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Figure S1. Analysis of the binding pocket by the SiIMMap server. The “Anchor” column
shows E stands for electrostatic, H for hydrogen bonding, and V for van der Waals forces.
The number of compounds indicates how many of the top 1,000 ranked compounds
match this anchor. The “Pocket” column shows the important residues contributing to
the binding potencies for each anchor. The “Moiety (functional group)” column implies

the functional group distribution in each anchor.
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Figure S2. Analysis of interactions between SIRT3 and OA-OEt (A) and OA (B).
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Figure S3. OA-OETt transiently increases mitochondrial membrane potential in
H1299 and A549 cells. H1299 and A549 cells were treated with OA-OEt (0, 3, 10, or
30 uM) for 8 h. (A) Representative fluorescence images of JC-1 staining showing
increased red fluorescence in OA-OEt-treated cells. (B) Quantification of the JC-1
red/green fluorescence ratio by flow cytometry in H1299 and A549 cells. (C)
Representative flow cytometric histograms of Rhodamine 123 fluorescence after
OA-OEt treatment. (D) Quantification of Rhodamine 123 fluorescence intensity
expressed as percentage of the control. Data are presented as the mean + SD from four

independent experiments (n = 4). *p < 0.05 compared with the control group.
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Figure S4. OA-OEt induces intracellular ROS accumulation in NSCLC cells. H1299
and A549 cells were treated with OA-OEt (0, 3, 10, or 30 uM) for 1 h, followed by
staining with H2DCFDA (1 uM) and flow cytometric analysis of DCF fluorescence. (A)
Representative flow cytometric histograms of H2DCFDA fluorescence in H1299 and
A549 cells after OA-OEt treatment. (B) Quantification of intracellular ROS levels
expressed as percentage of the control in H1299 and A549 cells. (C) Representative
histograms of H2DCFDA fluorescence in cells treated with OA-OEt (30 uM, 1 h) with

or without NAC pretreatment. (D) Quantification of ROS levels in the presence or

absence of NAC. Data are presented as the mean + SD from four independent
experiments (n =4). *p < 0.05 versus control; # p < 0.05 versus OA-OEt (30 uM) alone.



