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Table S1 Coefficients and t-ratios of models a
		TSA

	ASA

	BSA

	HalSA

	BenSA


	log Poct
	0.014   (13.4)

	0.018   (1.2)

	-0.038   (-9.4)

	0.007   (2.6)

	0.011   (5.7)


	log Pchl
	0.018   (18.5)

	-0.243   (-16.8)

	-0.039   (-12.8)

	-0.002   (-0.7)

	0.007   (3.4)


	log Pcyc
	0.019   (13.2)

	-0.249   (-11.6)

	-0.059   (-12.8)

	0.002   (0.6)

	0.006   (1.9)



	


a t-ratios given in parenthesis.
Table S2 Statistics for test sets of 22 molecules
	 

	log Poct
	log Pchl
	log Pcyc

	 

	R2
	S.D.

	R2
	S.D

	R2
	S.D


	1

	0.854

	0.572

	0.843

	0.781

	0.795

	1.034


	2

	0.766

	0.543

	0.824

	0.523

	0.738

	0.678


	3

	0.854

	0.581

	0.926

	0.541

	0.871

	0.793


	4

	0.790

	0.562

	0.932

	0.374

	0.874

	0.753


	5

	0.790

	0.480

	0.923

	0.336

	0.726

	0.680


	 

		 

		 

		
	Average

	0.811

	0.548

	0.890

	0.511

	0.801

	0.788



	


