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Supplemental Table 1. Complete list of predicted ligands from the docking screen. The

docking rank is the position of the compound in the list of 153,000 screen molecules that was

sorted based on their predicted binding energies.
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Supplemental Table 2. Analogs of hit compounds from the docking screen.

Structure
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Supplemental Figure 1. Crystal structure of the GLIC-propofol complex in MD equilibrated
DOPC membrane. Water molecules and ions have been removed. Propofol is shown as spheres
(vellow), the membrane is shown as transparent sticks (green), and GLIC is shown as cartoon

(cyan). (A) Side view (B) Propofol binding site. This figure was generated with PyMOL

(version 1.4.1).
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Supplemental Figure 2. Effect of compounds identified on the virtual screen on propofol
modulation of GABA responses. Compounds (50 uM) were co-applied with propofol (2 uM)
and EC;p GABA on alf2y2 GABA4 receptors expressed in oocytes. The compound alone
(50 uM) was pre-applied for 1 min, immediately followed by co-application of the compound
with 2 uM propofol for 1 min, and then co-application of the compound, propofol and ECyy
GABA for 30s. As with other protocols, EC;o GABA was applied for 30s before and after
each co-application. The potentiation obtained when each compound was co-applied with
propofol was then calculated as the percentage of the potentiation by propofol alone
(assigned a 100% value) obtained in that same oocyte. *p< 0.05 versus potentiation induced

by propofol alone (100%), one-sample t-test versus a hypothetical value of 100, n= 4-5.
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