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Development of COMBINE score function to improve accuracy of virtual screening

MERKRE
it Ef  (NAKAMURA SHINYA)
KT - HEPH - B1F
#HREES : 10510109

WFFER R OBEE (Fi30) -

AWFFE Tl ﬂ/t;—&%ﬁﬁbfm@
. HEEEPERA RS

— =T OERELDT=D

I ERH LA R RT 2N —F ¥ VAT U

(QSAR) FHEDVOESTHHLCOMB I NEE
%ﬂ%%ﬁkbfﬂmbto%ﬁm& 7y N D TORGE L 72 A5 3

—E DHTALEL S VB L

LM, EEEOILEME @R TRIET ZENARETH Y . RIS =5y N Z T HA~D
MOE—FbHELSFHITE 2 AL,

WFFERR OBEE (330)

To improve accuracy of virtual screening in which candidate medical compounds were

searched fast by computer,

COMBINE method that is one of the Quantitative

Structure-Activity Relationship (QSAR) was applied as the scoring function. As the results
of several validations, active compounds were able to be extracted at high throughput.
Furthermore, binding mode of the compounds to their target protein could be predicted at

the same time.
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DOCK 0.63
LigScore2 0.30
PLP2 0.60
JAIN 0.20
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