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Table S1. Docking scores (kcal/mol) for all studied compounds

Comd. Total Crash  Polar D score PMF score G score Chem  Cscore
SCore SCore
Sa 829 2084 057 -17986  -81.73 6020  -5.48 3
Sb 807 2864 021 22116  -92.19  -41881 -24.65 2
Se 894 2395 055 24366  -13328  -44334  -40.06 3
5d 753 2154 233 29490 9715 -528.96  -46.25 5
Se 700 2401 082 27206  -146.81  -504.74 -37.39 4
st 860 2961 031 35211  -35.83  -546.92 -42.16 4
5g 902 2903 1.10 -267.71  -113.76  -512.64 -34.25 5
Sh 864 2393 016 -23809 9821  -440.74 -30.99 3
6a 816 1765 245 22782  -58.56  -36249 -41.78 2
6b 9.67 3819 129 -282.66  -62.68  -516.16 -40.42 4
6¢ SIT 1567 245 -17522 6791  -368.97 -30.06 2
6d 792 2305 120 24423  -13836  -498.41 -37.53 3
6e 713 2113 015 -17991 3043 -336.73  -25.32 4
6f 925 1552 322 -180.76  -68.64  -386.59 -35.75 3
6g 656 3026 1.07 -18538 2230  -31831 -30.93 2
6h 943 3756 145 -181.09  -48.65  -287.17 -26.19 4
6i 938 1494 202 -19739  -3891  -39739 32.94 2
6j 1075 1244 223 21612  -29.10  -374.00 -31.94 2
6k 1008 5576  1.07 -26697  -88.19  -508.92 -47.95 4
6l 821 1908 -0.69 -273.98  -113.34  -53535 -40.53 3
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Fig. S1 Binding modes of compound 6k in the active site of NF-kB (PDB: 1IKN). Ligands and
the important residues for binding interactions are represented by stick and line models. The
hydrogen bonds are shown as yellow dotted lines (color figure online).

'H NMR, 3C NMR and HR-MS of compounds 5a—5h and 6a-6l:
Sa
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