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The AutoDock Vina docking score and calculated binding energies for explicit and 
implicit solvent simulations are not strongly predictive of experimentally determined 
small molecule binding affinity. Small molecules with data points in the shaded pink 
regions did not show any measurable mTEAD4 binding. The results for compound 6 
are shown in blue for reference. Calculations from the implicit solvent molecular 
dynamics simulation show weak correlation (0.32) with the natural logarithm of the 
measured binding affinity, noticeably more predictive than those from explicit solvent 
simulations (correlation of -0.54). For AutoDock Vina scores, the errorbars indicate 
standard deviations across all docking poses and receptors. For the calculated binding 
energies, the standard deviations across the 5 ns simulation trajectories are shown as 
errorbars. 
 


