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Proposed Research 



Week 8 Progress 

•  Script for finding and removing AMBER errors 
adjusted to find multiple types of errors 

•  Results of SSH1, SSH3, DSP21, and DSP19 
sorted and compared to results of SSH2 in order 
to determine most specific inhibitor 

•  Script written to check which app folder matches 
to which slice of ligands 



Results: Organization 
•  Energy scores and AMBER scores of ligands were 

sorted from lowest to highest using rerank.pl 
–  Usually the only the highest 2 ligands showed significantly 

different scores compared to the remaining ligands 
–  Energy scores and AMBER scores tended to only agree on the 

highest scoring ligand 
•  The overall ranking was taken by weighing the scores 

equally and resorting the results using consensus2.pl 
•  Finally, the results were compared to the ranked results 

of SSH-2 using rankssh.pl 



Results 



Results 

• The best candidates for specific inhibitors 
of SSH-2 would be ones with a large 
difference in ranking between SSH-2 
– ZINC05260817 (SSH-2 rank 1) 
– ZINC02384698 (SSH-2 rank 4) 
– ZINC03869935 (SSH-2 rank 6) 



Future Goals 

•  Test ligands found from this summer in 
vitro in order to determine accuracy of 
virtual screening 

•  Better understand grid system 
•  Learn more efficient programming skills 



Conclusion 
•  Virtual screening is used as a method to 

theoretically predict ligands with high affinity for 
target proteins, and therefore can only be used to 
narrow down possible effective drug candidates 

•  Further development would require in vitro 
testing of the highest ranked ligands in order to 
determine their actual effectiveness and 
specificity 

•  Remaining members of the dual-specificity 
phosphatase family may also be screened to 
narrow down more specific SSH-2 inhibitors 



Culture! 
Clockwise, from top left: 
-Kobe port area 
-Gundam statue at Odaiba 
-Tori gate at Shirahama beach 
-Shinkansen 
-Tori gate at Miyajima 
-Food stalls at Hakata 
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