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1) Figure 1. Cytotoxic effect of CK2 and MMP-2 inhibitors separately and in 
combination towards human T-leukemia cells of Jurkat line
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HPLC Chromatograms
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N
NNBr

Br

Br Br

N
NN

S
O O

O

O

NHOH



S12

Compound 15
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Compound 16c
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Compound 22a
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Compound 26
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4) Figure 2. MD simulation of 26…………………….…………………………..S17

Figure 2: Top. PyMOL stick representation of the most populated conformer of 26 in 
water. Bottom. Graphical representation of the Root Mean Square Deviation (RMSD) of 
compound 26 in water.
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5) Figure 3. MD of apo forms of MMP2 and MMP13………………………….S18

Figure 3: PyMOL stick and cartoon representation of the 4 Ω-loop conformers 
(represented in different shades of red) extracted from the 20ns MD simulations of MMP2 
(left) and MMP13 (right). For the sake of clarity, the Ca2+ and Zn2+ ions are not 
represented.


