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826120 

2_cII:_. 
H N 

NY D., 

H 487 

826121 

GF S 

2HT_cj H H 502 

826122 

3 
.1 

2 

� P2)--

H N 
o 

H 130 

816592 icci( 2 0 H N mCJ’oH H 11 

816593 2 
H 

0 

c I i * THI? 

H N aft 
H H 747 



Or -

8271732
H 
*A?o 

H N 
11111110-CH3 

H 2.78 _ 

827174 
_4�VCH3 

2 
H 

H N 
uuunQ.mCH3 

H 8.7 

C 

CH 

827176 2 
H 

H N H 1.18 

CO V �CM2 

827177 2 
H 

0 H N 
11111520-CH3 

H 1 

Cl �CHe2  

827178 2 0 H N iuiuiQ_1cH3 H 12.4 

827179 

CHrO 

2 
HlJ.J\ 

. H N 
jiunii..iCH3 

H 1.04 

�CM2 
 

827180 CM3 2 0 
H 

H N 111111.1I’)P.CH3 
H 2.47  

827181 
CF3 

2 H N 1101r...cH3 H 97.2 

�’11H 2 

827182 2 0 H N cH 
I()-

H 73 

CH2_H  

827183 

________ 

CFh 
___ 

2 0 H N 
IHIIIICH3 

H 3.29 
CQ 

0 
01 



827185 ci 2 0 H N 
wiuiQ.11CH3 

H 4.89 

cl  �CH2  

827186 ,,CH3 

r % 

2 0 
H 

H N 
nhiw[J.11CH3 

H 8.21 

c/ 

�CH2 H  

827187 
_), 

2 0 H N 
11110.0-CH,H

 10.6 

�CH2  

827189 2 0 H N 
IHIIHCH3 

Fl 126  

C2f_  

827190 CF3 2 
H 

0 H N 
m11110"CH3 

H 2.42 

�CH2  

827191 2 - 
HA 

H N 
irunn CH3Q. 

H 0.724 

CH2 H 

827193 CH3 CH 2 - H1J H N IIwu(I..1cMa H 40.6 

�CH2 H

827194 CH3 
2 0 H N 

IIUIDr...CH3 

H 

24.4 

�CH2 

827195 O.CH32 H 0 H N IIIIrnfI.ulCH3 H 8.18 

�CH2  

827175 

2 
H4J.4ç H NIHIMO�CH3  H 4.0 �CM2  1’) 0 0 VI 



827197 2 H N H 27.6 

827199 CF3 2 0 H N 
IUIUUO.IICH3 

H 434 

827200 CHS 2 0 H N Jnuw(IlcH3 H 119 

827205 2 0 H N 
nhIIQ.l.cH3 

H 200 

827206 
, 

CHYO 
2 

H 
0 

_: i ?S. 

H N 
M-&CH3- 

H 
- 

597 

827212 2 
H 

0 H N clis Fl 1.2 

827213 2 H N H 111 C4,j[:)

 827215 

e-CH3 

2 0 
Ha, P-1-1i 

7. ’TIA 

H 
NCc

 

ON 
IMK)--) 

H. 0.229 

827216 2 0 H N CH3 H 2.16 



827218C?oAH32
 

H J H N /.cH3 H 1.22 

827219 

CHII)1100, 

c 
2 H N H 2.63 

-CH2 

817480 
(Racernic) 

( 

2 H N 
c,CH3 

H 3.07 

CF("

827221 2 H N 1CH3 H 99.2 

CF 
CH2H 

827222 F3 

&N 

2 0 H N CH3 H 2.09 

-CHg H 

828393:-’

 

2 H N CH3 H 3.45 

H 

817570 
(Racemic) 

CH 

’OC 

2 O H NC

 

H3 H - 6.24 

CH3 2H 

827226 2 0 H N 10wç1.JH3  H 16.1 

H2 TH 

8272282 0 H N CHH 62 

827229 CF$( 2 H N CH3 H 1.71  

CH2H 



827230 

l- 

2 
H4?.j 

�CH

 

& \ Co

 

H N CH3 
fuel 
(D 

H 2.09 

817571 
(raceimc) 

2Ht 
 H N 

IIftuKIId3 

H 2.85 
CHcrCH3 

827233 
CH1Jc( 

2 

CHZH 

H N 
fllu.c.iH3 

H 27.7 

827234 2 
H.J 

�CN i4 

H N CH 3 H 3.15 

827235 2 H N lift 
CH  H 4.49  

�CH2H 

827214 2 H N 
Ila 

CH3 H 6.13  

�CH2 

827236 2 0 H Nfull H3 H 12.9 

827238 Cf)(. 2 H 
N0

--

 
lift 

H 2.48 

827239 

&CH3 

2 H N CH3 Intl 
H 90.8 

�CH2 H 

8272442 0 H N 0Q,CH3 H 197 
02NI00, ’%’? ?;i

a 
-1 

im 



 827245CHI
 

 0; 2 0 
H..!...Iç  

H N H 43 Y1 
�6H2 ç 

818675 
(Racemic) 

2 
HJi.J\ 

sk 

H N 0,cH3 H 0.711 

�cI. . 

