(b) O W atoms
3 <> H atoms
/ A SD core \

= N

<110> coordinate (A)
o

M o
I
_ / \’ ‘/ \
3Ll - .
-2 0 2

<112> coordinate (A)

|0.15

-0.10
-0.05

-0.00

|
.
o
a1

I
©
=
o

—0.15

Interaction energy (eV)



