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An examination of dissociation pathways for aliphatic chlorocarbon anions by the automated chemical
reaction exploration method

(Tohoku University, Graduate School of Science) Naoki KISHIMOTO
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EQ Start TS S/0 EQO TS S/3 TS S/2 TS S/1

B3LYP -0.56 -0.39 —-0.85 -0.36 -0.26 +0.49
PBEO -0.07 +0.40 -0.25 +0.37 +0.09 +0.92
MO06-2x -0.07 +0.42 —0.45 +0.47 +0.03 +0.82
LC-BLYP +0.20 +0.69 -0.31 +1.05 +0.06 +1.01
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MP2 +0.02 +0.74 —0.34 +0.66 +0.24 +0.74
CCSD(T) -0.05 +0.62 -0.41 +0.75 +0.02 +0.81
CBS-QB3* -0.06 +0.76 -0.41 +0.84 +0.03 +0.84
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