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Narumi-Katayama index of phenylenes
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The Narumi-Katayama topological indes S of a hydrocarbon is the product of
vertex degrees of the respective molecular graph. If PH is a phenylene and HS is its hex-
agonal squeeze, then the respective Narumi-Katayama indices are related as S(PH) =
91 S(HS), where / is the number of hexagons of PH and HS, or as S(PH) = CIS(HS)",
where = 0.078 and U= 1.613.
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INTRODUCTION

Phenylenes are non-benzenoid conjugated [Felectron systems composed of 6-
and 4-membered rings, in which no two 6-membered rings are adjacent, and each
4-membered ring is adjacent to two 6-membered rings. The chemistry of phenylenes is
in rapid expansion, mainly due to the work of Peter Vollhardt and his research group; for
details see the recent papers!-2 and the review.?

To every phenylene it is possible to associate a catacondensed benzenoid system,
obtained so that the 4-membered rings of the phenylene are “squeezed off”. This
benzenoid system was named? the hexagonal squeeze of the respective phenylene. The
construction of hexagonal squeezes should be evident from the examples depicted in
Fig. 1. In the following, a phenylene and its hexagonal squeeze will be denoted by PH
and HS, respectively, They possess equal number of hexagons, denoted by 4.

In the last few years we established a number of nontrivial relations between the
topological properties of phenylenes and their hexagonal squeezes.412 In the present
paper one more such connection is reported.

In 1984 Narumi and Katayama!3 put forward a novel toplogical index S defined as:
S:S(G):él 0 (1
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PH, HS;
E PH, g HS,

Fig. 1. Two phenylenes (PH; and PH,) and their hexagonal squeezes (HS; and HS,).
where [} is the degree (= number of first neighbors) of the i-th vertex, and # is the

number of vertices of the molecular graph G. (Details on graph theory and its appli-
cations to chemistry can be found in the books.14:15)

The quantity S was originally called!3 simple topological index, but we shall refer
to it as the Narumi-Katayama index. More details on its basic properties can be found
elsewhere.15-18

RELATIONS BETWEEN S(PH) AND S(HS)

The molecular graphs of phenylenes and their hexagonal squeezes possess only
vertices of degree two or three. Denote by n(PH) and n(HS) the number of vertices of a
phenylene and of its hexagonal squeeze, respectively. Denote by 75(X), and 73(X) the
number of vertices of degree two and three, respectively of X = PH, HS. Then, for
phenylenes one has

n(PH) = 6h 2)
ny(PH)=2h+4 3)
n3(PH)=4h -4 4
and, according to Eq. (1),
S(PH) = 212(PH) 3n3(PH) %)

Substituting Eqgs. (3) and (4) back into (5) one arrives at
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S(PH) = Eg ﬁmh )

which combined with Eq. (2) yields

S(PH) = @],?61 ﬁl gn(PH)/3

For the hexagonal squeeze one has:

n(HS) = 4h +2
ny(HS) =2h + 4
ny(HS) =2k -2

which results in

S(HS) = %6 ﬁ%h )
S(HS) = @;7 Eﬁn(HS)/Z

Dividing Eq. (6) by Eq. (7), a simple relation between S(PH) and S(HS) is ob-
tained:

and

S(PH) = 91 S(HS) 8)
If it is required that the parameter / be absent from the relation between S(PH)

and S(HS), then a somewhat more perplexed expression is obtained:
S(PH) = OS(HS)Y ©)

where
In 9/1n 36

U= =0.078081...

1
9
In 9
In 36

9
6
O=10 =1.613147...

ON NARUMI-KATAYAMA TOPOLOGICAL INDEX OF BENZENOID SYSTEMS

Denote by #; the number of internal vertices in a benzenoid system. A benzenoid
system is said to be catacondensed if it does not possess internal vertices (r; =0). Other-
wise, if n; > 0, then the benzenoid system is pericondensed. !

As in the case of phenylenes, the molecular graphs of benzenoid systems possess
only vertices of degree two and three; their number is denoted by n; and n3, respec-
tively. For abenzenoid system BS with 4 hexagons and »; internal vertices, one has!?
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ny=2h+4—n;
ny=2h-2

S(BS) - ﬁlgﬁ%h 2 (10)

If n;= 0 (i.e.,, if BS is catacondensed), then Eq. (10) reduces to Eq. (7).

resulting in

DISCUSSION

Formulae (8) and (9) are exact results, valid for all values of 2, 4> 1. They show that
the Narumi-Katayama index of a phenylene can be calculated from the Narumi-Ka-
tayama index of the corresponding squeeze. In spite of the seemingly simple form of Eq.
(8), the actual relation between S(PH) and S(HS), Eq. (9), is far from simple.

The following consequences of our analysis are particularly worth noting;

1. All isomeric phenylenes have equal Narumi-Katayama indices. The S-value of
aphenylene is fully determined by the number of hexagons / or by the number of verti-
ces n.

2. The S-value of a phenylene is fully determined by the S-value of its hexagonal
squeeze, and vice versa.

3. The Narumi-Katayama index of phenylenes is a rapidly (exponentially) in-
creasing function of /4 or n.

U 3 B O JI
HAPYMU-KATAJAMUWH TOITOJIOIKY MHOEKC ®PEHUIIEHA
KEJbKO TOMOBUR 1 UBAH TYTMAH
[pupodro-maitiemaitiuvyku axyaideid y Kpazyjesyy

Hapymn-KaTajaMiH TOOTOMIKYE HHAIEKC S HEKOT YIIHOBOJOHAKA j€ IIPON3BOJ CTENICHA
4yBOpOBa ofrosapajyher moinekynckor rpaga. Ako je PH cdenunen u HS merosa xekca-
rOHAJHa OCHOBA, oHfa u3Meby oxprosapajyhux Hapymu-KaTajaMuHuX HHIeKCa IOCTOje ciie-
nehe penanuje: S(PH) = g1 S(HS), rae je h 6poj mecrounannx npcrenoay PHu HS, u S(PH) =
OSHS)", rae je 0= 0.078 1 O=1.613.

(IMpumsbeno 22. genem6Gpa 2000)
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