o1s
YHIS
HIS
g, SIS
Ly THIS
SHUS
as

°0s

0S

5

*Hd
Hd

HO
0
OeN
<eN
ON

¢ HN
HN
HN
THIN
‘N
HI'l
A1

aq
[DOH
dH
IDH
ODH
NOH
HSDO*H
HOD®H
STH
O%H
O%H
OD%H
|

oD
1)
D

SO
0D
(O8]
ND
YHD
[D¥HD
€HD
19 THD
Ly, THD
HO
HD
YH
HDO
He°d

A319Ud UOTIL[R1I0D G D) WOIJ UOTJLIAS(]

N

\ & 7 \/VV

"A\

‘—

V

/AN /A‘v,

N

/=

—

N s/ o

P, S,

A‘

g

N\

I
<
v

|

I
w
—

|

0.85 kcal.mol *

1.19 kcal.mol ™!~ CCSD(T)+PBE/ cc-pVTZ: MAD

6.06 kcal.mol ! -~ CCSD(T)+LDA/cc-pVTZ: MAD

-~ CCSD(T)/cc-pVTZ: MAD



