'H and *C NMR spectra for compound 2
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'H and '3C NMR spectra for compound 3

LLe

o B B B e B B M |

MMM ANNNNNNNN

0.5 ppm

90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 1.0

9.5

8Ly

920t

00°L
€0°L
oL

|

18-

8%
8T~

[474
L

re”

€CT

AN
‘9T

PET —

CGPT ~
C9pT—

08T —

10 ppm

190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20

200



'H and '3C NMR spectra for compound 4
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'H and 3C NMR spectra for compound 6
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'H and '3C NMR spectra for compound 7
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'H and '3C NMR spectra for compound 8
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'H and '3C NMR spectra for norabietyl isocyanate
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'H and *C NMR spectra for compound 9
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'H and 3C NMR spectra for compound 10
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'H and *C NMR spectra for compound 11
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'H and *C NMR spectra for compound 12
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Table S1. LogP values for adamantane derivatives predicted with GALAS algorithm
(implemented in the ACD/Percepta software, www.acdlabs.com), and the corresponding rate of
brain penetration (LogPS) and extent of brain penetration (LogBB) calculated using LogP,

molecular size, and H-bonding parameters as inputs. LogPS varies from -2.2 to -1.4 and LogBB

from 0.2 to 0.48, which is suitable for penetrating into the central nervous system.

LogPS LogBB
E
é LogPGALAS . | | - | -
g 5 3 1 15 0 15
o Almost Average Freely | Restricted Evenly Concentrated
impermeable  permeability  diffusible | to plasma distibuted i brain tissue
1 7.50 2.1 0.24
2 7.31 -1.9 0.20
3 7.60 2.0 0.30
4 7.38 -1.9 0.27
6 7.48 -1.8 0.48
7 7.34 -1.7 0.48
8 8.28 2.2 0.29
9 7.19 -1.8 0.30
10 7.27 -1.9 0.29
11 6.72 -1.6 0.47
12 6.30 -1.4 0.29




