1) Ranking EX-527, NAM and isoNAM among the hits
Glide(HTVS) docking score with SIRT3/ac-ADPR receptor
Ex-527: -10.657
NAM: -7.810
isoNAM: -7.625
Compare to the 40000 hits obtained using the larger library (SIRT3/ac-ADRP receptor)
Top rank has a docking score of -12.287
Rank 40000 has a docking score of -8.856
Ex-527: ranked 1132 (The Ex-527 mimics that ranked at 434 and 839 have docking scores of -10.928 and -10.741)
NAM and isoNAM falls outside of 40000.

Glide(HTVS) docking score with SIRT3/NAD+ receptor
Ex-527: -11.485
NAM: -5.596
isoNAM: -6.447
Compare to the hits generated above that also docked against SIRT3/NAD+ receptor
Top rank has a docking score of -12.091
Ex-527: ranked 42 (The best-ranked Ex-527 mimics has docking score of -10.774 and ranked 426)
NAM and isoNAM ranked below 32000.

2) Ranking with higher level of theory (MM-GBSA using Schrodinger)
The calculation is currently underway, and may not complete in two weeks.
The time estimation using 6 small ligands (i.e size of NAM):
Glide (HTVS): 2 minutes
Glide (XP): 5 minutes
Time estimation using 3 medium size ligands (i.e. size of Salermide, Ex-527):
Glide (HTVS) : 2 minutes
Glide (XP): 5 minutes
MM-GBSA requires ~1.5 minutes per pose for small ligands.

3) MOE Docking studies
More than 30,000 hits generated using MOE’s fragment-based approaches (scaffold replacement and add group). Computation and analysis is still underway.
4) LEA3D tests
LEA3D is currently set up and running using small fragment libraries (8 basis linkers and 34 substituents) with SIRT3/ac-ADPR as the receptor.
After 5 days, it is still on generation 39 out of maximum of 50.
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Details explanation of the set up and results will be provided later. 
The chain structure is a result of non-ring structure linkers. And there is no reactivity check either.
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