Residue #

Total non-bonded contacts

140

3.5

3.0

2.5

2.0

1.5

1.0

0.5

0.0

120
100
80
60 |
40
20

T T T T T
25 50 75

100 125
Residue #
*
9
LIRS LA BLRLELELE BRI B B
0 25 50 75 100 125

Residue #

10°

107t

1072

1073

Interaction probability

Residue #

Total energy / k] mol~!

140

120

100

o]
o

50 75
Residue #

100

0

25

50 75
Residue #

100

125

103
102
10t

10°

-10°
-10*
-10?

-103

Energy / J mol~!

Total energy / k] mol™!

140

120 A

100

Residue #

40 -

20

0.25

0.00

-0.25

—0.50

-0.75

—1.00

-1.25

-1.50

-1.75

80 -

60 -

25 50 75 100 125
Residue #

0 25 50 75

100 125

Residue #

103
102
10t

10°

—-10°
-10?!
—102

-103

Energy / ] mol~!

Residue #

Total energy / k] mol~!

140

120

100

80

60

40

20

25 50 75 100 125
Residue #
x %
x* %
®
o

1 x
] ® ®x %
1 x
_' x
LI LN AL AL RN AL B B
0 25 50 75 100 125

Residue #

103
102
10t

10°

-10°
-10*
-10?

-103

Energy / J mol~!



