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Table 1 Standard thermodynamic quantities
of DMDHP at 298.15K.
* Estimated by an empirical atom-
atom potential with crystal struc-
ture determined by X-ray diffrac-

tion.
Acu®(c)/Jg™t —41283%+17
A U°(c)/kJ-mol™t  —9591.14+4.0
AcH°(c)/kJ-mol™!  —9601.144.0
A¢H°(c)/kJ-mol ! 231.2+4.6
AgunH®(c)/kJ-mol™*  105.140.9*
AcHo(g)/kJ-mol™!  336.4+4.9
ALH(g)/kJ-mol!  16051.6+9.3




Table 2 Resonance energies of bezene and
DMDHP.
B : Resonance integral, E.. (HS):
Resonance energy derived by Hess
and Schaad, E..(TR): Topological
Resonance Energy derived by Aihara.

benzene DMDHP —Ef”'s(DMDHPT
FEes(benzene)
([6)annulene)  ([14]annulene)
AL H*(real) 7 5525.3 16051.6 -
Ao Ho(ref) 5431.0 15998.3 —
Eres/kJ-mol™! 94.3 53.3 0.57
Fvei(HS)/8 0.39 0.23 0.59
Eres(TR)/f' 0.273 0.113 0.41
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Figure 1

trans-10b, 10c-dimethyl-10b, 10c-
dihydropyrene (DMDHP)
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