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Basis sets: 3s3p3d(nucleus) and cc-pVTZ(electron).
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1. [hartree]
HF
TRFO TRF1 AE
H, -1.104019 -1.104032 0.000013
Li, -14.764955 -14.764956 0.000002
5 B, -48.386019 -48.386016  -0.000003
C, -74.419222 -74.419220  -0.000002
N, -107.458806 -107.458806 0.000000
TRC-NOMO/HF F, -195.711954  -195.711955 0.000001
TE-NOMO/HE Basis sets: 3s3p3d(nucleus) and cc-pVTZ(electron).
TRF-NOMO/HF MP2
AETF AERFO ( _
- - ) TRC-, TF-, TRF-NOMO/HF
NOMO
2. NOMO/HF NOMO/MP2 [hartree]
NOMO/HF NOMO/MP2
TRC TF AE™ TRFO AERT TRC TF TRFO
H, -1.0511 -1.0736 -0.0225 -1.1040 -0.0304 -1.1074 (  -0.0563 ) -1.1299 ( -0.0563 ) -1.1425 (  -0.0385 )
Li, -14.5461 -14.6384 -0.0924 -14.7648 -0.1264 -14.6059 ( -0.0598 ) -14.7216 ( -0.0831 ) -14.8226 ( -0.0577 )
B, -48.1534 -48.3728 -0.2193 -48.6699 -0.2971 -48.3831 ( -0.2297 ) -48.6582 ( -0.2854 ) -48.8881 ( -0.2183 )
C, -743194  -74.6291 -0.3097  -75.0484 -0.4193  -74.7572 ( -0.4378 ) -75.1364 ( -0.5073 ) -75.4656 ( -0.4172 )
N, -107.6050 -108.0002 -0.3951 -108.5238 -0.5236  -108.0801 ( -0.4751 ) -108.6882 ( -0.6881 ) -108.9748 (  -0.4511 )
F, -196.7625 -197.3355 -0.5730 -198.0390 -0.7034  -197.3874 ( -0.6249 ) -198.1130 ( -0.7774 ) -198.6517 ( -0.6127 )

Basis sets:5s5p5d(nucleus) and cc-pVTZ(electron).
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