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Metabolism

API Salt Form pKa logP Predicted Affinity pH 1.2 pH 4.5 pH 6.8 Peff human
Highest Dose 

[mg]
Simulation 
time [hrs]

Predicted 
fa% Predicted F%

Permeability 
Classification

Highest 
Strength [mg]

Simulation 
time [hrs]

Predicted 
fa%

Predicted 
F% Dose [mg] F% Ref.

Permeability 
Classification

Aciclovir N/A

9.58 (acid); 
2.42 (base); 
0.42 (base); ‐
1.02 (base) ‐1.40 CYP1A2 3.60 1.78 1.77 0.45 800 24 53.5 51.9 LP 200 24 54.3 52.2 200 20.0 #22 LP

Amoxicillin trihydrate

9.88 (acid); 
7.17 (base); 
3.12 (acid) ‐1.94 N/A 119.44 3.39 4.64 0.27 3000 24 40.4 39.7 LP 500 24 43.9 42.7 3000 45.0 #19 LP

Azithromycin dihydrate
8.72 (base; 
7.63 (base) 3.39 CYP3A4 135.21 135.31 155.45 0.27 2000 24 62.6 61.0 LP 500 48 62.6 61.0 500 37.0 #23 LP

Cefixime trihydrate

10.16 (acid); 
4.11 (base); 
3.21 (acid); 
2.52 (acid); ‐
0.96 (base); ‐
4.02 (base) ‐1.23 N/A 16.48 51.10 73.10 0.38 400 24 54.5 53.3 LP 400 24 54.5 53.3 400 40.2 #24 LP

Codeine
phosphate 
hemihydrate 8.63 (base) 1.61

CYP1A2, 2C9, 2D6, 
3A4 91.59 91.60 92.94 3.26 60 24 99.0 98.9 HP 30 24 99.0 98.9 60 54.8 #25 LP

Daclatasvir dihydrochloride

11.33 (acid); 
10.9 (acid); 
10.54 (acid); 
10.1 (acid); 
4.28 (base); 
3.64 (base) 4.06 CYP3A4 17.61 0.02 0.01 0.64 60 24 97.0 97.0 HP 60 24 97.0 97.0 60 67.0 #26 LP

Darunavir ethanolate
11.32 (acid); 
3.37 (base) 1.93 CYP3A4 14.56 0.11 0.10 0.37 800 24 23.4 23.3 LP 800 24 23.4 23.3 600 37.0 #27 LP

Dolutegravir N/A
10.5 (acid); 
4.58 (acid) 1.20 N/A 0.39 0.72 53.53 1.96 50 24 96.2 95.8 HP 50 24 96.2 95.8 50 31.0 #28 LP

Efavirenz N/A 9.66 (acid) 4.19 CYP3A4 0.00 0.00 0.00 5.30 600 24 5.8 5.8 LP 600 24 5.8 5.8 400 19.5 #29 LP

Ethionamide N/A

11.09 (acid); 
4.25 (base); 
0.00881 
(base) 1.26

CYP1A2, 2C9, 
2C19, 2D6, 3A4 48.94 1.59 1.02 3.51 1000 24 99.0 98.6 HP 250 24 98.9 98.5 250 83.3 #30 LP

Furosemide N/A

9.97 (acid); 
3.97 (acid); ‐
0.23 (base) 2.07 CYP2C9 0.07 0.28 21.26 0.53 80 24 75.9 74.7 LP 40 24 75.9 74.8 80 42.8 #31 LP

Primaquine phosphate

9.92 ( base); 
3.88 (base); 
0.46 (base) 2.86 CYP 1A2, 2D6 100.43 105.16 84.98 1.89 15 24 97.7 97.6 HP 15 24 97.7 97.6 15 96.0 #32 HP

Pyrimethamine N/A

6.57 (base); 
0.99 (base); ‐
2.54 (base); ‐
3.35 (base) 2.53

CYP1A2, 2C9, 
2C19, 2D6 23.31 4.27 0.06 2.11 75 24 99.9 99.8 HP 25 24 99.9 99.8 20 50.0 #33 LP

Raltegravir potassium

11 (acid); 
10.26 (acid); 
5.12 (acid); 
1.53 (base); ‐
1.28 (base); ‐
3.12 (base) 1.97 CYP2C9 1.06 0.42 16.40 1.86 400 24 97.5 97.1 HP 400 24 97.5 97.1 400 30.0 #34 LP

Rifampicin N/A

11.86 (acid);  
11.02 (acid);  
10.08 (acid);  
7.84 (acid);  
6.91 (base); 
2.39 (base); ‐
1.54 (base) 2.53 CYP3A4 47.01 26.22 0.24 0.23 750 24 37.9 37.7 LP 300 24 65.6 65.0 600 93.0 #35 HP

Tenofovir 
disoproxil fumarate

6.23 (acid); 
4.48 (base); 
1.52 (acid); 
0.62 (base); ‐
2.2 (base); ‐
3.18 (base) ‐1.34 N/A 34.50 19.60 203.75 0.42 300 24 57.2 55.6 LP 300 24 57.2 55.6 300 25.0 #36 LP
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