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Molecular Properties and Drug-likeness.

Molecular formula: C17 H22N4 O3 S
Molecular weight: 362.14
Number of HBA: 6
Number of HBD: 1
MolLogP : 0.94
MolLogS : -1.40 (in Log(moles/L)) 14550.50 (in mg/L)
MolPSA : 62.31 A®
MolVol : 385.55 A*
pKa of most Basic/Acidic group : 4.76 / 10.80
[HA]
[A][H"]
BBB Score : 3.60 The Blood-Brain Barrier (BBB) Score: 6-High,0-Low (DOI: 10.1021/acs.jmedchem.9b01220)
Number of stereo centers: 0

pKa e 10810 Ka = logIO




Molecular Properties and Drug-likeness.

Molecular formula: C16 HI6 N4 O S

Molecular weight: 312.10

Number of HBA: 4

Number of HBD: 3

MolLogP: 3.14

MolLogS : -3.71 (in Log(moles/L)) 60.86 (in mg/L)

MolIPSA : 50.87 A>

MolVol : 307.14 A?

pKa of most Basic/Acidic group : -2.07 / 15.42
[HA]

pK, = —logyy K, = logg ————
(A~ ][HT]

BBB Score : 4.01 The Blood-Brain Barrier (BBB) Score: 6-High,0-Low (DOI: 10.1021/acs.jmedchem.9501220)

Number of stereo centers: 0



Molecular Properties and Drug-likeness.

Molecular formula: C20 H25 N5 O3 S

Molecular weight: 415.17

Number of HBA: 6

Number of HBD: 2

MolLogP : 3.23

MolLogS : -3.75 (in Log(moles/L)) 73.61 (in mg/L)

MoIPSA : 83.28 A2

MolVol : 443.53 A3

pKa of most Basic/Acidic group : 3.09/ 11.69
[HA]

pK, = —logyy K, = log;g ————
[A7][H']

BBB Score : 3.10 The Blood-Brain Barrier (BBB) Score: 6-High,0-Low (DOI: 10.1021/acs.jmedchem.9b01220)

Number of stereo centers: 0
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Target prediction
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