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BASIC STRUCTURES OF USED COMPOUMNDS
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ANTIBACTERIAL ACTIVITY

E. coli H560 MIC 0.1 ~

> 100. 0 pg/mL

0 ACTIVE CLASS

MIC 0. 1~ 6. 3 mg./mL
O INACTIVE CLASS

MIC 12. 5~100. 0 sg/mL

27 COMPOUNDS

30 COMPOUNDS
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— USED DESCRIPTOR SET 1IN ORDER TO CHOOSE
AD CANDIDATES FROM THE CENERATED COMPOUNDS

(DOESN" T INCLUDE SBSTRUCTURE DESCRI PTORS)

- 1.
— 2.
-8
— 4.
—+ 5.

TOTAL NUMBER OF PATHS. NUMBER OF ATOMS
NUMBER OF NITROGEN ATOMS IN STRUCTURE
NUMBER OF BASIS RINGS IN STRUCTURE
MINIMUM NUCLEOPHILIC SUPERDELOCALIZABILI
TORS IONAL- STRAIN ENERGY OF MOLECULE

o i

DATA SET CONDITION

27T COMPOUNDS

CLASS 1

(ACTIVE CLASS)

CLASS 2 29 COMPOUNDS TOTAL=56
MACTIVE CL.ASS)

OME COMPOUND WAS DELETED FROM THE
ORIGINAL DATA SET TO KEEFP DICHOTOMI ZATIOMN
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BIPLOT DISPLAY - AUTOSCALED DESCRIPTORS '~ % OF UAR:  80.99
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CONCILUSION AND REMARKS

ND OUT SOME LEAD CANDIDA'I‘ES_

) EASY TO FI1I
FROM COMPOUND DATA BASE =
_ FIND OUT LEAD CANDIDATES. EVEN IF THE
: DIRFBRENCBS OF STRUCTURB ARB GRBAT
O Tng'MBTH D CAN HANDLE A LARGB NUMBER
P .COMPOUNDS WITHIN A SHORT TERM_,
O T I.S MBTHOD CAN CHBCK VARIOUS KINDS OF
ACTIVITIES AT A TIME
e 7 PRACTICAL USE OF COMPOUND PROPERTY




