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log(10°/1Csy) = —0.049 x O[ATS2v] — 110.925 x O[MATS4m| — 32.131x O[MATS8m|
QSAR

— 2.739 x O[MATS3v] + 4.427 x O[GATS6e| + 4.716 x O[GATS2p|
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+ 37.443

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

N is the number of compounds included in the models; R? are the square of correlation coefficients; S
is the standard deviation of the regressions; p is the significance of the variables in the models; Q%,,
and S¢y oo are the correlation coefficients and standard deviations of the LOO cross-validation,
Molecular | respectively, and Q2 and Scy ;30 are the correlation coefficients and standard deviations of the L30
Descriptor cross-validation, respectively; *x¥ or log P: hydrophobicity-related descriptors; Descriptors of MMP1
include ATS2v, MATS5m, MATS7m, GATS1v, GATS1e, GATS4p; Descriptors of MMP2 include
MATS5m, MATS5v, MATS5p, GATS4v, GATS7v, GATS7p; Descriptors of MMP3 include ATS2v,
MATS1m, MATS6m, MATS6e, GATS1v, GATS5v; Descriptors of MMP9 include MATS6m,
MATS2v, MATS1p, GATS3v, GATS7v, GATS8v; Descriptors of MMP13 include ATS2v,
MATS4m, MATS7v, MATS1p, MATS5p, GATS7p; Contribution ¢2°of descriptor i is given by:



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