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Fig. S3. Predicted bound conformations of compound 3 on the surface of the IN dimeric 
core domain. Interactions of 3 with wild-type IN (A), mutants W132G (B) and W132Y 
(C). 3 is shown in cyan stick and the green surface shows the 128AACWWAGIK136 region 
on the IN dimeric core domain.  
 
 

 

 
 
 
 
 
 
 
 
 
 
 
 
 
Fig. S4.  Coumarins retain activity in the presence of Mg2+.  (A) Inhibitory effects of 3 on 
WT IN using Mg2+ as divalent metal cofactor in the presence and (B) absence of PEG in 
the reaction buffer.  IC50 values of 3 are 36 µM and 6.8 µM with PEG present, whereas 
after three repetitions in absence of PEG, IC50 values of coumarin 3 are 9 ± 1 µM and 4 
± <1 µM, for 3’-processing and strand transfer, respectively.  Inhibitory concentration of 
3 decrease from 100 µM -> 33 µM -> 11 µM -> 3.7 µM -> 1.2 µM.    
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