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QSAR

-

> =0.613, R*=0.671, R =0.819,
F=116 (df 3,17), s=0.112, AVRES = 0.087,
OQ* = 0.512, SDEP = 0.122, Spress = 0.136, Pres,, = 0.107

Modet1 | 7 =21, R

Access the following web-servers to compute molecular descriptors: MoDel and e-dragon

Hydrophobicity (log P) and molar refractivity (MR), Electrotopological state (E-state),
mathematically defined as:

Si = Ii + AIL
Molecular

2
Descriptor I= [(%) 8V + 1] /8 and AL = X(I; - I,) /7

I is the intrinsic state of an atom, AI; is the perturbation effect, N is the principal quantum number, §
is the number of sigma electrons on the atom (excluding those bonding to hydrogen), 6 is the
number of valence electrons (excluding those bonding to hydrogen), i and j are serial numbers of

atoms and 7;; is the shortest graph distance between two atoms i and j plus one.
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