
-40 -20 0 20 40 60 80 100

E
amber

 [kcal/mol]

-40

-20

0

20

40

60

80

100

E
g

ro
m

a
c
s
 [
k
c
a
l/
m

o
l]

-40 -20 0 20 40 60 80 100

E
amber

 [kcal/mol]
-40 -20 0 20 40 60 80 100

E
amber

 [kcal/mol]

-40

-20

0

20

40

60

80

100

E
c
h

a
rm

m
 [
k
c
a
l/
m

o
l]

-40 -20 0 20 40 60 80 100

E
amber

 [kcal/mol]

ff99SB Energies


