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Distance of C-C between
Ceo and acene (A)
Bond order of C-C between

2.032 1.613 2.096 1.605 2.184 1.599

0.50 0.90 0.45 0.91 0.39 0.91
Ceo and acene

Bend angle of acene D (°)  142.51 126.50 143.93 124.61 146.56 123.35
Bend angle of C¢y @ (°) 103.03 99.81 103.49 99.81 104.06 99.75
Bend angle of C¢y @ (°) 172.05 168.39 172.60 168.29 173.35 168.28
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Adsorption Activation _ reaction
activation

D B3LYP/6-31g(d) -0.339 26.2 26.0 -0.14

@ B3LYP/6-311g(d,p) -0.173 27.0 24.9 1.85
@ CAM-B3LYP/6-31g(d) -1.401 24.0 36.1 -13.58
@ B3LYP/6-31g(d)_scrf=(solvent=toluene) -0.191 26.0 25.9 -0.08
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