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The calculated values (DrugBank/Chrmaxon Marvin) are reliable to roughly ±0.5 pKa units.

NRTIs (Nucleoside/Nucleotide Reverse Transcriptase Inhibitors)

Drug Full Name log P pKa(s) Ionizable Group(s) Note

TFV Tenofovir (active drug) -1.6 3.8, 6.7 Phosphonate -OH (×2) Experimental (Drug-
Bank) & Zhang T. et
al. 2012. Eur J Pharm
Biopharm.

TDF Tenofovir Disoproxil Fu-
marate

1.25 3.75 Phosphonate -OH (×2) FDA label & Watkins
M.E., et al. 2017. J
Pharm Sci.

TAF Tenofovir Alafenamide 1.6 3.96 Adenine amino / phos-
phoramidate system
(overall molecular ioniza-
tion)

Product Monograph
(Gilead Sciences)

FTC Emtricitabine -0.43 2.65 Cytosine N3 National Library of
Medicine

3TC Lamivudine -1.4 4.3 Cytosine N3 (basic) Strauch S., et al. 2011. J
Pharm Sci.

AZT Zidovudine 0.05 9.8 Thymine N3 (acid) Soares K.C.C., et al.
2013. J Pharm Sci.

ABC Abacavir (in form of Aba-
cavir Sulfate)

1.20 5.06 Purine N (basic) Apotex Product Mono-
graph, 2017, National Li-
brary of Medicine

NRTTI (Nucleoside/Nucleotide Reverse Transcriptase Translocation Inhibitor)

Drug Full Name log P pKa(s) Ionizable Group(s) Note

ISL Islatravir -0.42 0.79 purine N Drugbank Chemaxon
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https://pmc.ncbi.nlm.nih.gov/articles/PMC3375322/
https://pmc.ncbi.nlm.nih.gov/articles/PMC3375322/
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https://pdf.hres.ca/dpd_pm/00041022.PDF
https://dailymed.nlm.nih.gov/dailymed/drugInfo.cfm?setid=e3961e38-20d5-4014-a9d5-1ab13611abb9
https://dailymed.nlm.nih.gov/dailymed/drugInfo.cfm?setid=e3961e38-20d5-4014-a9d5-1ab13611abb9
https://go.drugbank.com/drugs/DB15653


NNRTI (Non-Nucleoside Reverse Transcriptase Inhibitor)

Drug Full Name log P pKa(s) Ionizable Group(s) Note

EFV Efavirenz 4.6 10.2 Cyclic carbamate Adeola et.al. Elsevier
NVP Nevirapine 2.5 2.8 Pyridine N and Amide N Adeola et.al. Elsevier
RPV Rilpivirine 4.86 5.6 Aminopyrimidine group Usach, et al. J Int AIDS

Soc. 16(1): 18567. (2013)
ETR Etravirine 5.2 3.5 primary amine group (-

NH2)
Usach, et al. J Int AIDS
Soc. 16(1): 18567. (2013)

DOR Doravirine 3.01 9.66 Triazolinone moiety Chemsrc document and
Drugbank Reference Doc

DLV Delavirdine 2.98 4.5 Piperazine N & Methyl-
sulfonamide group

Usach, et al. J Int AIDS
Soc. 16(1): 18567. (2013)

ESV Elsulfavirine 5.82 3.24 N-propanoyl sulfonamide Drugbank Chemaxon

PIs (Protease Inhibitors)

Drug Full Name log P pKa(s) Ionizable Group(s) Note

LPV Lopinavir 5.9 Null Null log P reference (Pubchem)
DRV Darunavir 2.47 2.02 primary aniline nitrogen

group
FDA Drug Evaluation
Chart

ATV Atazanavir 5.86 3.36, 4.88 -N in 2-phenylpyridine
moiety, -OH alongside
azapeptide backbone

Drugbank Sheet

RTV Ritonavir 5.22 1.84, 2.77 thiazole N, secondary
amine N

Human Metabolome
Database

SQV Saquinavir 3.16 8.47 Decahydroisoquinoline ni-
trogen

Drugbank sheet 1, Drug-
bank sheet 2

TPV Tipranavir 7.14 4.43 4-hydroxy-2-pyrone Drugbank sheet

Entry Inhibitors

Drug Full Name log P pKa(s) Ionizable Group(s) Note

MVC Maraviroc 3.63 9.38 Tropane N Human Metabolome
Database

T20 Enfuvirtide (Fuzeon) -14.7 3.86, 4.25,
6.00, 10.5

Aspartic acid side chain 1,
Glutamic acid side chain
5, Histidine Side chain,
Lysine side chain 2

