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#> cd 011-similaritySearch/fingerprint
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#> molaical.exe -tool finger -i listfiles.dat -o result.dat
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#> cd 011-similaritySearch/3Dsimilarity

1. £ Linux 2% & R{FE“ls > listfiles.dat” 452, IETE windows R4 H DOS =& 5% H
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#> molaical.exe -tool 3Dcompare -i listfiles.dat -s result.dat -f mol2list
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#> molaical.exe -tool 3Dcompare -i ligand.mol2 -s 1 10023 out.mol2
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#> molaical.exe -tool col -f listfiles.dat -I result.dat -s " " -0 merge.dat

#> sort -n -t ' ' -k 2r merge.dat > rank.dat
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