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Table S1. Permeability (P, 10° cm s'!) in the PAMPA-BBB Assay of 9 Commercial

Drugs Used in the Experiment Validation.

Compd Bibl.2 Exp.b
Testosterone 17 10.50 £0.57
Piroxicam 2.5 1.72 +£0.03
Desipramine 12 8.94 + 0.46
Verapamil 16 13.36 £ 0.85
Lomefloxacin 1.1 0.32+£0.01
Corticosterone 5.1 1.09+0.12
Progesterone 9.3 8.33 £0.25
Dopamine 0.2 0.83 £0.74
Hydrocortisone 1.9 1.14+£0.03

aTaken from Ref. 1. "Data are the mean + SD of three independent experiments.
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Fig. S1. Linear correlation between experimental and reported permeability of

commercial drugs using the PAMPA-BBB assay.
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"H NMR of compound 3a in DMSO
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IR of compound 3a
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I3C NMR of compound 3b in DMSO
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'H NMR of compound 3¢ in DMSO
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I3C NMR of compound 3d in DMSO
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'H NMR of compound 3e in DMSO

—12.41
—9.02
r7.54

OH / |
Sosmoal
/ HO

3e

- —3.79

o

2.06<—————————

2.12=

i
-

-~
I
|

1.99' —

6.00—~
L

32

2:52

° 4.47,
1.89-
<~ 42.02

3C NMR of compound 3e in DMSO

- o e -

~163.08
r154.87
—152.45
~147.45
22.99

OH /
O
7 HO

o 3e

s
fi (ppm)

—56.11

~14000

13000

7000

6000

4000

3000

400

F3s0

F3o00

=11]

F200

-50

T T T T T T T T T
180 17¢ 160 150 140 120 120 110 100

50 80
fi (ppm)



IR of compound 3e
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13C NMR of compound 3f in DMSO
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"H NMR of compound 3g in DMSO
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IR of compound 3g
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I3C NMR of compound 5a in DMSO
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'H NMR of compound 5b in DMSO
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IR of compound 5b
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I3C NMR of compound 5¢ in DMSO
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"H NMR of compound 5d in DMSO
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IR of compound 5d
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I3C NMR of compound 5e in DMSO
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"H NMR of compound 5f in DMSO
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IR of compound 5f
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I3C NMR of compound 5g in DMSO
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'H NMR of compound 5h in DMSO
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IR of compound 5h
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13C NMR of compound 5i in DMSO
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