Pubchem Data

FOS Fostemsavir (Rukobia) 0.64 1.75,5.5 dihydrogen phosphate es-
ter (1.75), Monohydrogen
phosphate anion(5.5)

Drugbank

IBA Ibalizumab* (Trogarzo) Null Null Null Highly polyprotic as hu-
manized IgG4 monoclnal
antibody with molecular
size ∼ 15000 g/mol.

Capsid Inhibitor

Drug Full Name log P pKa(s) Ionizable Group(s) Note

LEN Lenacapavir (Sunlenca) 3.4 6.4 Methanesulfonamide ni-
trogen

Drugbank sheet
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https://doi.org/10.1016/j.apsadv.2021.100157
https://doi.org/10.1016/j.apsadv.2021.100157
https://pmc.ncbi.nlm.nih.gov/articles/PMC3764307/
https://pmc.ncbi.nlm.nih.gov/articles/PMC3764307/
https://pmc.ncbi.nlm.nih.gov/articles/PMC3764307/
https://pmc.ncbi.nlm.nih.gov/articles/PMC3764307/
https://www.chemsrc.com/en/cas/1338225-97-0_690941.html
https://go.drugbank.com/drugs/DB12301
https://pmc.ncbi.nlm.nih.gov/articles/PMC3764307/
https://pmc.ncbi.nlm.nih.gov/articles/PMC3764307/
https://go.drugbank.com/drugs/DB14929
https://pubchem.ncbi.nlm.nih.gov/compound/92727
https://www.accessdata.fda.gov/drugsatfda_docs/nda/2015/205395Orig1s000EA.pdf
https://www.accessdata.fda.gov/drugsatfda_docs/nda/2015/205395Orig1s000EA.pdf
https://go.drugbank.com/salts/DBSALT000426
https://www.hmdb.ca/metabolites/HMDB0014646
https://www.hmdb.ca/metabolites/HMDB0014646
https://go.drugbank.com/salts/DBSALT002836
https://go.drugbank.com/drugs/DB01232
https://go.drugbank.com/drugs/DB01232
https://go.drugbank.com/salts/DBSALT001882
https://www.hmdb.ca/metabolites/HMDB0015584
https://www.hmdb.ca/metabolites/HMDB0015584
https://pubchem.ncbi.nlm.nih.gov/compound/16130199
https://go.drugbank.com/drugs/DB11796
https://go.drugbank.com/drugs/DB15673


INSTIs (Integrase Strand Transfer Inhibitors)

Drug Full Name log P pKa(s) Ionizable Group(s) Note

RAL Raltegravir 1.06 6.70 enolic hydroxyl group (-
OH)

Invivochem documenta-
tion

DTG Dolutegravir 2.2 8.2 hydroxypyrimidinone
N–OH (chelating pharma-
cophore)

Therapeutic Goods Asso-
ciation Documentation

CAB Cabotegravir 1.04 7.8 Enolic Hydroxyl group -
OH

FDA Documentation

EVG Elvitegravir 4.98 6.5 Quinolone carboxylic acid
–COOH

Pubmed Documentation

BIC Bictegravir 9.81 1.36 Enolic hydroxyl oxygen -
OH

Drugbank Chemaxon

CYP3A4 Pharmacokinetic Boosters

Drug Full Name log P pKa(s) Ionizable Group(s) Note

COB Cobicistat 4.3 6.4 Morpholine N Gilead Science Official doc
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https://www.invivochem.com/raltegravir-potassium.html
https://www.invivochem.com/raltegravir-potassium.html
https://www.tga.gov.au/sites/default/files/auspar-dolutegravir-140519-pi.pdf
https://www.tga.gov.au/sites/default/files/auspar-dolutegravir-140519-pi.pdf
https://www.accessdata.fda.gov/drugsatfda_docs/nda/2021/212887Orig1s000,212888Orig1s000ChemR.pdf
https://pubmed.ncbi.nlm.nih.gov/21348537/
https://go.drugbank.com/drugs/DB11799
https://pdf.hres.ca/dpd_pm/00056376.PDF

