&)
Rogle
P
.5‘0“'@ o .@”0.
Rae .".: 00  gooeet N\ T,
O~ o
.". 240 @ O
&0 l'i’.
2

Probability >=
99% > Probability >=
90% > Probability >=
80% > Probability >=
70% > Probability >=
60% > Probability >=

ENERGY = -55.1 TLRY

99%
95%

80%
70%
60%
50%

Arg28d y Regi on



Probability >=
99% > Probability >=

90% > Probability >=
80% > Probability >=
70% > Probability >=
60% > Probability >=

ENERGY = -55.0 TLRY

99%
95%

80%
70%
60%
50%

Arg28d y Regi on



99% >

90% >
80% >
70% >
60% >

Probability
Probability

Probability
Probability
Probability
Probability

>=
>=

>=
>=
>=
>=

ENERGY = -54.7 TLRY

0
230 @)
0
rse@'&‘@"‘.‘o %
o”. 'o.
250 .Q. .0'

99%
95%

80%
70%
60%
50%

Arg28d y Regi on



Probability >=
99% > Probability >=

90% > Probability >=
80% > Probability >=
70% > Probability >=
60% > Probability >=

ENERGY = -54.6 TLRY

99%
95%

80%
70%
60%
50%

Arg28d y Regi on



Probability >=
99% > Probability >=

90% > Probability >=
80% > Probability >=
70% > Probability >=
60% > Probability >=

ENERGY = -54.5 TLRY

99%
95%

80%
70%
60%
50%

Arg28d y Regi on



©
60
V]
0]
Q
-
40 © @”‘“@.
ﬁgﬁg @
T
g
7P
O 30 » :g: 0a
&0

Probability >=

99% > Probability >=
90% > Probability >=
80% > Probability >=
70% > Probability >=
60% > Probability >=

ENERGY = -54.4 TLRY

o
00085
T
..
Q
250 1o O.

99%
95%

80%
70%
60%
50%

Arg28dy Regi on



@"‘3\0‘@‘
Probability >=
99% > Probability >=
90% > Probability >=
80% > Probability >=
70% > Probability >=
60% > Probability >=

ENERGY = -54.4 TLRY

99%
95%

80%
70%
60%
50%

Arg28dy Regi on



©
O,
@ OO &
* ©0) 0". o 0) ®
© @ o—C0@
© Clo%)
o‘ ®°
@
QN ©
'_.0 %@’ ®

Probability >=

99% > Probability >=
90% > Probability >=
80% > Probability >=

70% >
60% >

Probability >=
Probability >=

ENERGY = -54.3 TLRY

99%
95%

80%
70%
60%
50%

Arg28d y Regi on

160

O~

© o066 ) ) "‘."@ 180
@ 0‘\0©

0!'0
O @@Gﬂ“
@ eB®
S5 ..!c.)‘c‘- ©

OO0

230



0 @"‘0\_.‘@‘
S
O 30 2 :'.:
Probability
99% > Probability
90% > Probability
80% > Probability
70% > Probability
60% > Probability

ENERGY = -54.0 TLRY

250

99%
95%

80%
70%
60%
50%

Arg283 y Regi on




o%o o © @
L
.‘05 - o]
:D... 30 :'.: ®—p ﬂ@cﬁ\@g\.’.’.’:"..
20 ..6 BECE ..“.@'
:-:0 240 O’O
WY 250 Q0

© Q
@ ® 230
Q & 10
@) ®
O-®

Probability >= 99%
99% > Probability >= 95%

90% > Probability >= 80%
80% > Probability >= 70%
70% > Probability >= 60%
60% > Probability >= 50%

ENERGY = -53.7 TLR7 Arg28d y Regi on



@
@
Q
~Q
4 %&“‘9'
«gﬁl@ e
AN
o .!‘“@
O 30 % ....
53

99% >

90% >
80% >
70% >
60% >

Probability
Probability

Probability
Probability
Probability
Probability

ENERGY = -53.6 TLRY

0] Q
0] (@)
@] ®
Q 0)
120 ....(9 130
-
&=
O—0 140
-
=
o0
X
OO0 ®
O
@
Q @) 150
© )
G o
Q
Q
110 Q
Q
O] Q
eYefe2 o Q
SOLCHEY
O \.0 ®
A 200 B
0]
o 0“.’ ) 160
100 o) O O
Lo ]
D ®) 170
oF

.@Q‘@.

99%
95%

80%
70%
60%
50%

Arg283 y Regi on



Probability
99% > Probability

90% > Probability
80% > Probability
70% > Probability
60% > Probability

>=
>=

>=
>=
>=
>=

ENERGY = -53.5 TLRY

99%
95%

80%
70%
60%
50%

Arg28d y Regi on



Probability >=
99% > Probability >=

90% > Probability >=
80% > Probability >=
70% > Probability >=
60% > Probability >=

ENERGY = -53.4 TLRY

99%
95%

80%
70%
60%
50%

Arg28d y Regi on



Probability >=
99% > Probability >=

90% > Probability >=
80% > Probability >=
70% > Probability >=
60% > Probability >=

ENERGY = -53.3 TLRY

99%
95%

80%
70%
60%
50%

Arg283 y Regi on



Probability
99% > Probability

90% > Probability
80% > Probability
70% > Probability
60% > Probability

>=
>=

>=
>=
>=
>=

ENERGY = -53.3 TLRY

99%
95%

80%
70%
60%
50%

Arg28d y Regi on




Probability >=
99% > Probability >=

90% > Probability >=
80% > Probability >=
70% > Probability >=
60% > Probability >=

ENERGY = -53.3 TLRY

99%
95%

80%
70%
60%
50%

Arg28d y Regi on



O ..0’9"@0
0§ eeceest® 00
X 2 ege
.‘.: 240 @'0
:. 250 ‘Q’
2

Probability >=
99% > Probability >=

90% > Probability >=
80% > Probability >=
70% > Probability >=
60% > Probability >=

ENERGY = -53.2 TLRY

99%
95%

80%
70%
60%
50%

Arg28d y Regi on



o
o
Q
Ro\
o)
[
Y
LR
N
3P o
Ko
&5

Probability
99% > Probability
90% >
80% >
70% >
60% >

Probability
Probability
Probability
Probability

>=
>=

>=
>=
>=
>=

ENERGY = -53.2 TLRY

o)
¢
o.'.o o
@0
o)
° .0"..’ Q
7 @)
Q P 220
.9
G o.‘o o
240 .‘.
©
cgpe)
Q0

99%
95%

80%
70%
60%
50%

Arg28d y Regi on



Probability >=
99% > Probability >=

90% > Probability >=
80% > Probability >=
70% > Probability >=
60% > Probability >=

ENERGY = -53.1 TLRY

99%
95%

80%
70%
60%
50%

Arg28d y Regi on

230



Probability >=
Probability >=

99% >

90% >
80% >
70% >
60% >

Probability >=
Probability >=
Probability >=
Probability >=

ENERGY = -52.9 TLRY

99%
95%

80%
70%
60%
50%

Arg283 y Regi on



