasvir Ledipasvir Velpatasvir Elbasvir Flurithromycin_Ethylsuccinate Rifapentine Ivermectin Voxilaprevir

Venetoclax Rifabutin Glecaprevir Dirithromycin Rokitamycin Rifampin Telithromycin Tacrolimus Digoxin Vinorelbine Cobicistat Grazoprevir Paritaprevir

Vaniprevir Simeprevir Azithromycin Asunaprevir Clarithromycin Daclatasvir Erythromycin Ritonavir Itraconazole Atazanavir Posaconazole Lomitapide Telaprevir

Saquinavir Naloxegol Amiodarone Moxidectin Dabigatran_Etexilate Lercanidipine Manidipine Tipranavir Elexacaftor Lusutrombopag Etoposide Montelukast Brigatinib

Lapatinib Netupitant Zafirlukast Letermovir Midostaurin Eluxadoline Nelfinavir Fosinopril Thiocolchicoside Atorvastatin Ceritinib Dronedarone Omadacycline

Bedaquiline Gilteritinib Aliskiren Bosentan Edoxaban Encorafenib Delamanid Nilotinib Sofosbuvir Lumefantrine Dutasteride Fedratinib Tezacaftor

Dabrafenib Tenofovir_Disoproxil Telmisartan Cefditoren Dipyridamole Adefovir_Dipivoxil Sarecycline Leucovorin Methotrexate Folic_Acid Valganciclovir

MW = 1202.61 cLogP = 4.33 MW = 1113.18 cLogP = 9.88 MW = 1069.22 cLogP = ‐3.83 MW = 958.22 cLogP = 6.16 MW = 914.17 cLogP = 6.30 MW = 894.11 cLogP = 7.10 MW = 889.00 cLogP = 8.54 MW = 883.00 cLogP = 7.15 MW = 882.02 cLogP = 7.70 MW = 880.04 cLogP = 2.47 MW = 877.03 cLogP = 4.66 MW = 875.09 cLogP = 4.74 MW = 868.93 cLogP = 5.01
HBD = 5 HBA = 23 HBD = 4 HBA = 18 HBD = 18 HBA = 26 HBD = 3 HBA = 15 HBD = 3 HBA = 14 HBD = 4 HBA = 15 HBD = 4 HBA = 14 HBD = 4 HBA = 16 HBD = 4 HBA = 16 HBD = 4 HBA = 17 HBD = 6 HBA = 16 HBD = 3 HBA = 14 HBD = 3 HBA = 15

TPSA = 278.79 NRB = 15 TPSA = 206.56 NRB = 17 TPSA = 435.40 NRB = 20 TPSA = 204.65 NRB = 9 TPSA = 195.42 NRB = 6 TPSA = 178.71 NRB = 16 TPSA = 181.62 NRB = 12 TPSA = 200.08 NRB = 13 TPSA = 188.79 NRB = 13 TPSA = 226.27 NRB = 14 TPSA = 220.14 NRB = 6 TPSA = 170.06 NRB = 8 TPSA = 195.22 NRB = 9

MW = 868.44 cLogP = 7.94 MW = 847.00 cLogP = 3.93 MW = 838.87 cLogP = 3.75 MW = 835.07 cLogP = 1.87 MW = 827.99 cLogP = 3.37 MW = 822.94 cLogP = 3.26 MW = 812.00 cLogP = 4.17 MW = 804.02 cLogP = 4.83 MW = 780.94 cLogP = 2.00 MW = 778.93 cLogP = 5.40 MW = 776.02 cLogP = 4.77 MW = 766.90 cLogP = 3.98 MW = 765.88 cLogP = 3.10
HBD = 3 HBA = 14 HBD = 5 HBA = 15 HBD = 3 HBA = 15 HBD = 5 HBA = 16 HBD = 3 HBA = 16 HBD = 6 HBA = 16 HBD = 1 HBA = 15 HBD = 3 HBA = 13 HBD = 6 HBA = 14 HBD = 2 HBA = 12 HBD = 3 HBA = 12 HBD = 3 HBA = 15 HBD = 3 HBA = 14

TPSA = 174.7 NRB = 13 TPSA = 205.55 NRB = 5 TPSA = 195.21 NRB = 7 TPSA = 196.32 NRB = 12 TPSA = 206.04 NRB = 15 TPSA = 220.14 NRB = 5 TPSA = 171.85 NRB = 11 TPSA = 178.36 NRB = 7 TPSA = 203.05 NRB = 7 TPSA = 133.87 NRB = 10 TPSA = 138.01 NRB = 20 TPSA = 195.21 NRB = 8 TPSA = 189.64 NRB = 7

