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Discovery of New Lead Structure using Supergraph of Molecular Scaffolds of Drugs
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We propose a new approach to discovery of lead structure for drug design and development. The present work is focused
on non-terminal vertex graphs (NTGs) which are obtained from drug molecular graphs. An NTG is regarded as a basic
framework of a series of drug molecules, and it is known that the NTG is often closely related to drug activity of the drugs.
The approach consists of two major steps, (1) making a supergraph of several simple molecular frameworks, called NTG
(Non-Terminal vertex Graph), and (2) enumeration of all possible NTG subgraphs from the NTG supergraph. The paper
describes the details of the method to explore for candidate molecular scaffolds of new drugs using an illustrative example.

1. IFC&HIC

BIE, (LZBE Sy B ISR W CRIFBE ORI A 3 A AT
TV, BRI DR E AR CIEE —IC, JMRSL
W DRI E 22 O G, BALTEEERBLTD
AIHEME DR WEMSE R L T LERDHD. LnLAaenbD
DI RIRZERNTHKIL, BuhbiEE 2 EER T2 L3RR
THY, T RAEEED N XD,

ZITCARMIZE T, LRROMBEZERTDI20DOVOESDT
Ta—FELT, Y ETHEEZIIZ Non-Terminal vertex
Graph(NTG)Z H\, ZOEHAAHDLRICFEIA—/—=FTFT
(NTG A== F7) AR L, ZZnbiHEhs NTG #4y
TI 7% ET, FEEOFRBIEMEORBLNYIHFS NI HHEY
DV —R L7 DA B HARE ORI - ADTZd D FIEIT OV
THRiEIT-T.

2. NTG &ENTG R—/8—4'57

2.1 NTG(Non-Terminal vertex Graph)
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