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A. Docking pose of PTX and compound 1 in TS (PDB B. Docking of compounds 2

ID: 1JUJ):

(top) and 3 (bottom) with TS

PTX (green) and compound 1 (yellow) bound within the TS (PDB ID: 6QXG) .

active site .
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C. Docking of compounds 4 (top)
and 5 (bottom) with TS (PDB ID:

6QXG) 3.

D. Interaction profiles of compound 6 in TS:
Human TS (PDB ID: 1HVY, top) and E. coli TS (PDB
ID: 2KCE, bottom) showing the binding interactions of

compound 6 with each target *.




E. Binding interactions of compounds 7 (left) and 8
(right) with TS (PDB ID: 6QXG) 5.

F. Docking of compounds 9
(top) and 10 (bottom) with TS
(PDB ID: 6QXG) °.

Figure S1. Docking of compounds 1-10 with the thymidylate synthase protein.
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A. Predicted binding mode of compound
11 within the TS active site (PDB ID:
60QXG)".

B. Docking pose of compound 12 in the TS
co-complex (PDB ID: 1JUJ) 3.

C. Docking orientations of compounds
13 (top) and 14 (bottom) in human TS
(PDB ID: 1HVY)®.

D. Docking of compound 15 with TS (PDB
ID: 1JU6) 1°.




E. Overlay of compound 20 (red) and
PMX (green) in human TS (PDB ID:
1JU6) 1,

F. Docking of compounds 21 (top) and 22
(bottom) with TS (PDB ID: 6QXG) 2.
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G. Docking of compound 23 with TS

H. Docking of compounds 24 (left) and 25
(right) with human TS (PDB ID: 1HVY) 4,

(PDB ID: 6QXG) 1.
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I. Docking of compound 26 in the TS
active site (PDB ID: 1JU6) 1.
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J. Docking of compound 27 (blue) and PTX
(orange) in the TS binding pocket (PDB ID:

1JUJ) 16
.
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K. Docking of compound 31 with TS (PDB ID: 1JUJ) 7.

Figure S2. Docking of compounds 11-31 with the thymidylate synthase protein.
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