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PLS real coefficient 
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∆G desolv protein=0.1403 ligand=0.0905 

 

thrombin (C, output-A62-A89-90-12_1-A84-A88.dat)

vdw-real PLS coefficients (FFD4-LV4)
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thrombin (C, output-A62-A89-90-12_1-A84-A88.dat)

elec-real PLS coefficients (LV4)
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PLS real  coefficient 

 

Z:\report\COMBINE-paper\final-row\compare_PLS_real_coeff.xls 

 

vdw-real PLS coefficients

trypsin (B, active-nodbl-A98-B07-A96-A04-B17.dat, LV3)

-

thrombin (C, output-A62-A89-90-12_1-A84-A88.dat, FFD4-LV4)
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elec-real PLS coefficients

trypsin (B, active-nodbl-A98-B07-A96-A04-B17.dat, LV3)

-

thrombin (C, output-A62-A89-90-12_1-A84-A88.dat, FFD4-LV4)
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