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free energy / [kcal/mol]

2 : RISM-SCF/MRMP

RISM-SCF/MRMP 3.77 2.85
MRMP 3.75 3.35, 2.82
RISM-SCF 4.30 3.77,3.15
CASSCF 4.30 3.76
3.76 2.84
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