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Calculated interaction energies of toluene and benzene dimers (kcal/mol)

Ri(A) Ry (A) EHF EccsD(T) Ecorr

Toluene dimer (this work)

A 3.8 4.47 -2.32 -6.79

B 0.0 5.0 1.02 -2.54 -3.56

C 1.8 3.5 5.04 -3.35 -8.39

D 1.6 3.7 3.70 -3.75 -7.45
E(R3=3.5A) 1.2 1.2 4.74 -4.02 -8.76

Benzene dimer [1]

Sandwich 3.8 4.26 -1.48 -5.74
T-shaped 5.0 1.02 -2.46 -3.48
Slipped-parallel 1.8 3.5 3.66 -2.48 -6.14
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