Properties

Physio-chemical properties

Parameters

Formula MW (i/mol) Heavy atoms Arom. Heavy atoms Rotatable bonds

10100411

C34H52010

5317657 C28H28011 540.52 g/mol
5280489 C40H56 536.87 g/mol 40 0 10
10648253 C23H24011 476.43 g/mo

620.77 g/mol

189586

C34H48011

632.74 g/mol

23266146 C28H3605 452.58 g/mol 0 2
23266161 C28H3807 486.60 g/mol 35 0 2
301751 C28H3807 486.60 g/mol 35 0 2
10100412 C34H52010 620.77 g/mol 44 0 6
161671 C28H3806 470.60 g/mol 34 0 2
23266155 C28H3805 454.60 g/mol 33 0 2
44562999 C28H3806 470.60 g/mol 34 0 2
101281364 C28H3806 470.60 g/mol 34 0 2
14236711 C28H3805 454.60 g/mol 33 0 2
15411208 C28H4006 472.61 g/mol 34 0 3
265237 C28H3806 470.60 g/mol 34 0 3
57403080 C28H4007 488.61 g/mol 35 0 3
15858981 C28H3806 470.60 g/mol 34 0 3
44423097 C28H4007 488.61 g/mol 35 0 2
44249449 C28H4205 458.63 g/mol 33 0 3
70684083 C28H4007 488.61 g/mol 35 0 3
179575 C28H3605 452.58 g/mol 33 0
21679023 C28H3805 454.60 g/mol
23266167 C28H4006 472.61 g/mol

21679034 C28H3805 454.60 g/mol 0 2
25090669 C28H3606 468.58 g/mol 0 2
101281365 C28H3806 470.60 g/mol 34 0 3
21679027 C28H3806 470.60 g/mol 34 0 2
23266158 C28H3806 470.60 g/mol 34 0 2
21679022 C28H3806 470.60 g/mol 34 0 2
23266147 C28H3605 452.58 g/mol 33 0 3

21679024 | C28H3807 |  48660gmol | 35 | o0 | 2 |




14106343

5319484 | C21HI8OL1 446.36 g/mol

5280637 | C21H20011 448.38 g/mol

5280637 C21H20011 448.38 g/mol
11725426 | C20H18N204 350.37 g/mol

5458879 | C19H18N203 322.36 g/mol
119205 C20H2206 358.39 g/mol

69879809 | C21H2006 368.38 g/mol

5281629 | CI8HI405 |  31030gmol | 23 | 14 [ 0 |
5280459 | C21H20011 448.38 g/mol
12309350 | C21H20011 448.38 g/mol

74414058 | C21H19011- | 44737 g/mol
64982 | C21HI8O11
5280459 | C21H20011 44838 g/mol 32 16 3
13834128 | _C24H2008 436.41 g/mol 32 20 4
5878729 | C20HIBOI1 434.35 g/mol 31 16 3
119258 | C21H22011 450.39 g/mol 32 12 3

10026486 | C27H28N204 | 44452 g/mol




129636354 | C21H20011 448.38 g/mol

14492795 _| C26H3005 4251gmot | 31 | 12 | 6 |

5280459 | C21H20011 44838 g/mol

| 5318767 | C27H3001S |  s9450gmol | 42 | 16 [ 6 |
| 5280805 | C27H30016 | 61052gmol | 43 | = 16 [ 6 |
| 184310 | C28H3607 | 48458gmol | 35 | o [ @03 |
| 101650343 | C30H5005 [ _490.72g/mol | 35 | o0 | 3 |

185586 | C30HS5005 49072gmot | 35 | 0o | @03 @ |
185552 | C28H3605

12308716 | C28H3405
5281243 | C40H5602 56887g/mol | 42 [ 0 | 10 |

31553 | C25H22010 482.44 g/mol

5281629 | CI8H1405 31030gmol | 23 | 14 | 0 |
5280459 | C21H20011 448.38 g/mol




12309350 | C21H20011 448.38 g/mol

74414058 | C21H19011- 447.37 g/mol
5280804 C21H20012 464.38 g/mol

6419725 C40H56 53687gmol | 40 ] o0 [ 10 |

91809632 C28H3606 468.58 g/mol 34 0 2
265237 C28H3806 470.60 g/mol 34 0 3
11294368 C28H3806 470.60 g/mol 34 0 2
161671 C28H3806 470.60 g/mol 34 0 2
301751 C28H3807 486.60 g/mol 35 0 2
118701104 C28H3806 470.60 g/mol 34 0 2
23266161 C28H3807 486.60 g/mol 35 0 2
44562998 C28H3806 470.60 g/mol 34 0 2
44562999 C28H3806 470.60 g/mol 34 0 2
14236711 C28H3805 454.60 g/mol 33 0 2
15858981 C28H3806 470.60 g/mol 34 0 3
57403080 C28H4007 488.61 g/mol 35 0 3
15411208 C28H4006 472.61 g/mol 34 0 3
23266167 C28H4006 472.61 g/mol 34 0 2
44423097 C28H4007 488.61 g/mol 35 0 2
70684083 C28H4007 488.61 g/mol 35 0 3
101687980 C28H4207 490.63 g/mol 35 0 3
179575 C28H3605 452.58 g/mol 33 0 2
44249449 C28H4205 458.63 g/mol 33 0 3

