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Table S1: Solubility and LogD of Piperazinyl-Substituted 4(1H)-Quinolones

O O
1 2
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n N
H
Solubility Solubility LogD
1 2
Compound R R n pH2.0 (UM)  pH65(uM) pH7.4
8ac oy H 2 > 80 > 80 5.11
8ad " H 2 >80 >80 1.72
gae 07 H 2 > 80 > 80 1.68
8a @” H 0 1-19.9 1-19.9 2.58
8b ("  H 0 60-79.9 60-79.9 2.21
8i O H 0 > 80 40-59.9 2.08
8] o H 1 > 80 > 80 0.86
8k S H 1 > 80 >80 2.06
8l U7 H 1 > 80 > 80 1.66
8m I~ H 1 > 80 > 80 0.87
8q (r7 CH 1 > 80 60-79.9 2.81
8r ()7  CH 1 > 80 >80 1.94
8 S cH 1 > 80 > 80 2.03
8w (" -0CH; 1 > 80 > 80 1.32
8x (J 7 -OCHs 1 >80 60-79.9 1.28
8 O cHs 0 > 80 40-59.9 231
8g (J 7  -CHs 0 >80 >80 2.37
8d (Y -0CH; 0 > 80 1-19.9 2.64
8h (JF -OCHs 0 60-79.9 40-59.9 2.03




Table S2: Solubility and LogD of Piperazinyl-Substituted 4(1H)-Quinolones
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Compond R R S
80 -F -H 1 >80 >80 2.38
8u -F -CH;3 1 > 80 40-59.9 2.90
8aa -F -OCH; 1 60-79.9 >80 1.31
8e -OCHj3 -H 0 40-59.9 20-39.9 2.44
8f -OCHj3 -OCH; 0 60-79.9 20-39.9 2.48
8n -OCHs -H 1 > 80 40-59.9 2.11
8t -OCHj3 -CH3 1 >80 20-39.9 2.61
8z -OCHs -OCH; 1 >80 > 80 2.19
8p -CF3 -H 1 >80 1-19.9 3.23
8v -CF3 -CH;3 1 >80 1-19.9 3.73
8ab -CF3 -OCHj 1 1-19.9 1-19.9 1.29




Table S3: Solubility and LogD of Piperazinyl-Substituted 4(1H)-Quinolones

Comound R pzogm pHssu)  prrs
8af -H >80 20-39.9 2.03
8ag -OCH; > 80 20-39.9 101
8ah -F >80 >80 2.17
Bai -CFs = 80 1-19.9 3.01
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Table S4: Solubility and LogD of Piperazinyl-Substituted 4(1H)-Quinolones

“ocd

Compnd R R SRR S e
8ak -Br -H >80 20-39.9 2.91
8al -Cl -H >80 40-59.9 2.57
8am -H -CHs >80 > 80 2.44
8an -Br -CH3 >80 1-19.9 2.83
8ao -Cl -CHjs >80 1-19.9 273