MW = 757.94 cLogP = 4.32 MW = 749.94 cLogP = 6.16 MW = 748.98 cLogP = 2.08 MW = 748.29 cLogP = 3.57 MW = 747.95 cLogP = 2.20 MW = 738.88 cLogP = 5.05 MW = 733.93 cLogP = 1.79 MW = 720.94 cLogP = 4.98 MW = 705.63 cLogP = 6.43 MW = 704.86 cLogP = 4.69 MW = 700.78 cLogP = 5.10 MW = 693.72 cLogP = 7.79 MW = 679.85 cLogP = 2.69
HBD = 3 HBA = 14 HBD = 2 HBA = 12 HBD = 5 HBA = 14 HBD = 3 HBA = 14 HBD = 4 HBA = 14 HBD = 4 HBA = 14 HBD = 5 HBA = 14 HBD = 4 HBA = 11 HBD = 0 HBA = 12 HBD = 5 HBA = 13 HBD = 1 HBA = 12 HBD = 2 HBA = 5 HBD = 4 HBA = 13

TPSA = 180.52 NRB = 7 TPSA = 163.87 NRB = 8 TPSA = 180.08 NRB = 7 TPSA = 182.33 NRB = 14 TPSA = 182.91 NRB = 8 TPSA = 174.64 NRB = 13 TPSA = 193.90 NRB = 7 TPSA = 145.78 NRB = 18 TPSA = 100.79 NRB = 11 TPSA = 171.22 NRB = 18 TPSA = 111.79 NRB = 12 TPSA = 61.44 NRB = 12 TPSA = 179.56 NRB = 14

MW = 670.84 cLogP = 5.71 MW = 651.78 cLogP = 0.95 MW = 645.31 cLogP = 7.24 MW = 639.82 cLogP = 5.03 MW = 627.73 cLogP = 5.75 MW = 611.73 cLogP = 6.13 MW = 610.7 cLogP = 5.06 MW = 602.66 cLogP = 6.95 MW = 597.65 cLogP = 5.25 MW = 591.55 cLogP = 7.84 MW = 588.56 cLogP = 0.94 MW = 586.18 cLogP = 8.28 MW = 584.09 cLogP = 5.08
HBD = 6 HBA = 11 HBD = 2 HBA = 12 HBD = 0 HBA = 4 HBD = 2 HBA = 9 HBD = 3 HBA = 12 HBD = 1 HBA = 9 HBD = 1 HBA = 10 HBD = 2 HBA = 7 HBD = 1 HBA = 11 HBD = 2 HBA = 7 HBD = 3 HBA = 13 HBD = 2 HBA = 4 HBD = 2 HBA = 9

TPSA = 174.71 NRB = 13 TPSA = 126.77 NRB = 24 TPSA = 42.68 NRB = 11 TPSA = 116.04 NRB = 3 TPSA = 154.03 NRB = 17 TPSA = 113.69 NRB = 14 TPSA = 116.93 NRB = 12 TPSA = 105.58 NRB = 12 TPSA = 124.24 NRB = 9 TPSA = 97.75 NRB = 13 TPSA = 160.82 NRB = 5 TPSA = 70.42 NRB = 12 TPSA = 85.85 NRB = 8

MW = 581.06 cLogP = 6.04 MW = 578.59 cLogP = 7.13 MW = 575.68 cLogP = 6.30 MW = 572.55 cLogP = 5.45 MW = 570.64 cLogP = 5.28 MW = 569.65 cLogP = 1.45 MW = 567.78 cLogP = 5.29 MW = 563.66 cLogP = 5.60 MW = 563.62 cLogP = 0.45 MW = 558.64 cLogP = 5.56 MW = 558.14 cLogP = 6.48 MW = 556.76 cLogP = 7.02 MW = 556.65 cLogP = 1.10
HBD = 2 HBA = 8 HBD = 0 HBA = 5 HBD = 2 HBA = 9 HBD = 1 HBA = 8 HBD = 1 HBA = 8 HBD = 6 HBA = 10 HBD = 4 HBA = 7 HBD = 1 HBA = 8 HBD = 5 HBA = 11 HBD = 4 HBA = 7 HBD = 3 HBA = 8 HBD = 1 HBA = 7 HBD = 7 HBA = 11

TPSA = 106.35 NRB = 11 TPSA = 39.68 NRB = 7 TPSA = 115.72 NRB = 9 TPSA = 77.84 NRB = 8 TPSA = 77.73 NRB = 3 TPSA = 164.63 NRB = 11 TPSA = 101.90 NRB = 10 TPSA = 110.21 NRB = 15 TPSA = 164.01 NRB = 7 TPSA = 111.79 NRB = 12 TPSA = 105.24 NRB = 9 TPSA = 88.85 NRB = 18 TPSA = 176.66 NRB = 7

MW = 555.5 cLogP = 6.93 MW = 552.71 cLogP = 2.40 MW = 551.76 cLogP = 3.33 MW = 551.61 cLogP = 3.95 MW = 548.06 cLogP = 0.84 MW = 540.01 cLogP = 3.65 MW = 534.48 cLogP = 6.45 MW = 529.52 cLogP = 5.08 MW = 529.45 cLogP = 0.92 MW = 528.94 cLogP = 9.20 MW = 528.53 cLogP = 5.70 MW = 524.68 cLogP = 5.12 MW = 520.50 cLogP = 5.22
HBD = 1 HBA = 4 HBD = 4 HBA = 11 HBD = 6 HBA = 9 HBD = 2 HBA = 11 HBD = 3 HBA = 11 HBD = 3 HBA = 11 HBD = 0 HBA = 10 HBD = 2 HBA = 8 HBD = 3 HBA = 12 HBD = 1 HBA = 2 HBD = 2 HBA = 4 HBD = 3 HBA = 9 HBD = 4 HBA = 8

