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QSAR Model
Target
SKca channel
Name
Target
TTDS00145
TTD ID
Target . .
Guinea pig
Species
Target
Hypatocytes
Location
Chemical . .
Apamin-sensitive SKc, channel blockers
Type
Mode of
Blocker
Action
QSAR pICs, = 0.086{£0.011)x + 2.06(+0.28)
Modell |, 5 ,=089, r2=079, s=0522, F =6648,
QSAR pIC,, = 0.00435(+0.001 )F + 2.01{+0.33)
Model2 |, _ 2 ,—o085 =073, s=058, F=4834.
Access the following web-servers to compute molecular descriptors: MoDel and e-dragon
Molecular
Descriptor | N IS the number of compounds; r, the correlation coefficient; s, the standard error of the estimate; F,
the Fischer variance ratio; V, the molecular volume; a: mean alpha polarizabilities.
Defining determinant molecular properties for the blockade of the apamin-sensitive SK¢, channel in
Reference | guinea-pig hepatocytes: the influence of polarizability and molecular geometry. Bioorganic &
Medicinal Chemistry Letters 14 (2004) 40314035



http://jing.cz3.nus.edu.sg/cgi-bin/model/model.cgi
http://www.vcclab.org/lab/edragon/

