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QSAR pICso(HDACSG) = -1.429 xI-NHCOCH,SH + 0.711 xI-Thiazole + 0.046 > (ClogP), + 7.799
Model1 | R2( 86, n=23, RMSE=0.384, p<0.0001
Access the following web-servers to compute molecular descriptors: MoDel and e-dragon
Molecular Five QSAR equations were developed from the 23 compounds (biphenyl or phenylthiazoles bearing
Descri hydroxamates or mercaptoacetamides) against HDACs 1, 2, 8, 10 and 6 incorporating
escriptor
1 the binary indicators I-NHCOCH2SH and I-Thiazole and calculated LogP (ClogP). If the compound is
mercaptoacetamide, then I-NHCOCH2SH = 1.0; otherwise it is 0. If the compound is phenylthiazole,
then I-Thiazole = 1.0; otherwise it is O.
Ref Computational Studies on the Histone Deacetylases and the Design of Selective Histone Deacetylase
e1erence
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http://jing.cz3.nus.edu.sg/cgi-bin/model/model.cgi
http://www.vcclab.org/lab/edragon/

QSAR pICso(HDACSE) = -1.429 xI-NHCOCH,SH + 0.711 xI-Thiazole + 0.046 > (ClogP), + 7.799
Model1 | R2-0 86, n=23, RMSE=0.384, p<0.0001
Access the following web-servers to compute molecular descriptors: MoDel and e-dragon
Molecular Five QSAR equations were developed from the 23 compounds (biphenyl or phenylthiazoles bearing
Descri hydroxamates or mercaptoacetamides) against HDACs 1, 2, 8, 10 and 6 incorporating
escriptor
1 the binary indicators I-NHCOCH2SH and I-Thiazole and calculated LogP (ClogP). If the compound is
mercaptoacetamide, then I-NHCOCH2SH = 1.0; otherwise it is 0. If the compound is phenylthiazole,
then I-Thiazole = 1.0; otherwise it is 0.
Computational Studies on the Histone Deacetylases and the Design of Selective Histone Deacetylase
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