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Legends for the supplementary Figures 

Figure S1  The PfCK2 assymetric unit. A.View of  PfCK2 asymmetric unit with monomers 

A, B and C shown as ribbons and colored in green cyan and pink respectively. The crystal 

lattice is built up such that the N-lobe of a PfCK2aD179S monomer interacts with the 

interdomain region that harbours the active site of a neighbouring molecule with the loop 

Tyr61-Ans66 projecting towards the ATP binding site. The alpha helical C-lobe interacts back-

to-back with neighbouring molecule C domain mediated by the N- terminal polypeptide 

chain (Ile12-Ans38) that is sandwiched between two molecules. 

B. Cartoon representation of the PfCK2 monomer. The ATP molecule occupying its active 

site is shown with sticks, overlaid with the volumes of the R- and C-spines shown in mesh 

representation colored in blue and brown, with the residues involved labeled. 

Figure S2 Detailed MS analysis of the PfCK2 autophosphorylation. The table shows the 

various peptides identified.  

Figure S3. Extracted ion chromatograms (XIC) of the detected un-modified and 

phosphorylated peptides were extracted with a window of +/- 5ppm of the precursor 

ions. The area under the XIC was used to determine the extents of phosphorylation sites of 

Y30 and T63. A. Upper panel showed the XIC of the unmodified peptide 

YSEVFNGYDTECNRPCAIK (3+); middle panel showed the phosphorylated peptide at T63; 

lower panel showed the two XICs plotted in the same scale. B. Upper panel showed the XIC 

of the unmodified peptide FYADVNIHKPKEYYDYDNLELQWNKPNRYEIMK (5+); 

middle panel showed the phosphorylated peptide at Y30 

FYADVNIHKPKEYYDY#DNLELQWNKPNRYEIMK; lower panel showed the two XICs 

plotted in the same graph, the XIC of the phosphorylated peptides is at 100 x scale. C. Upper 

panel showed the XIC of the deamidated peptide 

FYADVNIHKPKEYYDYDN#LELQWNKPNRYEIMK (5+); middle panel showed the 



deamidated and phosphorylated peptide at Y30 

FYADVNIHKPKEYYDY#DN#LELQWNKPNRYEIMK; lower panel showed the two XICs 

plotted in the same graph, the XIC of the phosphorylated peptides is in 100X scale. 

 

Figure S4 Isothermal Calorimetry measurement of the binding of PfCK2aD179S and 

ATP by ITC at 25°C. The syringe contained 500 µM ATP solution, and the cell contained 

50 µM PfCK2aD179S protein. 
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