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Fig. S1 The alignments of 51 docked structures in the binding site of protein kinase

CK2 (the inhibitors are represented as lines and the protein is represented as ribbons).
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Fig. S2 The superposition of the Glide XP redocked luteolin and its original structure
in the crystallographic complex. Carbon atoms in the crystal structure and the

redocked conformation are colored in blue and magenta, respectively.
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Fig, S3 The correlation between experimental

RICso and the docking scores Predicted
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Fig. S4 Plots of the RMSD values relative to the initial structure of the new
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complexes including CK2-N1, CK2-N2, and CK2-N3 during the MD simulations. (a)
Time evolution of the RMSD of all protein backbone atoms. (b) Time evolution of the
RMSD of heavy atoms for the ligand. (c) Time evolution of the RMSD of the Ca

atoms for the residues around 5 A of the ligand.

Table S1 The structures and corresponding bioactivities of 51 inhibitors

ID Ry” Ry’ Ry Ry’ R¢’ R; Rs Re Ry Rg ICso(uM)  PICs
FNH3 H H OMe H H H H OH H H 30 4.52
FNH12 H OMe OH H H H H H H H 0.8 6.10
FNH13 H OEt OH H H H H H H H 7.5 5.12
FNH16 H OEt OH H H H H Me H H 8 5.10
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Table S2 Biological activities of the studied Ck2 inhibitors and corresponding

docking scores predicted by four different docking protocols

No. PICso XP SP IFD QPLD

FNH3 4.52 -9.826 -8.800 -11.726 -60.641
FNH12 6.10 -10.074 -9.047 -10.703 -60.652
FNH13 5.12 -10.031 -9.369 -10.757 -64.990
FNH16 5.10 -10.227 -9.607 -11.571 -68.751
FNH17 4.64 -10.534 -7.789 -10.706 -55.975
FNH20 4.59 -7.738 -8.148 -11.586 -58.486
FNH21 4.55 -8.542 -6.926 -8.750 -58.744
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