817478 
(Racemic) rilY 2 H N 

CHI 
H 1.46 

2H 

- 

0 

U’ 



� 

CMPD 
NUMBER 

R n 0 

JB�Cj  

A R1R2N R3 d3K1 

826811 2 9 N 0 H 40.4 

826816 2 9 N H 26.3 

826817 2 9 
CH2)C 

N H 20 

826818 2 9 N CH3 H 29.3 

CFO,.. ,(CH2)C 

C43 

826819 

CF S 

2 N -NC) H 11.6 

826822 

CFr( 

2 

--(CH2)3 

N 

NP 
HC 

H 2.79 

826823 

CF(S 

2 9 
,.(CH2)C 

N ç,#CH3 

cH3  

H 19 

8268313 

F’071
 

S 

9 
 4CH2)C. 

N 
7EI_-CH 

H 2.55 

im 

110 



826832 39 N _<D_OHH 161 

826833 3 9 
ACH2) 

- 

N 

-lp 

H 0.872 

826834 3 
’ 9 

ACHL%.  

N’ H 8.01 

826835 3 9 
ACHCFaSy 

3..  

N H 2,12 

826836 3 9 N - H 223 

826837 3 9 N HC OH3 H 8.8 

826838 

F $ 

3 

CH2)C 
9 

. 

N 

- 

CH3 H 

-c 

OH3  

146 

- 826839 3 9 N H 937 

826842 

-,-(CH2 

3 9 
r3N - H 

H30  

3.66’ 826843- N H 126 1k 



826851 

F  

29 
CH2)3C IN 

N H 2.77 

826852 

F’ ’’S 

2 

 

9 
 ,.(CH2)C 

N 
-0-OH

H 3.54 

826853 

F0c3" 

2 

ACH2)3 

N H 0.128 

826854 2 

CHC 

N 
-NOCH3 

H 0.116 

8268552 

F""S 

9 
CHC 

N H 0.58 

8268562 

F 
sfAC

 
9 N 

NcIFcJ 
H 1.8 

826857 2 9 
,(CH2)-3Cl - 

N 

-d
 

H 0.817 

826858 

F 

2 9 N - OH3 H 3.71 

’cH  
826859 

F 

2 9 N H 3.53 

826862 

F -O?S? 

2 

CHjC.,., 

N 
-Np 

H 0.951 

H3C  



825868 
.,JIC,Zf 

2 

Hi

 

.J( 
CH2 H 

N�  ND 
 H 13 

825891 

OF ’ 

2 

12 ÔH3 

N H 

- 

118 

826081 

CF,oeWSS 

2 19 

C?H P2 ?WH 

N El 

- 

18.6 

826657 

CF3 

2 0 N H 14 

826659 

CF3 

2 0 N H 140 

826660 

CF3 
2H...

 

0 

C  

N 
�0-0H  

H 53 

826661 

CF)0" 

2 N
 

H 25 

826662 

CF)0’4 SS? 

2 19 

_’p’ ?sa 

N H 69 

826664CF(E’
 

2 

c1i271  

N H 9.4 

j’) 



531 

826896 2 
HJJ\ 

-CH2 ç 

N 

N1.CH3 

CH3 

H 89.5 

8268992 
Ilk )CZf Ht1 

4.rc 

-CH2 

N 
-4G-....CH 

H 45.5 

826900 

CF (S’ 

2 0 

-CH2 j 

N OH 

cl 

H 181 

826901 

CF( ’S’ 

2 19 

-CH2 

N H 42.4 

826902 

CFg’S 

2 
HJ 

-CH 

N OFf H 13.1 

826903 

CF-"O 

2 Ht.J..J\ -CH2 N O H 7.47 826904 CF3 f2 19 N V aNH2H 

39.4 

826905 CF3.-00 AS 2 H4 9 -Ct2 iH N C113 H 14.5 



826906 2 
H 

19 N 
-NO-CH3

H 39.5 

826907 

y CF3 S 

2 0 
2 

N 
NH3 

H 18.8 

826908 - 2 
H1J._4 

N ,-CH3 

-N 

H 7.06 

826909 

CF’S 

2 
HJ,.19  

H2 H 

N 
oVCH3 

H 28.9  

826910 

CF(S 

2 

 -c  ?j?

