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Figure S1. Crystallographic solvent mapping analysis. (A) DMSO binding sites, D1 and D2, (DMSO 
structure, 6MK3) are shown as van der Waals models with C, green, S, yellow, O, red. D1 is located 
within the active site of APE1 (gray semi-transparent surface with gray cartoon rendering); Mg2+ is shown 
for reference as a green sphere. D1 is bound to the AP site shown in Figure 1. (B) Two glycerol binding 
sites G1 and G2 are shown with C, yellow, H, white, O red (Glycerol structure, 6MKO) bound to APE1. 
G1 overlaps with D1 from (A). Ethylene glycol binding sites are shown for the DMSO structure (6MKO) 
with C, blue, O, red with G1 shown for reference in (C) and (D). Ethylene glycol was used as a 
cryoprotectant in this case. E1 and E2 are shown with G1 and Mg2+ (green sphere) for reference on one 
face of APE1. E3 is shown on the opposite face of the molecule with G2 for reference. The solvent 
binding sites are found in the active site as well as in a number of small distant pockets on the surface of 
the molecule.  


