UCSF Reading List for Croucher ASI 2009

Dear Students

Here are some papers that describe the work that we will present in the lectures and the workshops.

For the chemical informatics components, including the Similarity Ensemble Approach (SEA), there are two recent “News and Views” articles that provide good introduction:

AL Hopkins, “Predicting promiscuity”, Nature 462, 167-168 (2009)

A Flemming, “Where ‘magic bullets’ go astray”, Nat. Rev. Drug. Disc. 8 (2009) 


The original two papers describing SEA and its applications are

MJ Keiser, BL Roth, BN Armbruster, P Ernsberger, JJ Irwin*, BK Shoichet*. Relating protein pharmacology by ligand chemistry. Nature Biotech 25, 197-206 (2007).

MJ Keiser, V Setola, JJ Irwin, C Laggner, A Abbas, SJ Hufeisen, NH Jensen, MB Kuijer, RC Matos, TB Tran, R Whaley, RA Glennon, J Hert, KLH Thomas, DD Edwards, BK Shoichet* and BL Roth*, Predicting drug off-targets, Nature 462, 175-181 (2009)

For the docking component, the papers are 

P Kolb, DM Rosenbaum, JJ Irwin, JJ Fung, BK Kobilka* & BK Shoichet*.  Structure-based discovery of β2-adrenergic receptor ligands.  Proc. Natl. Acad. Sci. 106, 6843-8 (2009).  
JJ Irwin*, BK Shoichet, MM Mysinger, N Huang, F Colizzi, P Wassam, Y Cao, Automated docking screens: a feasibility study, J Med Chem. 52(18):5712-20. (2009)
N Huang, BK Shoichet* and JJ Irwin*, "Benchmarking Sets for Molecular Docking", J. Med. Chem 49(23), 6789-6801 (2006)
