Drug Metabolism and Disposition

A PREDICTIVE LIGAND-BASED BAYESIAN MODEL FOR HUMAN DRUG INDUCED LIVER INJURY

Sean EKkins, Antony J. Williams and Jinghai J. Xu

Collaborations in Chemistry, 601 Runnymede Avenue, Jenkintown, PA 19046, U.S.A. (SE)
Department of Pharmaceutical Sciences, University of Maryland, MD 21201, U.S.A. (SE)

Department of Pharmacology, University of Medicine & Dentistry of New Jersey (UMDNJ)-Robert Wood Johnson Medical School,

675 Hoes Lane, Piscataway, NJ 08854. (SE)

Royal Society of Chemistry, 904 Tamaras Circle, Wake Forest, NC-27587. (AJW)

Merck & Co., Inc., 126 E. Lincoln Ave, Rahway, NJ 07065. (JJX)



Supplemental Table 3. Compounds greater than 70% similar to training set. False =DILI negative (0), True = DILI Positive

).
Human
DILI Bin
DILI (1=positiv DILI
Bayesian e; DILI Bayesian True True False  False
Compound Predictio 0=negative Bayesia Closest DILI Bayesian Positiv Negativ Positiv Negativ
Name n ) nscore  Similarity Closest Sample e e e e
Streptomycin FALSE 0 -45.49 0.97 Sample 264 1
Quinine Sulfate TRUE 1 30.57 0.96 Sample 251 1
Clarithromycin FALSE 1 -13.31 0.91 Sample 105 1
Tobramycin FALSE 1 -38.58 0.91 Sample 154 1
Glutethimide FALSE 1 -6.73 0.81 Sample 16 1
Azithromycin FALSE 0 -16.25 0.80 Sample 105 1
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