
The Classification of GPCR Agonists and Antagonists Bull. Korean Chem. Soc. 2010, Vol. 31, No. 8      1

Bayesian Model for the Classification of GPCR Agonists and Antagonists
†

Inhee Choi,†,‡,a Hanjo Kim,‡ Jihoon Jung,§ Ky-Youb Nam,‡ Sung-Eun Yoo,# Nam Sook Kang,#,* and Kyoung Tai No†,§,*,b

†Institute of Life Science & Biotechnology, Yonsei University, Seoul 120-749, Korea
‡Bioinformatics & Molecular Design Research Center, Seoul 120-749, Korea

§Department of Life Science & Biotechnology, Yonsei University, Seoul 120-749, Korea. *E-mail: ktno@yonsei.ac.kr
#Korea Research Institute of Chemical Technology, Yuseong-Gu, Daejeon 305-600, Korea. *E-mail: nskang@krict.re.kr

Received March 11, 2010, Accepted June 28, 2010

Table S1. Enrichment Results for Bayesian model building

Output Category % 1% 5% 10% 25% 50% 75% 90% 95% 99%

GPCR (N = 3368) 50.03% 2% 10% 19.9% 48.8% 89.7% 99.6% 100% 100% 100%

Table S2. Percentile Results for Bayesian model building

Model Name 99% 95% 90% 70% 50% 30% 10% 5% 1%

GPCR (N = 3368) ‒10.472
29%/71%

‒5.022
22%/78%

‒2.064
18%/82%

1.206
15%/85%

1.206
10%/90%

14.442
6%/94%

17.712
5%/95%

20.671
4%/96%

26.121
2%/98%

Table S3. Category Statistics Results for Bayesian model building

Output Category
N

Category
Mean (±StdDev)

Noncategory
N

Noncategory
Mean (±StdDev)

GPCR
(N = 3368) 1685 7.82 (±7.79) 1683 ‒24.26 (±24.17)

aCurrent address: Tuberculosis Research Section, Laboratory of Clinical Infectious Diseases, National Institute of Allergy and Infectious 
Diseases, National Institutes of Health, Bethesda, MD 20892, USA. bMember of Translational Research Center for Protein Function Control, 
Korea.
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Figure S1. Scaffolds representing GPCR agonistic and antagonistic features from FCFP-6

GPCR agonistic features from FCFP-6 GPCR antagonistic features from FCFP-6
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Figure S1. Continued

GPCR agonistic features from FCFP-6 GPCR antagonistic features from FCFP-6
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Figure S1. Continued

GPCR agonistic features from FCFP-6 GPCR antagonistic features from FCFP-6

ID Feature Bayesian score ID Feature Bayesian score
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Figure S1. Continued

GPCR agonistic features from FCFP-6 GPCR antagonistic features from FCFP-6

ID Feature Bayesian score ID Feature Bayesian score
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Figure S1. Continued

GPCR agonistic features from FCFP-6 GPCR antagonistic features from FCFP-6

ID Feature Bayesian score ID Feature Bayesian score
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The stars in the sketches represent ‘any atom’.
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