N H 17.5 

CF3 S 

2 
HP?,, 

-C21 ’ 

N b826911 
-No< 

H 93 

826912 

CF(S 

2 9 

 

N H3C CH H 58.5 

 

826913 2 
HaJ?.J\ 

-CH2 

N CH3 

H3  

H 86.1 

826914 1444 2 
H 

0 

-ci-i 

N OH 
-Na 

H 101 

im 



826916 2 
H1J4 

N H 157 

CF’O" 
a S 

�CH2HN-0
 

826917 Ilk 

3" 

2 
H 

0 N H 196 

CFj CH 

O-CH3  

826918 

CIF 

2 0 

% 

N - 

0 
OH3 

H 30.3 

826919 

CR""a’SSH3 

2 

0112H. 

N 

P

H 329 

H3CS  

826920 

CFr.OIcJI" 

2 N H 67.6 

826921 

CCH F3 

2 
HjJ 

�OH2 

N 0,CH3 H 183 

826922j:
 

 

CF 

2 

�CH2 

N 0 

0...N-CHa 

H 

- 

183 

826923 

1:?CF(1’S 

2 0 N 
-to

 

H 141 

c 



S 73  

826924 2 N 
NH-

H 

H 256 

s - NCCF 

826926 2 0 N 
�NJCH3  

H 86.5 

�CH2 CH3 

826928 2 N CH3 H 11.2 

�CH2 ç 

IHC 

826683CF(_IOE3’ 
.3 N3  H 3,7 

826685 

CF(IE’ 
- 3 

�C

 

H2 

N H [54 

826686 3 
H 

19 N 
-NO-OH 

H 26 

�CH2 

826687 N 0 

NH 

H 132 

�CH2 

826688 

CF)O 

3 0 N 
�N" H 217 -cH 

826689 

CF000 SYS 3 N OZH 674 0H2H 0 01 



 
826691CFrQZ’

 

3 19 N 
-Ncjo H 35 

H  

826669 2 N -o H 0.24 

F -CH2j 

826671 

Fjods 

2 0 

?t 

N H 6.8 

icovcH3 

 826672F1h1’
 

2 
H4J.J\ 

N -NaOH
 

H 0.64 

-cH2  

8266732 N H 7.9 

FS’ 

826674 

jo?f 

2 N H 48 

F -CH2j 

826675 2 
HbJJ\ 

all 

N H 8, 

Fjo7sf 2H 
H3C 

826676 2 N 
-ND 

H 2  

2H 



S 

826871 3 
H* 

N 
-NQ-_-cH3 

H 10.7 
-CJ?.J\H2

 H 

8268723 
H Ar 

N 
-NO-OH 

ii 3.66  

826873F

 c  

N H 1.31 

Cu2 H CH3 

826874 0 N 
-NQ--CH3 

H 1.72 

FS H 

826875 N H 2.79 

rasy 

826876 3 
H/J 

A?% 

N II-cJ H 2.72 

Fj():yS - 

826877 3 
H 

9 

4- 

N HA CH3 H 4.72 

FJCCSY - & 

8268783 
H 

19 N CH3 H 7.95 

CH3 

826879 3 
H 

0 N 
-NC) 

H 1.59 

F’S’ -OH2  



# fe.. T3 - ? - 

826882 3 9 N H 2.93 

FLS) -CH2 j OH3 

826883er-ti" 
N 

_NCL,0H3 
H 13.4 

FS ��-��CH H CH3 

826056 2 _j N H 5.4 

F’7f S 0 
826119 2 

R-. 

N 
_NQ 

H 219  

CF3’S 
_. 

826812 2 N 
OH 

H 7.29 

CF ’S  

826813 
.., 

2 N II 5.16 

CF(S 0 
H.  

826814 2 N _f’\. 1-1 10.3 

826815 2 ACH2)3.........- N _ç, H 31.7 

CF3 ’S 
0 

CFIS 

826863 2 ,-(CH2)3...,- N H 26.6 

FS’ 
0 

827064 2 ACH2)3’y N PhCH2 245 

CF(IEJ’ 
H30 

0 
01 



0  <738 .4... 

