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HRMS of 8a

Sample Name Position P2-B3 Instrument Name Instrument 1 User Name
Inj Vol 0.5 InjPosition SampleType Sample IRM Calibration Status Success
Data Filename  WYY0081447-p.d ACQ Method Comment Acquired Time 10/30/2013 6:42:48 PM
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HRMS of 8b
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13C NMR(75 MHz) of 8¢ in CDCl;
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'H NMR (300 MHz) of 8d in CDCl;
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'H NMR(300 MHz) of 8¢ in CDCl3
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13C NMR(75 MHz) of 8e in CDCl;
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HRMS of 8e
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HRMS of 8f
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13C NMR(75 MHz) of 8g in CDCls
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'H NMR(300 MHz) of 8h in CDCls

21000

20000

19000

18000

17000

16000

15000

14000

13000

12000

11000

10000

9000

8000

7000

6000

5000

4000

3000

2000

1000

0

o o o 5 oy @ o o e < oy G i B ) i Gk B i
d goonnmye 2 mosdooedcmielgonsoknhooensmaad o BRUKER
5 BgmgoeEdg S BRISpYEESIORFNsLavRNESSogEgaEe E3
CoEEREE 86 6 SesTEsoasoadaaNGaNGRNGaGddDddD 60 N
;
/\/\ Ro 205719646 sec
O -1.00 dB
e
3
T T T T T T T T T T T ¥ T T T T T T
8.0 75 7.0 6.5 6.0 55 5.0 45 4.0 3.5 3.0 25 2.0 1.5 1.0 05 0.0 ppm
AT A'A T A i) & m AT YR A AVA
S RlE B o o ol [ sl Bl [ Rl
I I o o =l S Bl F Rlisle
s Bl B 2 - |2 =l Bl ERE
= Y o i o <] 15 il o] [ ool |l
13 :
C NMR(75 MHz) of 8h in CDCl3
WYY008143 . fid
WYY00814: R CI3-NMR  CDC13 303K AV-300
o - M e
2 g 28 g e
g g g8 ERES
| | V! [N/ [N
.
1
1
1
1
I
1
.
|
‘ l { ) l 4 L 1 4 L ' b A lI
220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0
1 (ppm)

S12



HRMS of 8h
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HRMS of 8i
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HRMS of 8j

Sample Name Position P1-C5 Instrument Name Instrument 1 User Name
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2. Data for Figure 3.

Table S1. Data of membrane permeability for Figure 3

P. (10 cm/s) “
Cpd

pH=5.0 pH=6.2 pH=7.4
8a 27.9+3.3 58.842.1 91.4+9.8
8b 16.3+1.2 41.7+£3.2 76.1+6.4
8c 42.3+1.5 75.4+6.9 91.9+6.0
8d 15.442.1 52.8+1.6 66.4+8.4
8e 47.8+4.7 57.2+14 78.2+8.8
8f 34.9+3.6 55.1£0.8 68.7+5.3
8g 51.3+4.8 63.145.6 74.4+6.8
8h 40.0+0.1 58.0+6.1 72.6£0.1
8i 11.3£0.6 41.5+1.3 67.5+4.2
8j 9.7+0.5 43.2+0.7 64.9+5.4
DDO-6101 23.6+5.5 25.8+1.1 18.0+3.9
GA 0.94+0.5 1.8+0.2 2.3+0.3
Ketoprofen “ — — 1.8+0.3
Propranolol ¢ — — 127.5+15.8

¢ Ketoprofen and propranolol are internal standards in permeability determinations. Data are
expressed as the mean P, from three independent experiments.
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