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https://gitee.com/molaical/tutorials/tree/master/013-fragmentSplit
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#> cd 013-fragmentSplit
BEZRAN M list.dat”, “list.dat” X HFREE T BEAXHE:
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zinc 9237880.mol2
zinc _16879871.mol12
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#> molaical.exe -tool fragSplit -i list.dat -o inital -oa results
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#> molaical.exe -tool fragSplit -i list.dat -o inital -oa results -w off
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#> molaical.exe -tool fragSplit -i list.dat -o inital -oa results -w add
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#> molaical.exe -tool fragSplit -i list.dat -o inital -oa results -w del
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#> molaical.exe -tool merge -m mol2 -i results -o all_frag.mol2