827065 2 N 
_O_cH 

PhCH2 168 

CF3   

827066 %2 

y 

.(CH2)3( N _f PhCH2 209 

CF  3 ao sa 
0 

CM3 

827067 2 4CH2)( N PhCH2 268 

CF. 3  

827068 2 (CH2)3( N 
V 

PhCH2 197 

CIF,jl[ 
S. 

0
 

CH3 
CM3 

827063CF(c

 

2 N 
-(--OH 

PhCH2 373 

827082 %2 N Ph(CH2)3 303 

C  Fe, 3 

827084 2 N Ph(CH2)3 266 

Oa?-’ CF3  
H 3C 

827092 2 .ACH2)3. N CM PhCH2 316 

FJOc3" 

8270932 N 
NO- 

OH 
PhCH2 84 

ea7sil", 1 
0 

1 
827094 2 (CH 2)3( N 

_Q 
PhCH2 34.6 

ec?s_lf0
 

H3C 



827095 2 N PhCH2 37.8 

 

C,’-- 
F"’S" 

0 

827096 2 ,.-(CH2)3-..-- N PhCH2 44.7 

F)0?7sf 
0 

H3 

827097 2 N PhCH2 51.5 

F’’S’ 
0 

827098 2 ACH2)3( N 
./4 

PhCH2 82.9 

F’S" 
0 

827099 2 
o 

N CH3 

-N’ 

’H3______ 

PhCH2 144 

827100 2 N 
-._’ 

PhCH2 63.5 

827103 2 N PhCH2 81.7 

H3C  

827104 2 .._(CH2)fy N Ha PhCH2 141 

F’S 

8271122 

0 

N 126 

F’S 

827113 2 .ACH2)( N oi-i Ph(cH2)3 95 

FJOEJ( 



0 

827114FJOc’
 

2 CH2)3( N -ç Ph(CH2)3 120 

I-13C 

826690 
(racemic) H

N H 83% Inh 
@ 

0.1 nM 
CF3 

12H 



0 
�VI. 

R2 0 

Ri XNR3 

MDL # 03 XI (nM) Chirality n X RI R2 R3 
817274 4.49 Racemic I N H 

-....JL>..CH3 

CH3 

H3C 

CH,  

V 

817275 3.34 Racemic T N 

H3 

H V 

’J?N&’-C 
CM3 

HP  CM3  

827184 237 Racemic T N t-Boc H 

827192 150 Racemic T N Me 

CM 

827202 177 Racemic T N -CH2Ph H N 

’."(aCH3 

827209 30.4 Racemic 1 CH -CH2Ph H N,,,a 



I 

827211 353 Racemic 1 OH 

OT 

H 

OLCN3 
827223 159 - Racemic 1 N t-Boc H N 

c:IIIJ.,.CH3 
827226 16.1 - Racemic I NH 

827229 1.71 Racemic 1 N 
F;_d 

H ..IN 
""(Ds%,,,?CH3 

827231 60.6 Racemic 1 N .. 

- 

CR3 

CH3 

827237 153 Racemic 1 N -CH2CH2Ph H 

827240 152 Racemic 1 N La H 

827241 89.5 Racemic I N -CH2Ph I-I 

827248 19.4 Racemic 1 CH -CH2Ph H 



827250 45.2 Racemic T CH/ 

°T:b  
H 

OCH3 

828716 2.38 R,R T N 

_ 

H IN 
Na 

F 

OH 

829006DA 12.4 RR 1 N 

F 

H 

’ON"."CH 3 

829363 63.9 Racemic T CH H 

830046 16.5 Racemic T N H 

830112 54 Racemic 1 CH 

H,Cl% 

H N 

1LCH3 
0-’&?O/ 

630114 5.42 Racemic 1 N - H 

’--lN""aCH3

 

0 

(n 

ki 



4 

830116 13.1 Racemic I NH N 

."’aCH3 

830121 47.1 Racemic 1 N 

H’."aCH 3 

830122 67.6 Racemic 2 N H N 

""Cjb,?CH3 

830123 73.8 Racemic 2 N H 

830124 1.84 Racemic 1 N 

H""aCH3
 

cl 

830128 69.7 Racemic 2 N H3c�\_j H 

TDI’..?CH3 

830129 4.16 Racemic 1 N H 

CH 

0 

01 



10 11 

830131 34.1 Racemic 2 N H 

830132 9.26 Racemic T CH H 

830133 176 Racemic 1 CH 
/ 

H 

LJCH3 

F 

830134 0.602 Racemic T CH F 

H.C, 

H 

0 

830439 17.6 Racemic 1 N 
H3c°1j1__i( 

H N 

""aCH3 

831147 40.8 S1S T CH 

- ol : 

H N,.,,[aCH 

 831148 0.454 R,R 1 ’CH H 

L_LCH 

11 



831226 26.7 R,R T N H

 

N 

14\1 

k? 

