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H. Nakashima, H. Nakatsuji, J. Chem. Phys. 139, 044112 (2013).
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Order=2 Small organic molecules
No. of Energy (a.u.) AFF .
0.0 =Erc-tseEexact
Molecule Elec. Vo FC-LSE Exact energy (kcal/mol)
(experiment)

Carbon hydride (CH) 7 1503 -38.48041 -38.479 0 -0.88
Water (H,0) 10 2075 -76.456 78 -76.457 8 0.67
Dicarbon(C,) 12 1976 -75.923 69 -75.926 5 -0.44

Nitrogen molecule (N,) 14 1121 -109.54207 -109.5427 0.39
Acetylene (C,H,) 14 1709 -77.333 31 -77.3357 1.49
Ethylene (C,H,) 16 2628 -78.57795  -78.5874 5.93
Formaldehyde (H,CO) 16 4083 -114.50535 -114.5080 1.66
Medium size molecules
Order=1: TAME
Energy (a.u.)
No. of AE—EFC LSE™
Molecule Elec. M, FC.LSE Exactenergy  p (5.}
(experiment)
Furan (C,H,0) 36 161 -229.860 1 -230.027 0.167
Pyrrole (C,H;N) 36 174  -209.974 3 -210.173 0.199
398 -232.409 3 -0.161
d -
Benzene (C,H) 42 5092  -232.195 gb 232.248 0.052
Pyridine (C;H;N) 42 386 -247.704 1 (-248.290) 0.586

TEAT-EBFEEAEM MP2-F12iEICKHFHEE : -231.8356 (a.u.)
(D. Yamaki, H. Koch, and S. Ten-no, J. Chem. Phys. 127, 144104 (2007).)
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Order=2 calculations are necessary for more accurate results.
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