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Figures S1 to S6

Fig. S1 Polynomial regression analyses for the physicochemical parameters CLogP, ACD/LogP or
LogD~.40 (x) and the MIC (y) to Staphylococcus aureus (left line) or Bacillus subtilis (right line),
of compounds 1 to 19°.

Fig. S2 Polynomial regression analyses for the physicochemical parameters CLogP, ACD/LogP or
LogD7.40 (X) and the MIC (y) to S. aureus ATCC 25923 (left line) or S. epidermidis ATCC 12228
(right line), of compounds 20 to 27*.

Fig. S3 Polynomial regression analyses for the physicochemical parameters CLogP, ACD/LogP or
LogDr.40 (x) and the MIC (y) to methicillin-resistant Staphylococcus aureus (MRSA) 6975 (upper
row), MRSA 630 (middle row) or MRSA 6205 (lower row), of compounds 21 to 24, and 26 to 33'2,

Fig. S4 Polynomial regression analyses for the physicochemical parameters CLogP, ACD/LogP or
LogDz7.40 (X) and the MIC (y) to MRSA 209P (left line) or B. subtilis NBRC 3134 (right line), of
compounds 34 to 443,

Fig. S5 Polynomial regression analyses for the physicochemical parameters CLogP, ACD/LogP or
LogDz7.40 (x) and the MIC (y) to MRSA (left line) or methicillin-susceptible S. aureus (right line),
of compounds 17, 45 to 54,

Fig. S6 Polynomial regression analyses for the physicochemical parameters CLogP, ACD/LogP or
LogD7.40 (x) and the MIC (y) to MRSA G31 (left line) or G47 (right line), of compounds 55 to
66%.
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Fig. S1 Polynomial regression analyses for the physicochemical parameters CLogP, ACD/LogP or
LogD~.40 (x) and the MIC (y) to Staphylococcus aureus (left line) or Bacillus subtilis (right line),
of compounds 1 to 19%.
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Fig. S2 Polynomial regression analyses for the physicochemical parameters CLogP, ACD/LogP or
LogD~.40 (x) and the MIC (y) to S. aureus ATCC 25923 (left line) or S. epidermidis ATCC 12228
(right line), of compounds 20 to 27,
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Fig. S3 Polynomial regression analyses for the physicochemical parameters CLogP, ACD/LogP or
LogDyr.40 (x) and the MIC (y) to methicillin-resistant Staphylococcus aureus (MRSA) 6975 (upper
row), MRSA 630 (middle row) or MRSA 6205 (lower row), of compounds 21 to 24, and 26 to 332,
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Fig. S4 Polynomial regression analyses for the physicochemical parameters CLogP, ACD/LogP or
LogD7.40 (x) and the MIC (y) to MRSA 209P (left line) or B. subtilis NBRC 3134 (right line), of
compounds 34 to 44,



2000.0 y= 187270 + 20123 - T014.5¢ + G045 20000 y= 1865157 + 1995;(;8.35935,4;4 + 79736
18000 | Re =0.9%2 18000 | , =
16000 B 16000 f
1400.0 1400 0
£12000 = 12000
Z14000.0 =1000.0
= 8000 = 8000
600.0 600.0
400.0 7 4000
2000 . e 200.0
0.0 —— 00
10 20 30 40 50 60 7.0 10 40 50 60 70 80 9.0
ClogP ClogP
20000 y=-141.22:% + 2038.8x2 - 9673x + 15205 2000.0 y=-167.8x* +2576.4x3 - 14111:2 + 31859x - 23486
18000 . r= 09972 18000 . r=09789
1600.0 : 1600.0 ;
1400 0 1400 0
= 1200.0 =1200.0
=10000 =10000
= 800.0 = 800.0
600.0 600.0
400.0 400.0 .
200.0 -a . 200.0 I
0.0 '.'.0—7-". 0.0 P -"
20 3.0 40 5.0 6.0 7.0 20 3.0 4.0 5.0 6.0 7.0 8.0 9.0
ACD/LogP ACD/LogP
20000 y=-138.02x° + 187%59J(925;18315-2X +12249 2000.0 y=-146.22x7 + 1942 5x2 - B495.Tx + 12386
18000 r=v 18000 | r= 03760
1600 0 16000 |
14000 1400.0
= 12000 =12000
= =1
& 10000 5 10000
S 8000 = 8000
600.0 600.0
40000 4000
200.0 e 8 ® 200.0 .
0.0 F 0.0
20 30 40 50 6.0 70 20 30 50 6.0 7.0 8.0 9.0
LogDr .45 LogDr 40

Fig. S5 Polynomial regression analyses for the physicochemical parameters CLogP, ACD/LogP or

LogD7.40 (X) and the MIC (y) to MRSA (left line) or methicillin-susceptible S. aureus (right line),
of compounds 17, 45 to 54%,



1600 0 y=-17.547x5 + 454 87x* - 4632.7%> + 23200%% - 57189x + 55596 800.0 y=-14185x% + 357.83x* - 3530 1x% + 1704452 - 40327x + 37493
. r=109999 . r=09997
14000 ! 700.0 :
1200 0 500.0
= 10000 ~.5000
= =
= 8000 =4000
o o
= 500.0 = 3000
4000 200.0 .
200.0 . 100.0 *
» . .
00 P - " 0.0 i e e a
20 30 40 50 6.0 7.0 8.0 9.0 2.0 3.0 4.0 5.0 6.0 70 8.0 9.0
ClLogP ClLogP
1600 0 y=-12.103:5 + 371.48x* - 4493 1x? + 26798 - 78893x + 91819 500.0 y=-9.8483x% + 204 98x* - 3468.7xF + 200382 - 56931x + 63738
. r=109999 . r=109997
14000 : 7000 '
12000 500.0
= 10000 = 5000
= =
o 8000 g 1000
= 6000 = 3000
400.0 2000 -
200.0 100.0 -~
0.0 - T Rk ‘ 0.0 b . o &
2.0 3.0 4.0 50 6.0 7.0 8.0 9.0 20 30 40 50 60 7.0 80 9.0
ACD/LogP ACD/LogP
16000 y=-10.79x5 + 322 43x% - 3789 Bx® + 21934x2 - 62584x + 70524 3000 ¥=-BBO5IxS + 250 58" - 2850 5x® + 159932 - 43945x +4TH42
o r=10.9999 N r=10.9996
1400 0 : 7000 | :
12000 6000 |
= 10000 = 5000 |
Z =
= 8000 4000 |
o o
= 6000 =3p00 |
4000 2000 f
200.0 o 1000 | -~ :
0.0 gy -y Pt a 00 e = Y L
2.0 30 4.0 5.0 6.0 7.0 8.0 9.0 20 3.0 4.0 5.0 6.0 7.0 8.0 9.0
LogDz.4 LogDr.40

Fig. S6 Polynomial regression analyses for the physicochemical parameters CLogP, ACD/LogP or
LogD7.40 (x) and the MIC (y) to MRSA G31 (left line) or G47 (right line), of compounds 55 to
66%°.
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