831269 4.08 R,R 1 N H  

Fj’ 

831270 17.8 RR T N H �NH-(CH2)3-Ph 

831271 6.57 R,R 1 N 
F 

Q

F 
_:? 

H 

831 309 40.6 R T CH HR 

F1’ [7 
NC-0 

831310 103 R,R I CH H -NH-(CH2)3-Ph 

N 
OD



831311 38.7 R,R 1 CH 

W\’N 

H 

831312 214 R,R 1 CH 

W\N 

I-I �NH-(CH2)3-Ph 

FF 

831313 134 R,R 1 N H INI 

N\N - 

831314 133 R,R. 1 N H -NH-(CH2)3-Ph el I 
F  
F F  



17.1 S,S 1 CH 

F._ç)JIN 

H 
""aCH831360

 

H3C0  

831361 1.75 RR T CH 

F -4p: NN 
H 

""aCH3 
 I-t30-0 

831 488 0.725 R,R T CH H 

831489 16.9 R1R T CH H -NH-(CH2)3-Ph 

831491 0.187 R,R T N 

FII\ 
H 

831 492 0.432 R,R T N H 

831768 0.904 R,R 1 N 
H3C’°1jf-__(  

H 

L-LCH3 NN 

831808 3.84 R,R 1 N H 

U 
CH3 

0) 
C 



831809 - 0.0284 R,R T CH 

P-O?-[N 

H 

LLCH3 

H3C0
 

831810 124 R,R T CH H 

H3C’0 0 

831 878 189 R,R 1 CH H ,,NaoCrF 

H3C 
-o 

831880 100 R,R T CF-I. H 

H30’0 

831881 109 R,R 1 NH 

F. S 

831882 57.3 R,R 1 

NJrQ’
 F 

H  

- 

cl 

831 883 48.1 R,R T 
NrJ_\I’ F 

H 

S 

831884 1.94 R,R, (R,S) T N H 

FJQj’ 

HP 

N) 

im 

0 

UI 



831885 35.3 R,R T N 

F\Ij’ 
H 

831886 16.8 RA T N 

FI\ 
H 

LI1 
831887 6.5 R,R 1 N 

F-V H 

 831888 17.5 R,R 1 N H 

831949 29 R,R 1 N p HS H 

OH 

F________ 

831950 5.48 R,R I CH 

O-J)OH
 

H 

 

831952 42.8 R,R T CH 

Fc1J< 
H 

OII

 H3C0 
OH 



4 

831953 37.4 R,R 1 CH 

Q_31( 

H 

N 

F>L_________ 

OH 

F  

831958 13 RR T 
NFQI1’

 
" 
0 

Lt:?N

 

832102 81.5 R,R 1 CH 

9::?( 

H NH-(CH2)3-Ph 

H3C 
.0 

 

832104 619.7 R,R T CH. 

97IN’ 

H 

 -o 

83210F 178 R,R T CH  H 

832203 4.76 AR T CH 
I 

N 

H 

""[aCH 

832216 76.5 R,R,R 1 N H 

FJrQj" HC’ 



832217 44.1 RIR,S I N H 

 

HC 

832268 2.62 R,R, (AS) 1 N _3FW

 

H 

832271 112.29 R,R I CH 

5?N?,N. 

H 

OH 

832272 144.72 R,R 1 CH 

2-F F 

H 

832273 205 HR- I CH 

- 832274 52.4 R,R 1 CH H 

- 

Li 
832494 25 R,R T N H 

832495 63.6 R,R 1 NH 

s Na



832496 3.66 R,R T N H NH, 

F)çi’  NH 

832497 38 R,R 

)a

 cl 

F’’ 

832498 70.3 R,R T 1F H 0 

Li 
832499 19.7 R,R 1 N H 

"IN"ONyO)<0113 

C 
CH.

832500 161 R,R(R,S) T N. H 

CH, 

832501 41.4 R,R (R,S) T N H 

bCH2 
CH, 

832502 2.67 R,R 1 N H 

L,J1H 

832503 11.11 RPR(R,S) I N H 
HJ 

832504 5.77 RPR(ftS) T N 

?? 

