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Figure 4

Albendazole mass accuracy through & across runs
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Figure 5
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Figure 6
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Figure 8
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Figure 9

Molecular weight distribution

S
=
3
o
x
Half-life distribution LogP distribution =
o
= s 3
— , 1500 , 1500 2
(2] < © P
o c c 2 o
c — S S /
3 15004 Q o] g 1 % L
e g 1000 £ 1000 % a
E o H o
Q -
$ 1000 = = % %
° 5 500- 5 500 / 9
g wof  EE : _ £ %
5 = 3 = /
= :ﬁ m-l-n-l Zz =z — %
0 I T T 1 T 0- T 0- = A
S O 2\ O O & & »
va ,\403 \bQ \:\‘) \QQ \QQ Qé\\ °<°\ \0' \oﬂ’ \og \oq' '@‘) \p‘\
) ) ; ’\6\' ] & %QSO o AY - O 9 4 o g
Molecular weight Half-life LogP §
=}
Lipinsky rule violations Topological polar surface area distribution %
2500- 1500- »
") ® N
© o° R
S 2000 e s @
o | EE £ 2
g s | 2 1000-
5 1500+ =
o % | o
b e [T
5 1000- | S
= % 500+
£ 2
E 500- E
> 2
=z . i
0 ﬁ_=_|_ 0- e
0 1 2 3 o I\Y N}
Number of violations Ry 5

Topological polar surface area

)



