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



R

af A!"‘
'70‘@ ©

A% N

8

Probability
99% > Probability

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

>=
>=

>=
>=
>=
>=

ENERGY = -53.9 TLRY

99%
95%

80%
70%
60%
50%

Arg28d y Regi on



Probability >=
99% > Probability >=

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

ENERGY = -53.7 TLRY

99%
95%

80%
70%
60%
50%

Arg28d y Regi on



Probability >=
99% > Probability >=

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

ENERGY = -53.6 TLRY

99%
95%

80%
70%
60%
50%

Arg28d y Regi on




ks

Q
Sae)

Q
co)

‘o

o
L5

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




I 2 joj

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

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

ENERGY = -53.2 TLR7 Arg28d y Regi on



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

ENERGY = -52.6 TLRY

99%
95%

80%
70%
60%
50%

Arg283 y Regi on



kS

o4

.8

T

Q

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

ENERGY = -52.6 TLRY

99%
95%

80%
70%
60%
50%

Arg28dy Regi on



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

>=
>=

>=
>=
>=
>=

ENERGY = -52.2 TLRY

240

99%
95%

80%
70%
60%
50%

Arg28d y Regi on

@
Wy
.@g "0
d O-©
Fh
@Q’(z 230 (J
@)



ie)
d
o
Og¥e)
e,
{)
loWie)
Qb
B
10}
@
a0
("0“.@‘.7 D
OO "":.@(i:“ 0
Q ..”0900
oM o."e‘,",e
o}
o}
Q
s
-Q
ORI
ogg.@‘r
R\
o"“ﬁ.\@
g .
o
°
0’;‘} S

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

Probability
Probability
Probability
Probability

ENERGY = -52.0 TLRY

99%
95%

80%
70%
60%
50%

Arg28d y Regi on



Probability >=
99% > Probability >=

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

ENERGY = -51.9 TLRY

99%
95%

80%
70%
60%
50%

Arg28d y Regi on




Probability
99% > Probability

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

>=
>=

>=
>=
>=
>=

ENERGY = -51.9 TLRY

99%
95%

80%
70%
60%
50%

Arg28d y Regi on



o!ﬁ’o
: 'ﬁ?ii;.

2

Probability >=
99% > Probability >=

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

ENERGY = -51.8 TLRY

99%
95%
80%
70%
60%
50%

Arg28dy Regi on

150 &-0—a_ 110
® [0 Q
oleleel elele] [ele] Seielelclo g Yol
s N+ QR (G o1 v s @ iy
Q. O
O——0



Probability >=
99% > Probability >=

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

ENERGY = -51.7 TLRY

99%
95%

80%
70%
60%
50%

Arg28d y Regi on



'7%‘@ €}

Probability >=
99% > Probability >=

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

ENERGY = -51.7 TLRY

99%
95%

80%
70%
60%
50%

Arg28d y Regi on



Probability >=
99% > Probability >=

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

ENERGY = -51.6 TLRY

99%
95%

80%
70%
60%
50%

Arg283 y Regi on




Probability >=
99% > Probability >=

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

ENERGY = -51.6 TLRY

99%
95%

80%
70%
60%
50%

Arg28d y Regi on




Probability
99% > Probability

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

>=
>=

>=
>=
>=
>=

ENERGY = -51.6 TLRY

99%
95%

80%
70%
60%
50%

Arg28d y Regi on



Probability >=
99% > Probability >=

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

ENERGY = -51.5 TLRY

99%
95%

80%
70%
60%
50%

Arg28d y Regi on



0(- Q‘o""
Q
A\,

Probability >=
99% > Probability >=

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

ENERGY = -51.4 TLRY

O—d
000.@.&‘.@'”0@.
O—000 C'.'-“f\.ﬂ.o
1oV
0

99%
95%

80%
70%
60%
50%

Arg28d y Regi on