H 

NH ,N,_,,o 

L 

F 
F S 

0) 

I 



Ll 

832510 25 RR T N H 

N’J2TNr

 

832511 12.3 R,R T N H 

\--?No 
FA 

832512 15.7 R,R T 
NF)ç’  

H H3c 

? s 
CI - 

832577 1.85 R,R 1 N H 

832578 25.8 RJRI(A,S) T N� 

., 
7 

--- 

H 

NP 

832579 6.29 R,R I N H 

832580 28.83 R,R’ T N H 

NHCNCH, 

832581 . 67.35 R1R T N 

A Cd 

H ON") 

1-1 

832582 25 R,R 1 N H 

N..) 

Cl-h 

C 

Ol 

1z, 



832583 

 

1.61 R,R T 
NF,(2’ 

H ,,No n 

832654 4.72 R,R T OH H 

NN I. 
F 

832714 12.4 R,R T OH H 

832715 166.46 RR T OH H 

832716 7.54 R,R T CH H 

832734 9.85 R,R T N H N?o 

832735 38.8 R,R T N H 

832736 2.74 R,R T N 

?Q? 

H N?o 

’-"aF
 F 

832737 5.42 R,R 1 N H -A?o 

Fk0S 



C,! 

832738 3.26 RR I N 

\1 V7
 H ?,N,,,o N,_"aF 

F S 

 832739 2.89 R,R T N H 
N,,o 

- 832740 30.2 RR 1 N H _..N...,_,-

832741 6.03 R1R T N 

F 

H 

ODO 

832742 5.75 R,R 1 N 

kO’ 

H  

F 

832743 2.36 R,R 1 N H3C0.\ 

- 
U-’ 

H 

CH,  

832744 1.37 RR I N 

- NN 

H 

CH  

832745 15.04 R,R 1 N - H 

- 

CH3  

C), 

0 

01 



Vko 

832747ES 1.05 R,R 1 N 

- 

H 

CH, ______  

832748FH 79.07 R,R 1 
NU-’ - 

H 

CH,  

832789 3.05 R,R T N H 

F’ 

832833 18.2 R,R TH 

$ 

N2 CH3 

832834 12.2 R,R 1 N H 
CH, 

832835 18.1 R,R 1 NH 

832859 14.3 RR T N H 

NXIIIIIIIJ 
833062 55.4 RR 1 N H 

FF S 

F 

833064 28.8 R,R, (R,S) 1 N H 

F 
F CH2 

C) 



0 "0’’. 
?/ sxa 

833065 692.37 R,R T N H 

,NJJ 

833080 22.9 R)R T CH H OH 

Fj H3 

833090 41.85 RR T CH 

Q::N?IN 

_ 

H 

F CH 

833091 117.7 R1R T CH 

F H3 

H 
-&NO 

833092 33.47 R,R 1 CH 

fIN 

H 

Fç H3 

833097 0.9 R$,S 1 N 

_ 

H 

NO 

833098 8.84 RJR,R T N H 



833120 138 R,R 1 N 
HC0 

- 

H 

CH3  

833121 26.5 R,R 1 N 
HC H 

- 

CH3  

833122 52.89 R,R T NH 
NLCH3 

CH3  

833123 26.26 R,R T N lip,H 

CH3  

833124 26.83 R,R T N 
H30 

H N 

cl 

CH3  

833125 70.76 R,R I N H 

- - 

____ CH3 



833136 14.3 R,R T N 

H3C_OZ__. N,JIIIJ 

833151 11.2 RR 1 CH H 

s 
od 

833157 43.88 R,R .1 CH 

F.Q1N 

H 
N’-? NC) 

833197 45.38 RR T N 
H,3C 
,oH

 

CH,  

833277 16.7 R,R T N H .NCftH. 

- 833278 7.04 R,R T N H 

H3C1 
CH5 

833305 8.81 R,R 1 CH H ",M"aCH3 

OH3 



833322 12.8 RR 1 N H 

F)(C’ LJH 

833323 3.46 R,R 1 N H 

833512 2.17 R,R T N H N,_,aF 

833513 43.1 R,R T N H 

,Na 

833514 0.36 R,R T 
NF)

 ’ 

H 

F 

833515 48.3 R,R 1 N H 

833516 21.7 R,R 1 

NFçI’  

H F 

833585ES 5.86 R,R T ci F F H 

833625 22.2 RR3R T N H 

H3CCH3 



833626 2.17 R,R 1 N 
Hac 

H I-IN,**,o N""aF 

CH3  

833627 1.63 R,R T N H 

CH  

833628 95.82 R,R T N H 

NMN
 0 

CH3  

833629 2.69 R,R T N H 

833630 52.09 R,R,R I N Hc H 

- ,N0
 

,, ma 

r-cH 

CH3  
CH3 

833631 31.3 R,R 1 N  H 

- ____ CI-  



[] Eli ID 

833632 4.06 RIR.R 1 N HC ..( H 
N 

VN 

,- 

CH3  

833686 7.22 R,R 1 CH 

F F 

H 

F 

833690 7.97 R,R 1 CH NNO"JCH? 

