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Table 3. Lattice-energy minima for benzene crystal structures

Benzene I

a(A) b(A) c(A)
Observed cell parameters 7-39 9.42 6-81
Potential parameter set da 4b Ac 6(¢°) E(kJmol™)
RS¢ —0-43 —0.74 —0-76 2-8 —113-1
K? 0-04 —0-03 —0-17 31 —47-5
MKB¢ —0-86 —0-24 0:43 20-4 —45-4
MCMS4 0-32 0-03 —0.37 3.5 —40-2
W(a)¢ —0-64 0-04 0.22 18-7 —43.2
W(b)’ 0-10 —0-15 0-11 34 —53-8
Benzene 11

a(A) b(A) c(A) B(°)
Observed cell parameters (25 kbar) 5.-42 5.38 7-53 110-0
Potential parameter set da 4b dc AB 8(C°) E(XJmol)
RS —0-30 -0-09 —0-83 -5.3 6-6 —121-1
K 0-08 0:25 —0-08 —4.5 5-0 —50-5
MKB 0-02 0-19 —-0-20 -2.0 4.8 —47.3
MCMS 0-12 0-29 —0-12 5.5 5.5 —-43-1
W(a) 0-17 0-17 0-05 —1-1 3-6 —45-3
W(b) 0-21 0-19 0-39 —1.9 1-4 —52.7

References: (@) Ramachandran & Sasisekharan (1968); (b) Kitaigorodskii (1970); (¢) Mirskaya, Kozlova & Bereznitskaya (1974);
(d) Momany, Carruthers, McGuire & Scheraga (1974); (e) set C, Williams (1970); (f) Williams (1974).
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