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 Jerzy CIOSLOWSKI®
Max—Planck—Institug'fur Strahlenchemie , Stiftstrasse 34-36
D4330 Mulheim a.d. Ruhr , West Germany

and

Malgorzata WALA
Jagiellonian University , 30060 Cracow , Poland

{Received: September 1880)

Abstract: A literature search was performed in order to
compile all the known planar polycyclic benzenoid hydrocar-

bons. The data were extracted from Chemical Abstracts ,
Beilstein's Handbuch der Organischen Chemie and from Clar's
monograph "Polycyclic Hydrocarbons". Every entry in the data
file consists of the reference to chemical literature and a
compact name of the compound. In addition , the total formula
and the type (cata or peri) of the hydrocarbon are reported.
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INTRODUCTION

The importance of polycyclic benzenoid hydrocarbons (BHs)
in chemistry cannot be underestimated. Enough to say that ,
even if we confine our interest to topological studies on
BHs , the number of published papers approaches several
hundreds. To make the situation even more complicated , there
are several different nomenclature systems for BHs , based
both on standard and topological schemes?l.

Quite recently we have undertaken in our laboratory an
effort to systematize the available information on BHs. The
very first step in this task was to devise an universal
naming system for these compound52'314. Then we compared the
compact naming (CN) with the existing nomenclatures in res-
pect to conciseness and practical advantages in usel. The
results indicated that CN cuts down tremendously the redun-
dancy inherent in the existing naming systems and can be a
practical basis for creating data storage and retrieval
systems for benzenoid hydrocarbons.

The next stage of our work was a compilation of all the
known BHs in order to obtain the datafile comprising their
entries in chemical literature. Of course , because of the
limitations in the volume of this datafile , it is impossible
to quote all the information available for these compounds.
On the other hand , confining the scanning process to the
primary chemical literature (like Chemical Abstracts) , we
result in the primary data source which can serve for a fast

reference. Such a datafile we present in our paper.
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LITERATURE SEARCH

1)

2)

3)

4)

The literature search has been performed in 5 steps

First , the data were collected from Chemical Abstracts
(CA) Vols.45 - 1005. The Ring Index issues of each volume
were scanned and , for a given BH , the entry correspon-
ding to the volume of the highest number was written into
the datafile. For BHs having different names through dif-
ferent volumes all the entries were considered.

Second , the data in Beilstein's "Handbuch der Organischen
Chemie"® and clar's monograph "Polycyclic Hydrocarbons"’
were used. In Beilstein's Handbuch we scanned Vol.5
(Kohlenwasserstoffe) of Erganzungswerk 3 and 4 (E3 and
E4) , whereas in Clar's monograph we took into account all
the entries in Vol.l and 2 (Cl and C2). For every BH the
information was entered under the compact name and the
data from CA. Then we were looking whether a given BH was
reported in E3 or E4. When it was the case , the entry was
skipped in steps 3) and 4). Otherwise

We were looking whether a given BH has a Cl or C2 entry in
which a synthesis of the compound was described. If only a
synthetic route to some derivative of the parent BH was
quoted , the entry was processed in step 4). Otherwise

we proceeded to step 5).

We scanned Chemical Abstract again for the entries descri-
bing synthesis of BH. In the case of a successful search,
the old volume number in the datafile was replaced by the

highest number of the volume in which a "“synthetic" entry
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was found and no special entry designator was applied.
Otherwise we were looking for the entry describing synthe-
sis of the keto derivative(s) and in the cases of a succe-
ssful search we applied the designator K to the number of
the corresponding CA volume. When no "synthetic" entry was
found at all we searched for the entry describing experi-
mental measurements of physical properties of BH and in
the case of success we applied the designator ~. If all
the searches failed , and the entry corresponded to some
theoretical calculations , we retained the old volume num-
ber and applied the designator ©. For the entries in which
some complicated derivatives were reported or only at-
tempts to the synthesis were described we applied the de-
signator d.

A general checking of the data was performed using digital
computer. Moreover , some additional designators were
added. The designators kX anda 9 were applied for Cl1 and C2
entries. All the CA "synthetic" entries with no X designa-
tor were checked again. If the synthesis was reported only

once , the designator * was applied.

Some details should be pointed out. From the first glance it

seems absurd to have an entry with physical properties for

the compound with no synthesis reported earlier. Unfortunate-

ly , this is caused by the fact that some BHs were apparently

missed in the Ring Index. Therefore every BH with the desig-

nator ~ has to be regarded as an indication of errors in CA.

It should be also mentioned that all the compact names of
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BH were checked with the assistance of digital computersB. In

order to show further possibilities of the synthetic and the-

oretical work on BH , we enhanced our catalog (presented in

Table 2) with the list of all the planar benzenoid hydrocar-

bons having 1-8 rings (Table 1).
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TABLE 1. PLANAR BENZENOID HYDROCARBONS HAVING 4 - 8 RINGS
(file generated by the FORTRAN routine RING® ).
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/1.63.2/
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.15.5.1/
.15.6.2/
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.25.7.4/
.26.5.3/
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