Molecule Name omega 1 4 Score compared to other molecules
Molecular Weight 330.3 Total Score -10.70 )
XLogP 12 98%
PSA 109.4
Heavy Atoms 24
Acceptor Count 7
Donor Count 3
Chelator Count 3
Pose Index 1
Better scores Worse scores
[ ] Protein Contact Protein Cavity
-1.022 0.000 0.599 \ %
Resi due Fingerprint Shape -14.75 Hydrogen Bond -1.97 Protein Desolvation ~ 3.33 Ligand Desolvation  2.69

ALA256G  ALA278E

ARG252G
ARG291B
GLN255G
G.uU292B
G.Y290B
| LE263G
LYS260G
_ L —] . - m—
THR259G 75% 57% 83% 43%

VAL279E  VAL279F

Accept or Donor /—/ /\ / A/

Cont act




Molecule Name omega_ 1 10 Score compared to other molecules

Molecular Weight 330.3 Total Score -10.65
XLogP 12 93%
PSA 109.4
Heavy Atoms 24
Acceptor Count 7
Donor Count 3
Chelator Count 3
Pose Index 2
Better scores Worse scores
[ ] Protein Contact Protein Cavit
-1.065 0.000 0.593 \ % d
Resi due Fingerprint Shape -14.44 Hydrogen Bond -3.58 Protein Desolvation ~ 4.10 Ligand Desolvation ~ 3.27
ALA256G
ALA278F
ALA293C

ARG291B  ASP316F

Gu264G GLU292B
GLU292C  (GLY290B
| LE263G
LYS260G

) .  m— m—

-1.065 0.000 0.593 -1.065 0.000 0.593 -1.065 0.000 0.593 -1.065 0.000 0.593

THR259G 55% 93% 23% 8%

VAL279F
Accept or Donor \

Cont act




Molecule Name omega 1 4 Score compared to other molecules
Molecular Weight 330.3 Total Score -10.61 0
XLogP 12 88%
PSA 109.4
Heavy Atoms 24
Acceptor Count 7
Donor Count 3
Chelator Count 3
Pose Index 3
Better scores Worse scores
[ ] ‘n Protein Contact Protein Cavity
-1.014 0.000 0.596 \ %
Resi due Fingerprint Shape -14.34 Hydrogen Bond -2.40 Protein Desolvation ~ 3.36 Ligand Desolvation  2.76

ALA256G  ALA278E

ARG252G
ARG291B
GLN255G
G.U292B
G.Y290B
| LE263G
LYS260G
] . — (- m—
THR259G 48% 83% 78% 28%

VAL279F
Accept or Donor /\ / /J

Cont act




Molecule Name
Molecular Weight
XLogP

PSA

Heavy Atoms
Acceptor Count
Donor Count
Chelator Count
Pose Index

Resi due Fi ngerpri nt

omega_1 13
330.3

1.2

109.4

24

AW W

ALA256G
ALA278F

ARG291B

Gu292C

| LE338C

THR259G

Accept or

Total Score

-1.484

Shape -12.97

= e ,
HOO/ HOO/

0.000 0.599

\ Protein Contact

Hydrogen Bond

Score compared to other molecules

-10.41

83%

Worse scores

M’% Protein Cavity

Ligand Desolvation 2.32

Better scores
Protein Desolvation 2.14

HO \ HO \
HO ‘O| - HO ‘O| -

GLY290B
| LE263G
LYS260G
e I E—m » =
TYR294C 8% 53% 98% 88%
VAL279F
Donor N A / , /

Cont act




Molecule Name omega 1 1 Score compared to other molecules
Molecular Weight 3303 Total Score -10.38

XLogP 1.2 78%

PSA 109.4

Heavy Atoms 24

Acceptor Count 7

Donor Count 3

Chelator Count 3

Pose Index 5

Better scores Worse scores

[ | \ Protein Contact "l‘ Protein Cavity
-1.243 0.000 0.744
Residue Fingerprint Shape -15.83 Hydrogen Bond -1.32 Protein Desolvation ~ 4.11 Ligand Desolvation  2.66
HO O HO 0~ HO O HO 0~

