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BASIC STRUCTURES OF USED COMPOUMNDS



ML

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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STARTING SUBSTRUCTURE LIsT
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SUB STHU‘CTURE LIST USED BY THE RECOM PROGRAM
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OPERATION FLOW OF GENERATIMG STRUCTURES

1. CHOOSE SUBSTRUCTURES WHICH HAVE POSSITIVE
S'IGN ON THE DISCRégéNANT FUNCTION
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s
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Z. DETERMINE BASIC _ SUBSTRUCTURES WHICH INCLUDE
T QUINOLINE-= "AND "1,- 8=NAPHTHYRIDINE STRUCTURES
USED ON THE RECOM PROGRAM WITH OTHER SUB-—
STRUCTURES
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2. GENERATE STRUCTURES BY USING THE RECOM
PROGRAM -
4. DELETE COMPOUNDS BASED ON CHEMICAL REASONS
@ FLUORINE SHOULD NOT CONNECT NITROGEN ATOM
@ 1—AND 7—POSITION SHOULD BE LINKED AT LEAST

FOUR ATOMS
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