Score 0.644256 kcal/mol

Plots

currentEnergy_Binding_Energy Binding_Energy.1_plot
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currentEnergy_Binding_Energy_sasalig_plot

1.8 -

16 -

Binding Energy
= =
] S

=
o

0.8 -

0.6 -

1.8 -

1.6 -

Binding Energy

=
o

0.8 -

0.6 -

=
ES

=
[N)

-0.20

- 0.18

sasalig

- 0.17

—3232 —-3230 —-3228 -3226 —3224 —-3222 —-3220 -3218
currentEnergy

sasalig_Binding_Energy plot

0.14 0.15 0.16 0.17 0.18 0.19 0.20 021
sasalig



Top poses

epochO_trajectory_2.0_BindingEnergy0.644256.mae
epochO_trajectory_1.0_BindingEnergyl.26468.mae

epochO_trajectory 2.1 BindingEnergyl.84474.mae
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Clusters

clusters_Binding Energy_boxplot

1.50 -

1.25 -

1.00 -

0.75 -

0.50 -

0.25 -

0.00 -

—-0.25 -

—-0.50 -

1
Cluster number



