-113.10

-113.15

-113.20

-113.25

E(C-O) (hartree)

-113.30

-113.35

lIIIIIIIIIIl\U:

%V

"
/'/'”\'\‘N% JiiE e
= \\\uw// = iy ww\ =
%ﬂuunm% ..
K3 kY =S
//“““\\\ iy
&

e

Qe

sﬂ\IIHIHIH

HIHIIHIHIHU_E/

%H“IIIIIIIH

L T

”

W,
\f
NV,

E

=

/

N
NIIHIH

=

i

\IHIHIIHIHIH

S

)

Qi

i

Z S
LI\

1.8

2.0

22 24

R(C-O) (bohr)

2.6
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