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2.1. PRS- T Hhit
1) MolAICal: https://molaical.github.io B{ https://molaical.gitee.io

2.2. BIETRBIXHF
P FE AR EERE XA T A TE RIS T3

https://gitee.com/molaical/tutorials/tree/master/011-similaritySearch

3.BRIERE

3.1. IEEARMMER R
#F “011-similaritySearch/fingerprint” X {4+ BH & T :
#> cd 011-similaritySearch/fingerprint

1. 7 Linux 1=#] 4 R AH“ls > listfiles.dat” 5%, = EFE windows RZ A DOS =H| &% H
arS“dir /b > listfiles.dat”d5% . 3T F & i A9 “listfiles.dat” S 44, R T AR, #{R “listfiles.dat”
F R EaRENEIR.

2. BITIA T2

#> molaical.exe -tool finger -i listfiles.dat -o result.dat

W BITERES AN result.dat’ S, ZXHEE T S listfiles.dat” i Z FRIFUFAE XS R A9 L5
HIAB TN £
AR Cresultdat” XXHEHFBRT L CHHKARNEREST, F—1TEW A TILRAER.


https://molaical.github.io/
https://molaical.gitee.io/
https://gitee.com/molaical/tutorials/tree/master/011-similaritySearch

3.2.3D SRR R LR
% 2 “011-similaritySearch/3Dsimilarity” X B g T~ :
#> cd 011-similaritySearch/3Dsimilarity

1. 7f Linux 2% 4 FEH“ls > listfiles.dat” 5%, = FE 7 windows RZ ) DOS 2% 55 FH
fp S dir /b > listfiles.dat” a5 % . FT FF & A By “listfiles.dat” S 44, MiIBR Tc BHEA , #H{R listfiles.dat”
XA R B S B AR EFR,

2. BITAT &%

#> molaical.exe -tool 3Dcompare -i listfiles.dat -s result.dat -f mol2list

WBEITERES 4 M result.dat” U, IZXHEE T 5 listfiles.dat” FER K E—1THI B FRIR
FRAE XS R B9 5 A AR AT £ .

FE: “result.dat’ PR E—TAEH LB NEE, “result.dat”FHE —FT75listfiles.dat” §
MU ZfTHEX Rz, “result.dat” FAYEE 175 listfiles.dat” PEYE =FTHEXS R, AL 2KHE,

15k, MolAICal o] AL AN ECIARY 3D ZigR0ME, ST

#> molaical.exe -tool 3Dcompare -i ligand.mol2 -s 1 10023 out.mol2

33. BERHF
HEFiE A 3D AR RINER, RETUSEZNBF SRR RNERETT
HEFr.

MBHREHANE Linux &4, B %&lstfiles.dat” X 14 F Z F “result.dat’ BT & . W&
“listfiles.dat” I E—F7, HITIAT S RERULIERIE:

#> molaical.exe -tool col -f listfiles.dat -I result.dat -s
#>sort -n -t "' -k 2r merge.dat > rank.dat

-0 merge.dat

B A A B “rank.dat” X AR S HEFNE R,

MBHRABE Window &E, B 5E&listfiles.dat” 3 44 F Z Fl “result.dat” 8 X & . i B&
“listfiles.dat” A —17, BILIA T BRSEAULER{E:

FTFF Excel, R“result.dat’ IR AEHIZ|E—F, WKlistfiles.dat’ PR BTEFIZIE =5,
ERFE—FIRRERNETE AR s Excel LAJ“Sort Largest to Smallest”(Z0&] 1 f7R).
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0.458966 |197_out.mol2
041596901 _10023_out.mol2
0.318565 §159_out.mol2
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Microsoft Office Excel found data next to your selection. Since you have not
selected this data, it will not be sorted.

Wha! do?

() Continue with the current selection
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