F?FH

 

F 

833692 72.9 AR 1 CH o H 

N CH3 

833693 18A R,R 1 CH H 

N 
/ 

CH  

833694 46.9 R,R T CH H 

H 



833695 176 R,R I CH H 

b,kN 

CH 

833696 268 R,R 1 CH H 

CH3  

833697 105 R,R 1 CH 

 

H 

CH3 

833698 134 R,R T CH. H 

ZL 

F)ç 

ct3 

F 

833699 7.2 R,R T N H 
1-1 
NNo"#,CH3 

833700 3.24 R,R 1 N 

Nzz 

H 



833701 1.28 R,R T N H N.No",ICH3 

833702 0.495 R,R 1 N H 

CH3 

CM3  

833703 1.92 R,R T öiT H 

SN  
CHBr" 

833704 2.3 R,R T N H 

833769 1.63 R,R I CH H 

CH3  

833821 6.91 R,R T N 

(N 38\ 
H - 

I 
833822 0.64 R,R T N F H 

I N 

CH,  



833823 0.637 R,R 1 N H 

\ 

)’N 

- 833834 0.333 R,R T N HP H 

833835 0.499 RR 1 N HaCO_.( H 

833836 1.36 RR 1 N H3cH 

CH3  

833910 1.09 RR,(RPS) T CH 

P71N 

H 

H3c 

"o 

833911 1.26 R,R (RIS) T CH 

LQ 

H 

F   0 _ 

II 



m 

833934 0.633 R,R 1 CH 

F<J\N 

H 

- 833941 8.98 R,R I CH F 
F H 

834003 3.51 R,R T CH H 
/ 

?F?s 

834012 0.241 R,R H 

834015 1.24 R,R T CH H 

F’ 

834016 1.63 R,R I CH H 

834017 1.62 RA 1 CH H 
DN 

834054 13.8 R,R T CH 

D, N(I 

- H 

"z OH3 

H3C0 
CH3 

N 

CD 



834055 62 R,R T CH H HC H3 

*-<C 
CH3 

,0 CH, 
H3C 

834056 93.2 R,R T CH H 

o CH3 

834057 89.4 R,R I CH H 

o C 
H3C 

H3
 

834058 91.4 R,R T CH H 

P7N( N 
.o CH, 

H30 

834059 2.76 R,R T CH H 

CH3  

834129 6.75 R,R 1 CH HC H 

834171 652 RR T CH 
- 

H 

HaC N 

H3C 
,o Cl-I3 

01 
0 



834172 0.837 R,R T N H 

834173 5.15 R,R (RIS) T N H?CH 

We 

CH3  

N 

A002200835 0.4 RR (RS) 1 CH F F 

0 

N 

N 

A002200836 1.51 RR I CH F H 

- 0’ 

A002200837 0.368 RR T CH F F H 

NJi) 

A002200838 0.807 R,R 1 Cl-I F F H

 

C1$N 
A002243383 25.09 RR 1 N H 

CH,  

A002243384 133.36 RR 1 N H 

1 

14 



t 

A002287512 0.647 RR (R,S) I CH H 

rIIIIII1. 

A002287513 3.57 R,R 1 CH H N 1O1NH 
A002287764 0.48 R,R 1 CH H 

A002287765 0.011 R,R 1 CH H 

0�N 
A002287766 126.3 R,R,S 1 CH H 

0N N 
A002328939 201.16 RR T CH 

P-NNII’ N 
H 

o CH, 
CH3 

A002328940 26.8 ftR T CH C )l H 

Cl-ia 



RM 

A 4015 
-253-

0-

0 Co 
/ z\ 

I I I I I = 

I 

IL 
/ \ % 

Z ,z 
\ 

I 
Z-0 

LL 

\ I 

/ \ 

I 
Z-0 

z \ 

I 
1-0 

t. LL LL. 

