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The Hiickel theory, with an extended basis set con-
sisting of 2s and 2p carbon and 15 hydrogen orbitals,
with inclusion of overlap and all interactions, yields
a good qualitative solution of most hydrocarbon con-
formationai problems. Calculations have been per-
formed within the same parametrization for nearly all
simple saturated and unsaturated compounds, testing
a variety of geametries for each. Barriers to intemal
rotation, ring conformations, and geometrical isomer-
ism are among the topics treated, It is stressed that
the of a molecule appears to be its most pre-
dictable quality. [The SCI® indicates that this paper
has been cited in over 2,960 publications.}
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The extended Hiickel method was the first molec-
ular orbital method that included ail valence elec-

trons and so cauld be applied anz'or;ankonn-
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cubane. Since people were to make the
molecule, | it would be nice to its elec-
tronic structure. The paradigmatic model of the time,
the Hiickel method, wasn't h{ﬁmﬂy applicable be-
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Undaunted, | set up a 40x40 matrix for all the
valence electrons in cubane, and, using my newly

learned theorz' 1 reduced the matrix as much
aspau'&?wa still left with many distinct inter
actions, which | labeled with a mass of Greek
Ietten—ﬂ,-y,be,andsoon.
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the overlap. The idea goes
bachothel.s. Mullikenmn Chicago and was
used in borane calculations by H.C. -Higgine
and M.D. Roberts.'2 Earlier work by W.H.
Eberhardt, B.L. Crawford, aMUp:seoni»oth:ebo
ron hydrides was an important guide to us. At
the same time the Lipscomb research group, mcrn
.qmummsmmu Rows Pitzer, and
me; was learning computing on the 1BM 604. So |

the vector
w:lme'nk and adapted from others in the
the actual integral evaluation and matrix dum
ization routines. A paper by E.B. Moore, Lohr, and
Lipocomb‘dmﬂntmofﬁlepmcedurem
in place in 1961. Lohr ed the use of valence
ionization olfsbery-
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