QM Electroskatic (kcal/mol)

o
in

=)

|
o
n

1
fry

|
iy
[%y]

-2.5 -2 -1.5 -1 -0.5 0 0.5

AN TN T N I N NN N [N T T T A T TN A T T T T T M 0.5
1 y=1.078x-1.813¢"
4 R?=0.9529 -
E o
]
—:
;
:
- T T T T T T T [ T T T T [ T T T T [ T T T T [T T 7T - -2.5
-2.5 -2 -1.5 -1 -0.5 0 0.5

GEM-DM Electrostatic (kcal/mol)



