I B3LYP

] B3LYP-D
[] CAM-B3LYP
B PBEO

[ LC-wPBE
[] M06

B M06-2X

[ ] wB97

] wB97X

B wB97X-D

calBE] 4 fd

sl

"= | 150
.2. J
=
5; ]
O
b
=
= _
2 50 -
3 Jd
o _
‘E i
8 |
o 01
= _
@)
S
) |
=
c | .50-
= |
()]
(@]
% J
< | -100
=
)

461

939 933 989 1338 1383 1549 1706 3000 3069 3377 3471

CCSD(T) wavenumbers [cm-1]




