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Table S1: BTK Benchmark Study. A benchmark study was completed with the purpose of 

determining the most optimal software and HTVS parameters for docking into BTK. A drug-

like decoy database of 10,993 compounds selected randomly from the 891,982 compound 

HTVS database along with 16 known actives were docked into both the 3OCS and 3PJ3 

structures. The benchmarking screens were carried out using Glide-SP, Glide-XP, FRED 

with/without constraints, and combinations of FRED/Glide-XP to determine maximum 

enrichment at sampling of 1% and 2% of database with a reasonably short runtime. The results 

are shown below. 
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Figure S2: Histograms of the Tanimoto coefficients for five HTVS identified BTK 

compounds compared to 127 known BTK inhibitors from the literature. 

        

        

                                      

Compound 1 Compound 2

Compound 3 Compound 4

Compound 5



S4

Table S3: BTK X-Ray Crystallography Statistics. Data collection and processing statistics for 

Compounds 1 and 5 and statistics of the final structure and refinement process.

Compound 1: Data Collection and Processing Statistics
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Compound 5: Data Collection and Processing Statistics
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Compound 1: Refinement Statistics
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Compound 5: Refinement Statistics


