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A New Quantum Chemical Index for Predicting
the Bond Strength of a Topological Reference System

Takayuki OHMAE

Summary

In order to confirm the utility of a new quantum chemical index for predicting a bond strength, the effects of cicles in
polycyclic conjugated systems are studied by using the index. Our results are consistent with the generalized and extended
Hiickel rules. A new method to visualize the mode of recomposition of conjugated electrons is proposed.
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Fig.3 Schematic diagrams of cyclic propagation effects.
Dotted lines denote delocalized electrons.
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Fig.4 Bond lengths (in A units) of 2, 6-diazanaphthalene.
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7, TNOLDOESTROTRENDES % I HRDOK
EXTEICARILCHET L, BOKEEIKE
{ % % 12 DN TTRENDF 5-%30.246,0.184,0.122D X
WAL, BIEOKRNERTHIENEMORBIC
COEBATEEREFARON 2. LALENFDS,
Table LWZR L7 & S 1B 4 OS5 2 5 IKROM
EEROMEEL KB L-dp 2 RAE, NTIZ2H
HoEE0 Ap WEDELFL, RIROMEIEAIZ
X o TINDORBERIFig3llRLAEX ) R 2HBORE
%ﬁ&# RRE 1THO_EXEGIITEINEZ LN

BENLEIEIMOBEEERKECEL->TWS, N
tM@ﬁﬁﬁ@ﬁE&Eﬁ:mxﬁ&%&%mﬁ%
BADERIECHEBRLTWLEEZLR LD, =
oW TII T TRIOKRFOBRICbBRRIZEHD,
SHORFBEHE L, T/, NO£BEROSE
WEo THELEETIRZBEO_EEAILL ST, &
DEALDFOIALN LR TIEER IS A L TEVE
BHEEFEOILIRBEENSLZLICHERBLTSBZ
J. TOFREEFDELEIIOWTIET TIZALH
SENTVAEYY, KFETHWTEXLFEILE->TH
COFHEES ZEHFTELZLE, p lprr AV

DS % RTFRPOAHEORE

RHEDORRAME T AT
5.

hLEZLR

3 %nnm

BEORLTRSOBEEDHBEZRTIREE LTRE
L7zp, lp VTV DD RIREBERICBIT S
RROMEERAGHROMELRFTL-LTAH, RD
IANF-REETF LT

IMNBRBSRIBOFS T2 L, ANR2BRES
RIZEDHFSE LTI L,

DUBRESHR L AERBGTROFSORE
EDOHFBKTHHZ L,

3) ANBBRE DT ROBDOEFS LANRART RO

EOHESINOMME LRI THZ L,
DI h—BlbEhiz 2y r VAL EKTAKR
HEphi, F72E 5 ICFigICBERAMIIRLAE LS
\Zp, L, RIKOMEMERMLRIRIC X - THEBR
BEDLIIIIFTEENLPERENT I LV HE
PELSNT,

DEDZ EH6, TRSOFEIZBWTp, Lprid,
RIKOMEERGHROMEIZOYHIZED LD %
HEEBIIITIESHTHBEOEARIERTH S
ZEDHS PR ol, FRREEIE, SITHW:
prl FEELRBEBA T T 7w e HETHREILE > T
EAN RSB I ALF—L LTHTICRESNT
WHIZERMRLTBIHY
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