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Theoretical study of the electronic excited states in Formic Acid Dimer by the CASPT2 and
MRCI methods
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. . EFIREE Fik TEREE(a.u.) | BEIRE(a.U) | RIGEE(Kcal/mol)
HNDIRITIETRD So HF -377.618212 | -377.590490 17.4
ZDRED TR )L F — CAS -377.392254 | -377.301967 56.6
A LT b OCh S CASPT2 | -378.506041 | -378.479563 16.6

. MRCI | -378.274049 | -378.211680 39.1
%o 81,8236, RUBKE CAS | -377.391021 | -377.288777 64.1
BE (BA) 13 2% K R g S CASPT2 | -378.518522 | -378.462677 35.0
(SO 12 =T 72 ) MRCI | -378.272076 | -378.195933 47.8
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S MRCI -378.2993153 -378.220166 45.8
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