Vol. 36 No. 7

WAL B £ i SRE

i)
=
oA

IFX/)N—=pXF 4L IDDEX

o & - 3 & E |t 8 & BT
Mo " B O E 0 PE—Ept

—DOFEAMRT 3103, EEEHMOUEPIEROKREREON KA ZBIET ZLELS, BROMEME
HHEET S, ZOHEBAHE, T30 ABEA» UTICRIREhRIEE S0, —fIC, 1LFH
& & EEER & OMBBFRIIAS A TIRIBVDT, FEEEHITIE F A4 YERICINA T  ORBN L L
BrETE ZCTHRLIDATHEOFEAMOIEEREF VAT LOBERE TN TE . KT, =
7797 & B FEICH-SSANERERRGF T+ 29— b v 25 A IDDEX 20T~ 3. EERZMED
FrxA4vERERD, BROWEBIHRNCERBINTHRODTF A4 YASERA2DLCEREIATH
V. T TRPETIE, SX50EY () = FMeEh) 20 oboBorfE R KaiL, 2o
WA BRTHREHOBHEBRLUZEEEETIEVIR IS5 v FRENVFEEZHATECERE-T, E
EABHEBEORFHOMEEEE LTER LY. F7- IDDEX OFAABUTEH R/ D7 — & <=2 {bEFT
W, FEERENCULERMBOMR AT . TOMKE, BEICHET A HBEFRNICD KD Lk L
20, WROHEBIBFICLIEERLFTLIDEOVAVORFEASBENITITI C EMBFAREEE- .

IDDEX : Intelligent Drug Design EXpert based on
Scrap & Build Method

Kenicar Iwar,t Masaakr SERITANLTL* Yasuo Nomura,tt

Ikuo UepAl and RuchHirRo MizocucHit

Designing a new drug requires a lot of time and effort, since developers have to make
up a number of counterplans for improvement of biological properties, elimination of side
effects and so on. Therefore, candidate compounds should be selected as carefully as pos-
sible to avoid unnecessary examination which costs a lot of money. Because a correla-
tion between a chemical structure and a drug activity is not fully known, creating a new
drug needs many heuristics in addition to domain theory. Artificial intelligence techniques
enables us to develop such a computer aided drug design system that supports domain
experts. In this paper, we propose an expert system IDDEX: Intelligent Drug Design
EXpert for drug design based on scrap & build method. So far, domain knowledge of
drug is not based on parts. And we formulate drug design as combination known parts
by scrap & build method that decomposes a given lead compound using a suitable sub-
structure compound and rebuilds a new candidate compound by substituting the resulting
sub-structure of the lead compound with appropriate parts. Through use of IDDEX, the
drug designer can make a data-base for parts, and acquire knowledge for drug design.
As a result, we can clearly process potential knowledge in parts, and can rationally
design a new drug.
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