ALA278F
ALA293C 0
\ \

ARG91B
GLU264G  GLU292B
GLU292C  GLY290B
GLY290C | LE263G

LYS260G HE, W
PRO276F  PRO289C el v eue
SER267G  SER277F
THR259G 98% 13% 18% 63%

VAL279F

1
Accept or Donor /] /\ \

Cont act




Molecule Name omega 1 1 Score compared to other molecules

Molecular Weight 330.3 Total Score -10.23
XLogP 12 73%
PSA 109.4
Heavy Atoms 24
Acceptor Count 7
Donor Count 3
Chelator Count 3
Pose Index 6
Better scores Worse scores
[ N | | Protein Contact Protein Cavit
-1.182 0.000 0.600 \ ’w% 4
Resi due Fingerprint Shape -15.78 Hydrogen Bond -1.26 Protein Desolvation ~ 4.27 Ligand Desolvation  2.55
ALA256G HO O ==
ALA278F
ALA293C 0\
ARG291B
G U264G
GLU292C (@G.Y290B
| LE263G
LYS260G Hg,
PRO276F  PRO289C e el e N e
SER267G  SER277F
THR259G 93% 3% 3% 78%

VAL279F |
|
Accept or Donor Va /\

Cont act




Molecule Name omega 1 16 Score compared to other molecules

Molecular Weight 330.3 Total Score -10.11 oo
XLogP 1.2 %
PSA 109.4
Heavy Atoms 24
Acceptor Count 7
Donor Count 3
Chelator Count 3
Pose Index 7
Better scores Worse scores
[ ] Protein Contact Protein Cavity
-1.039 0.000 0.599 \ %
Resi due Fingerprint Shape -14.92 Hydrogen Bond -1.26 Protein Desolvation ~ 3.41 Ligand Desolvation  2.67
ALA256G
ALA278F
ARG291B
GLU292B
GLU292C  (GLY290B
| LE263G
LYS260G
_ L | — —=
THR259G 83% 8% 73% 53%

VAL279F |
|
Accept or Donor /—/ /\

Cont act




Molecule Name omega 1 14 Score compared to other molecules

Molecular Weight 330.3 Total Score -10.05 o
XLogP 1.2 %
PSA 109.4
Heavy Atoms 24
Acceptor Count 7
Donor Count 3
Chelator Count 3
Pose Index 8
Better scores Worse scores
[ ] Il Protein Contact Protein Cavity
-1.119 0.000 0.600 \ %
Resi due Fingerprint Shape -14.55 Hydrogen Bond -1.87 Protein Desolvation ~ 3.69 Ligand Desolvation  2.67
ALA256G

ALA278F  ALA293B

ARG291B

Gu264G GLU292B
GLU292C  (GLY290B

| LE263G
LYS260G

] . —] . — — |

THR259G 68% 48% 43% 48%
VAL279F

Accept or Donor /\ /

Cont act




Molecule Name
Molecular Weight
XLogP

PSA

Heavy Atoms
Acceptor Count
Donor Count
Chelator Count
Pose Index

Resi due Fi ngerpri nt

ALA256G
ALA278F

ARG291B

G.U292C

THR259G

Accept or

ARG279C

G.U292B

LYS260G

TYR294C
VAL279F

Donor
Cont act

]
XAl

-1.107

Shape -12.50

Total Score

-1.107

H

0.000 0.548

Hydrogen Bond

] ]

Score compared to other molecules

-10.01

57%

Better scores

\ Protein Contact

-2.22 Protein Desolvation  2.50

Worse scores

M’% Protein Cavity

Ligand Desolvation 2.22

e o | ] |
0.000 0.548 -1.107 0.000 0.548 -1.107 0.000 0.548 -1.107 0.000 0.548
3% 73% 93% 98%
/\ / e /




Molecule Name
Molecular Weight
XLogP

PSA

Heavy Atoms
Acceptor Count
Donor Count
Chelator Count
Pose Index

Resi due Fi ngerpri nt

omega_1 13
330.3

1.2

109.4

24

7

3

3

10

ALA256G
ALA278F
ALA293C
ARG291B

GLU264G
G.U292C

THR259G

Accept or

ASP316F
G.U292B
G.Y290B

| LE263G
LYS260G

VAL279F

Donor

Shape -13.89

Total Score

-1.094 0.000 0.996

-1.094 0.000

20% 88%

-9.99

Score compared to other molecules

53%

\ Protein Contact

Hydrogen Bond -2.58 Protein Desolvation

0.996 -1.094 0.000 0.996

Better scores

Worse scores

M’% Protein Cavity

3.67 Ligand Desolvation 2.80

-1.094 0.000 0.996

23%
|

Cont act




Molecule Name omega 1 14 Score compared to other molecules

Molecular Weight 3303 Total Score -9.95 )
XLogP 12 48%
PSA 109.4
Heavy Atoms 24
Acceptor Count 7
Donor Count 3
Chelator Count 3
Pose Index 11
Better scores Worse scores
[ ] Protein Contact Protein Cavity
-1.020 0.000 0.599 \ %
Resi due Fingerprint Shape -14.31 Hydrogen Bond -1.77 Protein Desolvation ~ 3.48 Ligand Desolvation  2.66
ALA256G
ALA278F
ALA293C
ARG291B

