Molecule | C,H, ---CF,| NH;3---F,
Excitation | ®B, (r-->n*) | 3A, (n-->0*)
Reference 12.63 9.46
13.8764 11.1211
HF (30) (18)
31->1 14 ->1
7.0269 2.2178
B3LYP (6) (1)
32-->1 14->1
11.2318 6.7329
wB97 (212) (8)
32-->1 14 ->1
10.8369 6.1973
wB97X (20) (6)
32->1 14->1
9.9144 5.0405
wB97X-D (17) (5)
32-->1 14 -->1
9.7077 4.8823
LRC-wPBEh (16) (5)
32->1 14 -->1
7.5926 2.6271
MO06 (6) (2)
32->1 14->1
9.3577 5.4936
MO06-2X (12) (6)
32-->1 14->1
12.5752 9.3722
MO06-HF (37) (18)
31->1 14->1

Excitation energy (eV);

Occ. --> Virt.
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