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https://gitee.com/molaical/tutorials/tree/master/01 1 -similaritySearch
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¥ ZF “0l1-similaritySearch/fingerprint” X {FH% T :
#> cd 011-similaritySearch/fingerprint

1. 7 Linux =%]4 R{E A s > listfiles.dat” 752, ZELE windows RS H) DOS 12454 {5 F
- 2dir /b > listfiles.dat” 452 . 3T F & g A9 “listfiles.dat” S {4, Mg T B3GR, #H{R listfiles.dat”
FREEEENEBR.
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#> molaical.exe -tool finger -i listfiles.dat -o result.dat

W ITERES A A “result.dat’ S, ZHEE T S listfiles.dat” 1 Z FRIAFFHE X R A9 45
AR AT AR .
FR: C“resultdat” XHFERT I HHLMNEVERT, E—TREATILRHNER.
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&£ & “011-similaritySearch/3Dsimilarity” X BH % T

#> cd 011-similaritySearch/3Dsimilarity

1. ¥£ Linux 2% & R{FE“ls > listfiles.dat” 452, IETE windows R % H DOS =& 5% H
a5 “dir /b > listfiles.dat” a5 % . ¥J FF 4 Al B9 “listfiles.dat” S 44, MR T BHEA , #E{R “listfiles.dat”
X4 RESEANEIR.
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#> molaical.exe -tool 3Dcompare -i listfiles.dat -s result.dat -f mol2list

WRBTERESE M result.dat” X4, ZXHBEE T S listfiles.dat” PR L E— T8I BFRIN
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FEITHENRN, “resultdat” HREYE ZF7 5 listfiles.dat” R AYE =T N, DU,
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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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045596697 outmol2 Microsoft Office Excel found data next to your selection. Since you have not

0215969k _10023_outmol2 ociected tis data, 1t W ot be Sorked.

0.318565 J159_out.mol2 What do you want to do? @
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