Gu264G GLU292B
GLU292C  (GLY290B

| LE263G
LYS260G
[ o m— m—
THR259G 40% 38% 68% 57%
VAL279F

Accept or Donor /\ /

Cont act




Molecule Name omega 1 13 Score compared to other molecules

Molecular Weight 330.3 Total Score -9.87
XLogP 1.2 43%
PSA 109.4
Heavy Atoms 24
Acceptor Count 7
Donor Count 3
Chelator Count 3
Pose Index 12
Better scores Worse scores
[ | Protein Contact Protein Cavit
-1.144 0.000 1.022 \ % d
Residue Fingerprint Shape -13.93 Hydrogen Bond -2.32 Protein Desolvation  3.64 | Ligand Desolvation 2.74
ALA256G
ALA278F
ALA293C

ARG291B  ASP316F

Gu264G GLU292B
GLU292C  (GLY290B
| LE263G
LYS260G

-1.144 0.000 1.022 -1.144 0.000 1.022 -1.144 0.000 1.022

THR259G 25% 78% 63% 33%

VAL279F
Accept or Donor \J\ /\ /

Cont act




Molecule Name omega 1 1 Score compared to other molecules

Molecular Weight 3303 Total Score -9.86 .
XLogP 1.2 %
PSA 109.4
Heavy Atoms 24
Acceptor Count 7
Donor Count 3
Chelator Count 3
Pose Index 13
Better scores Worse scores
[ | Protein Contact Protein Cavity
-1.230 0.000 0.608 \ ‘“,%
Residue Fingerprint Shape -15.44 Hydrogen Bond -1.39 Protein Desolvation ~ 4.26 Ligand Desolvation  2.71
HO . HO 0~ HO O HO 0~
ALA278F
ALA293C 0
N\ \
ARR291B

GLu264G GLU292B

GLY290B
GLY290C | LE263G
LYS260G .
PRO276F  PRO289C e o el
SER267G  SER277F
THR259G 90% 18% 8% 38%

VAL279F
Accept or Donor /] /\

Cont act




Molecule Name omega 1 16 Score compared to other molecules

Molecular Weight 330.3 Total Score -9.84 -
XLogP 1.2 /0
PSA 109.4
Heavy Atoms 24
Acceptor Count 7
Donor Count 3
Chelator Count 3
Pose Index 14
Better scores Worse scores
I ) | Protein Contact Protein Cavity
-1.135 0.000 0.600 \ ’w%
Resi due Fingerprint Shape -14.49 Hydrogen Bond -1.86 Protein Desolvation ~ 3.65 Ligand Desolvation  2.86
ALA256G
ALA278F
ALA293C
ARG291B

Gu264G GLU292B
GLU292C  (GLY290B

| LE263G
LYS260G

[ o— | m— m— |

THR259G 63% 43% 57% 13%
VAL279F

Accept or Donor /\ /

Cont act




Molecule Name omega 1 16 Score compared to other molecules

Molecular Weight 330.3 Total Score -9.75 ]
XLogP 12 28%
PSA 109.4
Heavy Atoms 24
Acceptor Count 7
Donor Count 3
Chelator Count 3
Pose Index 15
Better scores Worse scores
[ ] Protein Contact Protein Cavity
-1.007 0.000 0.600 \ %
Resi due Fingerprint Shape -14.01 Hydrogen Bond -1.58 Protein Desolvation ~ 3.28 Ligand Desolvation  2.55
ALA256G
ALA278F
ALA293C
AR&X291B

Gu264G GLU292B
GLU292C  (GLY290B

| LE263G
LYS260G
] . — m— m—
THR259G 33% 33% 88% 73%
VAL279F

Cont act




Molecule Name omega 1 15 Score compared to other molecules
Molecular Weight 330.3 Total Score -9.74

