Running

the

Job
Local-search
chosen method
is: Solis—Wets
(sw)

Executing docking runs, stopping
automatically after either reaching
0.15 kcal/mol standard deviation of
the best molecules of the last

4 x 5 generations, 27000
generations, or 2500000

evaluations:
Generations | Evaluations |
Threshold | Average energy of
best 10% | Samples | Best
energy
____________ +______________
+ __________________
+ _____________________________
_+ _________
+ ___________________

0 | 150 |
1841.57 kcal/mol | 536.71 +/-
347.96 kcal/mol | 4 | 185.03
kcal/mol

5 | 234511 |
1841.57 kcal/mol | 29.93 +/-
149,33 kcal/mol | 1199 | -13.79
kcal/mol

10 | 461633 |
31.80 kcal/mol | -14.51 +/-
0.09 kcal/mol | 5] -14.66
kcal/mol

15 | 689744 |
-14.25 kcal/mol | -14.60 +/-
0.12 kcal/mol | 4 | -14.80

kcal/mol



20 |
-14.16 kcal/mol
0.23 kcal/mol |
kcal/mol

25
-14.09 kcal/mol
0.44 kcal/mol |
kcal/mol

30 |
-14.41 kcal/mol
0.60 kcal/mol |
kcal/mol

35
-14.08 kcal/mol
0.50 kcal/mol |
kcal/mol

40 |
-15.02 kcal/mol
0.42 kcal/mol |
kcal/mol

45
-14.96 kcal/mol
0.39 kcal/mol |
kcal/mol

50 |
-15.25 kcal/mol
0.38 kcal/mol |
kcal/mol

55
-15.76 kcal/mo'l
0.26 kcal/mol |
kcal/mol

56 |
-16.28 kcal/mol
0.35 kcal/mol |
kcal/mol

918632 |
-14.97 +/-

4 | -15.

1145186 |
-15.35 +/-

7 | -15.

1371433 |
-16.35 +/-

4| -16.

1597331 |
-16.10 +/-

7| -17.

1823068 |
~16.54 +/-

4 | -17.

2048989 |
-16.72 +/-

4 | -17.

2273792 |
~16.71 +/-

6 | -17.

2494690 |
-17.06 +/-

5 | -17.

2539069 |
~17.18 +/-

8 | -17.
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Finished evaluation
after reaching

2539069 evaluations. Best
energy -17.87 kcal/mol.



