
-0.68

-0.66

-0.64

-0.62

-0.6

-0.58

-0.56

-0.54

-0.52

-0.5

 1.5  1.6  1.7  1.8  1.9  2  2.1  2.2  2.3  2.4

E
n
e
rg

y
 (

H
a
rt

re
e
)

Inter nuclear distance  (a.u.) 

MRCI+Q/vdz
(MRCI+Q)+PBE-UEG/vdz
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