XLogP 1.2 23%

PSA 109.4

Heavy Atoms 24

Acceptor Count 7

Donor Count 3

Chelator Count 3

Pose Index 16

Better scores

Worse scores

L ] Protein Contact Protein Cavity
-1.172 0.000 0.600 \ %
Resi due Fingerprint Shape -14.82 Hydrogen Bond -1.53 Protein Desolvation ~ 3.98 Ligand Desolvation 2.64
ALA256G
ALA278F ALA293B
ALA293C
ARG291B ASP316F
ALu264G au292B
GLU292C  GEY290B
| LE263G
LYS260G
[ —] .  —  m— |
THR259G 78% 28% 28% 68%
VAL279F
Accept or Donor /—/ /\ /_/ \

Cont act



Molecule Name omega_ 1 13 Score compared to other molecules
Molecular Weight 2303 Total Score -9.72 i
XLogP 1.2 18%
PSA 109.4
Heavy Atoms 24
Acceptor Count 7
Donor Count 3
Chelator Count 3
Pose Index 17
Better scores Worse scores
[ | | Protein Contact Protein Cavit
-1.218 0.000 0.598 \ % 4
Resi due Fingerprint Shape -13.07 Hydrogen Bond -4.57 Protein Desolvation ~ 4.24 Ligand Desolvation  3.67
ALA256G
ALA336B
ARG252G
AR&X291B
ASP333B GLN255G
GLU292B
GLY290B
| LE263G
LYS260G - — —
THR259G 13% 98% 13% 3%

VAL279F
Accept or Donor ,\ /\

Cont act




Molecule Name
Molecular Weight
XLogP

PSA

Heavy Atoms
Acceptor Count
Donor Count
Chelator Count
Pose Index

Resi due Fi ngerpri nt

omega 1 4
330.3

1.2

109.4

24

w

18

ALA278F
ALA293C

ARG291B
GAuU264G
G.Y290C

PRO276F
SER267G

Accept or

Total Score -9.67

-1.333 0.000 0.742

Shape -14.46 Hydrogen Bond
- O (O

Score compared to other molecules

13%

\ Protein Contact

Better scores Worse scores

M’% Protein Cavity

-1.45 Protein Desolvation  3.75 Ligand Desolvation  2.49

ASP316F
| LE263G
LYS260G HO -4 HO ok
PR@ 8 9 C -1.333 0.000 :42 -1.333 0.000 :42
SER277F
57% 23%

VAL279F

Donor /\ /_/

-1.333 0.000 0.742

38%

O = —0 O —

-1.333 0.000 0.742

83%

/

Cont act




Molecule Name
Molecular Weight
XLogP

PSA

Heavy Atoms
Acceptor Count
Donor Count
Chelator Count
Pose Index

Resi due Fi ngerpri nt

omega_1 13
330.3

1.2

109.4

24

7

3

3

19

ALA256G
ALA278F
ALA293C
ARG291B

GAuU264G
G.U292C

THR259G

Accept or

ASP316F
G.U292B
G.Y290B

| LE263G
LYS260G

VAL279F

Donor

Total Score

-1.153

Shape -14.15

0.000 1.041

Hydrogen Bond

-9.57

\ Protein Contact

-2.09

-1.153 0.000

68%

-1.153

Score compared to other molecules

8%

Better scores

Protein Desolvation

Worse scores

M’% Protein Cavity

Ligand Desolvation 2.81

0.000 1.041

18%

Cont act




Molecule Name omega 1 2
Molecular Weight 330.3
XLogP 1.2

PSA 109.4
Heavy Atoms 24
Acceptor Count 7

Donor Count 3

Chelator Count 3

Pose Index 20

Total Score

Score compared to other molecules

-9.54

3%

Better scores Worse scores

-1.415

\ Protein Contact

M’% Protein Cavity

0.000 0.927

Resi due Fingerprint Shape -13.50 Hydrogen Bond -1.97 Protein Desolvation  3.67 Ligand Desolvation 2.27
ALA256G
ALA278F
HO HO HO
oH OH OH
ARG291B | 5 @ | o @ |
(e} (e] (e}
46 4€ ]
ALu264G G.u292B 4 o 3
GLU292C  GLY290B - | @ o i
| LE263G
LYS260G
 — ] e ) a — ]  — |
18% 63% 53% 93%
VAL279F
Accept or Donor \/\ /\ / /

Cont act




