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3.1. WAERME (SA) FiHE
PRAT LI I 437 (¥ SMILES ¥ 8T SA, W~ a4
#> molaical.exe -tool sa -1 "FC(F)(F)clcc(cec )NSCCN(CCe2nnc3[C@H]4CCC[C@H]4Cn23)CCS"
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#> cd “009-SA_Ro5_Pains/SA”
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#> molaical.exe -tool sa -1 SmilTest.smi
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3.2. K ARENVHE
FEANELAAR ) ROS THEL QTR
#>cd “009-SA_Ro5 Pains/ro5”

#> molaical.exe -tool ruleoffive -f mol2 -n zinc_1879871.mol2
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1. 7£ Linux & #] & EH M4 “ls > mol2List.dat”, B7E Windows [] DOS % il &5 7 4 FH
fin&“dir /b > mol2List.dat”. ¥T 4 B H) A “mol2List.dat”FF H AR BTG T B4 B iR
A “mol2List.dat” H AL EECAR I 2R
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#> molaical.exe -tool ruleoffive -f mol2list -i mol2List.dat -o result.dat

Fe A4y result.dat” I SCAF, P& KE R ROS . KT RO5S HIBE 24U, 1§55
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#>cd “009-SA_Ro5 Pains/pains”

#> molaical.exe -tool pains -f smi -n "clccccc1N=Nclcececl"
#> molaical.exe -tool pains -f mol2 -n ZINC00154323.mol2

WRARAR ST 2 AR ) PAINS, 7] PLRAT DL R AP ER:
X} SMILES #%
#> molaical.exe -tool pains -f smilist -1 painsTest.txt -o smiResult.txt

XFT Mol2 4%
#>cd “009-SA_Ro5 Pains/pains/mol”

1. 7E Linux %l & 148 F iy 2“Is > mol2List.dat”, 80 # 7E Windows ] DOS 7 11115 FH #iy &-dir
/b > mol2List.dat”. FT 4= 51 3 A4 “mol2List.dat” 3 H. AN R Fr A & =55 #fair et
“mol2List.dat”HH H AL S FCAR I 44 K
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#> molaical.exe -tool pains -f mol2list -i mol2List.dat -o mol2Result.txt
K22 E A N “mol2Result.txt” SO, b AR FTA O PAINS 5 8
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