16680447 | C28H3806 470.60gmot | 34 | o0 | 2 |
21679027 | C28H3806 470.60gmot | 34 | o0 | 2 |

91754221 | C27H46011 546.65gmol | 38 | o0 [ 7 |

91809632 C28H3606 468.58 g/mol




265237 C28H3806 470.60 g/mol 34 0 3
11294368 C28H3806 470.60 g/mol 34 0 2
161671 C28H3806 470.60 g/mol 34 0 2
301751 C28H3807 486.60 g/mol 35 0 2
118701104 C28H3806 470.60 g/mol 34 0 2
23266161 C28H3807 486.60 g/mol 35 0 2
44562998 C28H3806 470.60 g/mol 34 0 2
44562999 C28H3806 470.60 g/mol 34 0 2
14236711 C28H3805 454.60 g/mol 33 0 2
15858981 C28H3806 470.60 g/mol 34 0 3
57403080 C28H4007 488.61 g/mol 35 0 3
15411208 C28H4006 472.61 g/mol 34 0 3
23266167 C28H4006 472.61 g/mol 34 0 2
44423097 C28H4007 488.61 g/mol 35 0 2
70684083 C28H4007 488.61 g/mol 35 0 3
101687980 C28H4207 490.63 g/mol 35 0 3
179575 C28H3605 452.58 g/mol 33 0 2
44249449 C28H4205 458.63 g/mol 33 0 3

16680447 | C28H3806 470.60gmol | 34 | o0 | 2 |
21679027 | C28H3806 | _ 47060gmol | 34 | o0 | 2 |

91754221 | C27H46011 54665g/mol | 3% [ 0o | 7 |




Lipophilicity

Water solubility

Pharmacokinetics

H-bond acceptors

H-bond donors

Log Po/w (iLOGP)

Log S(ESOL)

BBB permeant

11 5 2.87 -3.62 No
0 0
11 17 1.45 -1.98 No

3.76

-4.88

3.43

443

No

5 2 3.34 -4.18 No
7 3 3.42 -3.79 No
7 3 3.21 -3.82 No
10/f 6 3.48 -5.26 No
6 2 3.8 -4.59 No
5 1 3.82 -5.38 No
6 3 3.33 -4.14 No
6 2 3.69 -4.86 No
5 1 3.54 -5.46 No
6 2 3.44 -4.98 No
6 2 3.24 -4.97 No
7 3 3.23 -4.47 No
6 2 3.41 -5.06 No
7 4 2.93 -3.22 No
5 3 3.59 -5.46 No
7 4 3.67 -4.45 No
5 2 3.32 -4.35 No
5 2 3.74 -4.71 No
6 2 3.51 -4.96 No

5 2 3.82 -4.82 No
6 2 3.72 -4.14 No
6 3 3.36 -4.37 No
6 2 3.46 -4.55 No
6 2 3.57 -4.47 No

o)}

W

3.5

414

3.29

-4.62




11 7 1.6 -3.33 No
8 2 3.57 -4.75 No
11 7 1.61 -2.99 No
11 7 2.02 -2.62 No







6 1 3.33 -4.5 No
6 2 3.24 -4.97 No
6 2 3.68 -4.67 No
6 2 3.8 -4.59 No
7 3 3.21 -3.82 No
6 2 3.74 -4.59 No
7 3 3.42 -3.79 No
6 3 3.73 -4.1 No
6 3 3.33 -4.14 No
5 1 3.54 -5.46 No
3 2 1 46 T 58 [ Ve ]
6 2 3.41 -5.06 No
7 3 3.23 -4.47 No
6 2 3.44 -4.98 No
6 2 3.51 -4.96 No
7 4 2.93 -3.22 No
7 4 3.67 -4.45 No
7 4 3.65 -4.47 No
5 2 3.32 -4.35 No
5 3 3.59 -5.46 No




6 2 3.24 -4.97 No
6 2 3.68 -4.67 No
6 2 3.8 -4.59 No
7 3 3.21 -3.82 No
6 2 3.74 -4.59 No
7 3 3.42 -3.79 No
6 3 3.73 -4.1 No
6 3 3.33 -4.14 No
5 1 3.54 -5.46 No

