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S1. Results of the virtual screening of the CHM database with pharmacophore models M1 and M2
Virtual screening of the CHM database comprising 10,216 compounds from medicinal preparations used in the traditional Chinese medicine (TCM) (Fakhrudin et al., 2010) with pharmacophore models M1 and M2 for mPGES-1 inhibitors (Waltenberger et al., 2011) achieved a hit rate of 0.04% (4 molecules) and 0.6% (61 molecules), respectively. 
One of the 4 virtual hits recognized by M1 is the depside perlatolic acid, a lichen compound, which we proved to be a potent mPGES-1 inhibitor with an IC50 of 0.4 µM (Bauer et al., 2012). 
M2, the partial query model of M1, allowing to omit either the aromatic ring feature or one of the hydrophobic features of M1, recognized the 4 molecules that were also identified by M1 (no omitted feature) and 57 virtual hits with one omitted feature, respectively. Many of these virtual hits were identified as depsides from lichen species, i.e., baeomycesic acid, barbatinic acid, diffrataic acid, evernic acid, gyrophoric acid, ramalic acid, and squamatic acid. One of these compounds, evernic acid, was subjected to biological testing and was shown to be moderately active on mPGES-1 with a residual activity of 53.9 ± 2.7% at 10 µM (Bauer et al., 2012). 
The depsides physodic acid and olivetoric acid were also identified by M2, but within another virtual screening approach, since they were not comprised in the CHM database. Both omitted the aromatic ring feature. Interestingly, pharmacological testing revealed that they are also potent mPGES-1 inhibitors with IC50 values of 0.43 and 1.15 µM (Bauer et al., 2012), respectively, suggesting that the aromatic ring feature might not be important for the mPGES-1 inhibitory activity.
Ginkgolic acid (GA) is another virtual hit obtained from the virtual screening of the CHM database with pharmacophore model M2. It omitted the same feature as the highly active lichen constituents physodic acid and olivetoric acid. However, it comprises a different structural scaffold and was thus selected for pharmacological investigations within this study.
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