TPSA = 45.59 NRB = 8 TPSA = 121.11 NRB = 9 TPSA = 146.13 NRB = 19 TPSA = 145.65 NRB = 11 TPSA = 136.63 NRB = 6 TPSA = 140.13 NRB = 10 TPSA = 103.79 NRB = 9 TPSA = 97.62 NRB = 7 TPSA = 152.73 NRB = 11 TPSA = 23.47 NRB = 10 TPSA = 58.2 NRB = 4 TPSA = 108.48 NRB = 11 TPSA = 113.18 NRB = 8

79 80 81 82 83 84 85 86 87 88 89

MW = 519.56 cLogP = 5.38 MW = 519.44 cLogP = 1.69 MW = 514.62 cLogP = 7.80 MW = 506.58 cLogP = 0.33 MW = 504.63 cLogP = 2.48 MW = 501.47 cLogP = 1.67 MW = 487.5 cLogP = ‐0.55 MW = 473.44 cLogP = ‐1.61 MW = 454.44 cLogP = 0.11 MW = 441.4 cLogP = ‐0.23 MW = 354.36 cLogP = ‐1.19
HBD = 3 HBA = 7 HBD = 2 HBA = 15 HBD = 1 HBA = 6 HBD = 4 HBA = 11 HBD = 4 HBA = 12 HBD = 2 HBA = 13 HBD = 6 HBA = 11 HBD = 8 HBA = 14 HBD = 7 HBA = 13 HBD = 7 HBA = 13 HBD = 6 HBA = 11

TPSA = 110.86 NRB = 6 TPSA = 185.44 NRB = 17 TPSA = 72.94 NRB = 7 TPSA = 160.09 NRB = 7 TPSA = 145.44 NRB = 12 TPSA = 166.98 NRB = 15 TPSA = 173.86 NRB = 5 TPSA = 215.54 NRB = 9 TPSA = 210.54 NRB = 9 TPSA = 208.99 NRB = 9 TPSA = 167.08 NRB = 9

Respiratory DisordersAntiviral Antimicrobial Urological Oncology

Antimicrobial

Antimicrobial Oncology Cardiovascular Disorders Cardiovascular Disorders Cardiovascular Disorders Oncology Antimicrobial Oncology

Skeletal Muscle Relaxant Cardiovascular Disorders Oncology Cardiovascular Disorders

66 67 68 69 70 71 7872 73 74 75 76 77

Oncology

Oncology Antiemetic Respiratory Disorders Antiviral Oncology GI Disorders Antiviral Cardiovascular Disorders

Respiratory Disorders Blood Platelet Disorders Oncology Respiratory Disorders

53 54 55 56 57 58 6559 60 61 62 63 64

Antiviral

Antiviral GI Disorders Cardiovascular Disorders Antiparasitic Cardiovascular Disorders Cardiovascular Disorders Cardiovascular Disorders Antiviral

Antimicrobial Antiviral Antimicrobial Cardiovascular Disorders

40 41 42 43 44 45 52

27 28 29 30 31 3933 34 35 36 38

Antiviral

26
Antiparasitic

23 24 25
Antimicrobial

51

AntiviralOncology Pharmacokinetic Booster Antiviral

32

46 47 48 49 50

14 15 16 17 18 19 20 21 22

37

Antiviral Antiviral Antimicrobial Antiviral Antimicrobial Antiviral Antimicrobial Antiviral

MiscKey Antimicrobial Antiviral Cardiovascular Disorders Oncology GI Disorders Immunosupressant Respiratory Disorders Antiemetic

Antimicrobial

Oncology Antimicrobial Antiviral Antimicrobial Antimicrobial Antimicrobial Antimicrobial Immunosupressant Cardiovascular Disorders

Oncology Antiviral

13

Immunosupressant Antiviral Hormone Immunosupressant Immunosupressant Antiviral Antiviral Antiviral Antiviral

7 8 9 10 11 121 2 3 4 5 6

Antiviral

Lipinski's Rule of Fivea

Molecular Weight ≤ 500 g/mol

cLogP ≤ 5

Hydrogen Bond Donors (HBD) ≤ 5

Hydrogen Bond Acceptors (HBA) ≤ 10 (N+O)

Veber’s Rulesb

Topological Polar Surface Area (TPSA) ≤ 140 Å

Number of Rotatable Bonds (NRB) ≤ 10Cardiovascular Disorders Antimicrobial Cardiovascular Disorders Antiviral Antimicrobial Vitamin Oncology Vitamin

Restricted to small-molecule drugs that undergo oral absorption and fail >1 Lipinski rules.
Prodrugs cleaved in the GI prior to absorption were excluded.
cLogP determined as ALogP. 
ª Lipinski, C. A. et al. Adv. Drug Deliv. Rev. 1997, 23, 3–25.
b Veber, D. F. et al. J. Med. Chem. 2002, 45, 2615-2623.
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