6 2 3.41 -5.06 No
7 3 3.23 -4.47 No
6 2 3.44 -4.98 No
6 2 3.51 -4.96 No
7 4 2.93 -3.22 No
7 4 3.67 -4.45 No
7 4 3.65 -4.47 No
5 2 3.32 -4.35 No
5 3 3.59 -5.46 No




Druglikeness

Medical chemistry

Lipinski

Synthetic accessibility

No; 2 violations: MW>500, NorO>10 5.82
violation
No; 2 violations: NorO>10, NHorOH>5 5.25

No; 2 violations: MW>500, NHorOH>5

7.8

No; 2 violations: MW>500, NorO>10

8.12

Yes; 0 violation 6.15
Yes; 0 violation 6.89
Yes; 0 violation 6.9
No; 2 violations: MW>500, NHorOH>5 7.78
Yes; 0 violation 6.85
Yes; 0 violation 6.8
Yes; 0 violation 6.33
Yes; 0 violation 6.51
Yes; 0 violation 6.34
Yes; 0 violation 6.75
Yes; 0 violation 6.83
Yes; 0 violation 6.9
Yes; 0 violation 6.37
Yes; 0 violation 7.22
Yes; 0 violation 6.41
Yes; 0 violation 6.46

Yes; 0 violation 6.19
Yes; 0 violation 6.28
Yes; 0 violation 6.86

Yes; 0 violation 6.28
Yes; 0 violation 6.78
Yes; 0 violation 6.43
Yes; 0 violation 6.38
Yes; 0 violation 6.91

Yes; 0 violation

6.33

Yes; 0 violation

Yes; 0 violation

6.16




No; 2 violations: NorO>10, NHorOH>5

No; 2 violations: NorO>10, NHorOH>5

No; 2 violations: NorO>10, NHorOH>5

6.02

Yes; 0 violation

No; 2 violations: NorO>10, NHorOH>5

Yes; 0 violation

Yes; 0 violation

Yes; 0 violation

Yes; 0 violation
No; 2 violations: NorO>10, NHorOH>5

No; 2 violations: NorO>10, NHorOH>5

No; 2 violations: NorO>10, NHorOH>5

No; 2 violations: NorO>10, NHorOH>5

| |

No; 2 violations: NorO>10, NHorOH>5 5.28

Yes; 0 violation 4.65
No; 2 violations: NorO>10, NHorOH>5 5.05
No; 2 violations: NorO>10, NHorOH>5 5.27

Yes; 0 violation




No; 2 violations: NorO>10, NHorOH>5

Yes; 0 violation

No; 2 violations: NorO>10, NHorOH>5

No; 3 violations: MW>500, NorO>10, NHorOH>5 6.48
No; 3 violations: MW>500, NorO>10, NHorOH>5 6.52
Yes; 0 violation 6.09
Yes; 0 violation 6.35
Yes; 0 violation 6.96

Yes; 0 violation

Yes; 0 violation

Yes; 0 violation

; violation

Yes; 0 violation

Yes; 0 violation

No; 2 violations: NorO>10, NHorOH>5




No; 2 violations: NorO>10, NHorOH>5

No; 2 violations: NorO>10, NHorOH>5
No; 2 violations: NorO>10, NHorOH>5

; violation

Yes; 0 violation 6.31
Yes; 0 violation 6.83
Yes; 0 violation 6.39
Yes; 0 violation 6.85
Yes; 0 violation 6.9
Yes; 0 violation 6.85
Yes; 0 violation 6.89
Yes; 0 violation 6.45
Yes; 0 violation 6.33
Yes; 0 violation 6.34

Yes; 0 violation 6.37
Yes; 0 violation 6.9
Yes; 0 violation 6.75
Yes; 0 violation 6.86
Yes; 0 violation 7.22
Yes; 0 violation 6.46
Yes; 0 violation 6.39
Yes; 0 violation 6.19
Yes; 0 violation 6.41

Yes; 0 violation

Yes; 0 violation

No; 3 violations: MW>500, NorO>10, NHorOH>5

Yes; 0 violation




Yes; 0 violation 6.83
Yes; 0 violation 6.39
Yes; 0 violation 6.85
Yes; 0 violation 6.9
Yes; 0 violation 6.85
Yes; 0 violation 6.89
Yes; 0 violation 6.45
Yes; 0 violation 6.33
Yes; 0 violation 6.34

Yes; 0 violation 6.37
Yes; 0 violation 6.9
Yes; 0 violation 6.75
Yes; 0 violation 6.86
Yes; 0 violation 7.22
Yes; 0 violation 6.46
Yes; 0 violation 6.39
Yes; 0 violation 6.19
Yes; 0 violation 6.41

Yes; 0 violation

Yes; 0 violation

No; 3 violations: MW>500, NorO>10, NHorOH>5




