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Compound InChl Pim Il
No. inhibition
(ICs0)?
1a BGRDACPMBHDXID-UHFFFAOYSA-N 0.42 puM
1b XYEJXZSCRYPPSU-UHFFFAQYSA-N 0.30 uM
2a FOUURPXMTQLGSY-UHFFFAOYSA-N 4.3 uM
2b DOHRGFDJJUSUOS-UHFFFAOYSA-N 10.0 uM
2c XVLGWLFJWHNXCW-UHFFFAOYSA-N 53 uM
2d LAQMBSLKDLACGI-UHFFFAOYSA-N 10.0 uM
2e YVUKYECMARZVLG-UHFFFAOYSA-N 0.6 uM
2f KMVPKECXCODURK-UHFFFAQYSA-N 2.7 UM
2g WBYBDYIILBPJQD-UHFFFAOYSA-N 4.7 uM
2h HNKNSFXQADXBGO-UHFFFAOYSA-N 0.6 uM
2i JACOYQVDWVWLBO-UHFFFAOYSA-N 2.9 uM
2j NLDFVEFYWDHAOE-UHFFFAOYSA-N 7.5 uM
2k QBSHHVOUQOKUFK-UHFFFAOYSA-N 1.8 uM
21 WLHXYSIMGQIFAN-UHFFFAOYSA-N 5.9 uM
2m FUVWTMJBSSQWRO-UHFFFAOYSA-N 2.9 uM
2n ZHOZJQPCMRDLHN-UHFFFAQYSA-N 5.0 uM
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20 BWHZVKNIPLIQIH-UHFFFAOYSA-N 6.5 uM
2p BAHMTXWQGMNZAI-UHFFFAOYSA-N 3.0 uM
2q XKDFAXWTXFUNT-UHFFFAOYSA-N >200 uM
2r XPJMLLHHSSOSBJ-UHFFFAQOYSA-N 5.2uM
2s LTSNMJDURAKYBS-UHFFFAOYSA-N 0.6 pM

2 A fluorescence resonance energy transfer (FRET) assay was performed to evaluate ability of
compounds to inhibit PIm Il. Ky, of the substrate was determined for the enzyme PImil =2 + 0.2 uM.
A solution of compounds for testing (concentration 0.01-100 uM) on 96-well plate was added to the
enzyme in buffer (0.1 M NaOAc, pH = 4.5, 10% glycerol). The mixture was incubated for 30 min at 37
°C. Substrate (DABCYL-Glu-Arg-Nle-Phe-Leu-Ser-Phe-Pro-EDANS, AnaSpec Inc.) was then added to
reach a final concentration of 5 uM. Hydrolysis of the substrate was detected as an increase in
fluorescence (Em 490 nm, Ex 336 nm) at 37 °C. The data points were collected every 1 min within
8-15 min. Compounds were tested in triplicate experiments. ICso values were calculated using
software Graph Pad Prism 5.0. Pepstatin A (ICso=0.42 £0.02 nM (PIm 1l) and compound 1a were

used as positive controls




