
−78.4

−78.3

−78.2

−78.1

−78.0

−77.9

−77.8

−77.7

 2  4  6  8  10  12  14  16

R
H

F

CISD

CISDT

CISDTQ

hCI1

hCI2

hCI3

hCI4

FCI

E
n
e
rg

y
 (

H
a
rt

re
e
)

Distance (a0)

 2  4  6  8  10  12  14  16

R
H

F

oo−CISD

oo−CIS

oo−hCI1

oo−hCI2

FCI

Distance (a0)


