	No.
	CAS No.
	logBB

	1
	30516-87-1
	–0.72

	2
	73590-58-6
	–0.82

	3
	101-40-6
	1.08

	4
	23830-88-8
	0.16

	5
	103-90-2
	–0.74

	6
	60-80-0
	–0.07

	7
	54910-89-3
	1.08

	8
	54739-18-3
	0.79

	9
	79559-97-0
	1.6

	10
	53179-11-6
	0.77

	11
	7481-89-2
	–1.5

	12
	161814-49-9
	–0.56

	13
	69655-05-6
	–1.28

	14
	129618-40-2
	0

	15
	159989-64-7
	–0.93

	16
	151-83-7
	–0.06

	17
	76-73-3
	0.2

	18
	76-75-5
	–0.45

	19
	59468-90-5
	–0.07

	20
	1088-11-5
	0.61

	21
	439-14-5
	0.56

	22
	13655-52-2
	–0.23

	23
	29122-68-7
	–1

	24
	63659-18-7
	0.39

	25
	120014-06-4
	0.89

	26
	357-70-0
	0.32

	27
	123441-03-2
	0.88

	28
	142852-50-4
	1.14

	29
	91374-21-9
	0.25

	30
	52-26-6
	–0.16

	31
	83903-06-4
	–1.06

	32
	59-33-6
	0.49

	33
	83-67-0
	–0.29

	34
	36318-56-6
	0.04

	35
	4201-26-7
	0.14

	36
	38941-33-2
	0.58

	37
	76-57-3
	0.08

	38
	66357-35-5
	0.32

	39
	82626-48-0
	0.12

	40
	133099-04-4
	0.06


Table S1. Experimentally obtained logBB [91] values for the compounds used as the training and test sets in the QSAR studies*. 
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