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5110 ... Extract portion referring to compound from compound set
input through input module to identify identifier. by
identification module

Extract any bioassay data from bicassay database, by

| A4 950, ¥2 D5 84 % IHE ASUA IHES B HES FEA0 HENE A ]N s110
bicassay selection module
Check activity or inactivity of each of multiple compound sets
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] selection module
$140 ... Select bioassay data as significant assay test data if the
calculated oz is equal to or greater than predetermined
reference, by bioassay selection module
Are there any more data to be selected from bioassay
database?

5210 ... Select compound sets including identifier out of multiple
S150 compound sets included in selected bicassay, by enrichment

score calculation module
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$220 ... Select only compound sets confirmed as being active to
group compound sets inte predetermined number of groups
according to the activity score, by enrichment score

— — - calculation module
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Project score ing to identifier onto
equation to calculate enrichment score, by enrichment score
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calculation module
|§% D50, 55A4S Bl 02 833 JF2 0140 32, BOQUAN HOEE 14 24 4EES Padh: A0OZH &2 ]’\5300

] E504 0H D80, 858 20N 288 49 332 HES 30 NEM) 2BE 38 JESS 49 ]"5210

[ sass

5250 ..

‘ [

20|, SET 45

Output bioassay data as data including virtual analogue
compound if sum of enrichment scores is equal to or greater
than predetermined reference value, by output module

Extract selected significant assay test data to construct
separate database, by intensive screening library
construction module
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(57) Abstract: The present invention relates to: a virtual drug screening method with high accuracy of prediction, on the basis of

various biological activities extracted from multiple drug screening data, without using structures or structural attribute information

of target proteins or compounds; an intensive screening library constructing method; and a system therefor.
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