Table 1 A Series of Spirocyclic BACE-1 Inhibitors and Their Structural Parameters and Inhibitory Activity.

Compd. No. X R R, MW  MATS6m MATS8p MATS6i GATS2v plCs ApICso
Obsd.a Cald. Fromeq. 1
1 0 Br 338.23 -0.02 -0.14 -0.15 0.64 4.43 4.74 0.31
Y?N
/\<NH2
2 o} o, 335.44 -0.14 0.2 -0.11 0.78 6.34 6.18 -0.16
3 0 & N 369.88 -0.11 0.25 -0.11 0.72 7.62 7.03 -0.59
LO RN @,
/ NH,
4° 0 ﬁ©/w Y”Q 360.45 -0.14 0.24 -0.11 0.74 7.03 6.91 -0.12
\_/
/~<NHZ
5 0 EUD\ o K 365.47 -0.14 0.16 -0.12 0.71 7.17 6.81 -0.36
\__/
/ NH,
6 0 ; - YW 365.47 -0.12 0.14 -0.13 0.71 5.77 6.54 0.77
\_/
o
7° o} ﬁ\@ YW 365.47 -0.06 0.11 -0.09 0.71 5.14 6.32 1.18
\_/
P {
gv 0 & o Y“Q 404.32 -0.11 0.3 -0.11 0.67 7.55 7.93 0.38
\_/
> A~
o° 0 & . Y“% 383.46 -0.22 0.16 -0.07 0.69 7.22 7.9 0.68
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49 CH2 &~ S 357.94 -0.13 0.23 -0.21 0.79 5.7 5.92 0.22
[ \%!
50 CH2 A ~, s 371.97 0.04 0.24 -0.14 0.83 5.24 5.44 0.2
v A
51 CH2 A ~, S 382.93 0.03 0.01 -0.24 0.74 4.48 4.69 0.2
SN SN
52 CH2 4 ~, gw\ 325.42 -0.05 0.16 -0.12 0.8 5.23 5.2 -0.03
P O//(
53° CH2 F i = 2 325.42 -0.02 0.18 -0.13 0.81 5.72 5 -0.72
L O
T
54 CH2 (“</ 308.42 -0.05 0.29 -0.16 0.78 5.31 5.25 -0.06
ML
Taken from ref [5], "Test set, “Outlier
Table 2 Some Proposed Compounds Belonging to the Series of Table 1 and their Predicted Activity
Compd.No. X R R1 MW MATS6m MATS8p MATS6i GATS2v plCs
1 0 qu/ 487.2 -0.05 0.02 0.19 0.76 9.34
ési : o ps
2 0] E . ﬁ/A/ 522.65 -0.05 -0.06 0.17 0.73 9.63
3 0 £ ) TA/ 522.65 -0.05 -0.06 0.17 0.73 9.63
4 0 A 487.2  -0.05 0.02 0.19 0.76 9.34
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