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#> c¢d 008-vinardoScore
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#> molaical.exe -tool grid -1 boxPar.dat -p mproNolig.pdb -n vinardoScore
HAr“mproNolig.pdb” & A EELARR] Mpro S . XA ER4% N “vinardoScore.dat”
fR A
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#> molaical.exe -tool vinardo -i ligands/lig_1.mol2 -g vinardoScore.dat -t vinardoscore

XA i A K O AR S5 15 RE ST I3T 70ME: -6.21 keal/mol
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#> cd 008-vinardoScore/ligands
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#> molaical.exe -score vinardo -i ligands/ligandList.dat -o output.dat -g vinardoScore.dat
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