IL U.. LL IL LL 

Q 0 C) C) 0 C) 

�1- 1 

a: cr a: a: a: 
a: 

CD 
CD 
CO 

C’,cm 

C’J 
-

C’, 
C) 

1 I,- CD 

cli 

0 

0) 
CD 

C’, 
0) 
0 
0) 
cliCM 

C’) 
0) 
0 
(3) 

0) 
0 
0) 

C’) 

0) 
0 

(n ci 

Cl) 

N. 
0) 
0 
0) 
C’, 
C’) 

o 

0 0 

CM 
0 
0 

C’, 
0 
0 

C’, 
0 
0 



119 

A002329098 345.2 R,R T CH H 

Br 

S 

A002329099 2.06 R,R (R,S) T CH H 

,NcIIL1 
Br ’ S 

N 

A002329100 6.32 R,R T CM H 
N’-’-? 

110 BrrfLr
 

8  

A002436288A 105.69 R,R 1 CH H 

F CH, 

A002437094 91.93 R,R 1 NH 
N_

 

s  
A002437350 16.2 RR 1 N N.( H r) 

A002437351 32.68 R,R I N N.( H 

0 

01 

11 



A002437353 0.937 R,R,S 1 CH 

,N 

H )IIL1 
to 

F CH, 
N 

A002437354 1.03 R,R,S T CH H 

CH N 

N 

A002437355 1.87 R,R,S 1 CH 

F*,N 

H 

N_: 

N 
HC 

CH3  

A002437357 14.03 R,R (APS) 1 N H 

A002437358 8.858 R,R (RS) T N H 

C) 
A002437359 0.541 R,R,S T CH 

p YI 
H 

_N__

 

CH3 

0 

01 



A002437360 0.239 R,RJS 1 CH 

F)cI( 
H 

N 

N 

A002437517 10.51 RR1 CH 

F’  

H 

F �N 

A002437802 0.251 RRS T 11 H 

A 
N 

A002438636 13,04 RIRIS I N I-i 
r) 

�OH 

A002438637 21.18 R,R,R 1 N H 

�qoH  

A002438638 3.28 R,RR 1 N H Q 
FQ 

A002438639 97,32 R,R 1 CH H

 
F F 

0�N 



I 

A002438663 1.37 R,RPS 1 N H 

N 

A002438664 6.49 R,R 1 CH H 

Br - 
�N 

A002439099 4.91 R,R 1 

NF)çS"  

H 

A002439100 561.94 R,R 1 N N H / Y_ rJMjCHa 

�N 

A002439258 34.08 R,R T CH H H3CCH 

H 

F?�CN  )<R’) 
�N 0 

F 
p_N 

HC 

A002439259 39.05 RR T CH H 

F F 
H3C 

A002439260 0.303 R3R,S T CH 

F)?7 

H 

F FJ 
HC 

N 



1, 

A002439261 55.3 RR T CH 
\ 

H 
HC’ 

F  

A002440433A 180.18 RA 1 CH H 

Hp 

A002440437A 41.24 RR 1 CH H -N 

?-CN 

A002609935 0.142 AJAPS 1 CH H 

ci 

073 

I 



R2 

R1   

MDL 
# D3 KI (nM) Chirality X V RI n R2 

827393 391 Racemic 0 OH 11 1 

827394 391 Racemic 0 CH H 1 

827395 31.4 Racemic 0 OH I-I T 

"k 
NH 

827397 111 Racemic 0 OH H 1 - 
N 

/ 

829460 158 R,A 0 CH H T 

829461 306 R,R 0 OH H 1 

0-7 

0 



829462 9.65 R,R,(AIS) 0 CH H T 

829463 4.76 Racemic 0 CH H T 

CH3 

829464 22.4 R,R 0 OH H T CH 
N H3 

829465 80.3 R,R 0 OH H T 

829466 24.8 R,R 0 OH H T 
0 

829467 9.01 R,R 0 OH H T IN 

829590 109 Racemic 0 CH H T 

0,  CH3 

0) 
0 

0 M-

0 

U’ 



829591 72.4 Racemic 0 CH H T 

NO 
829592 42.3 Racemic 0 CH H T 

829593 350 Racemic 0 .CH H T 

829594 364 Racemic 0 CH H T 
\ - 

829595 201 Racemic 0 CH H 1 
_ 

829596 4.41 R1R 0 CH H T 

829597 226 Racemic 0 CH H 

TC
 

\ 

N�

0 

Ul 



830126 23.8 Racemate 0 N H 2 
OH3 

830127 1.66 Racemate 0 N H 1 
OH3 

830250 46.6 R,R 0 CH H T 
�NO�OH  

830251 11.4 R,R 0 CH H T 
-KID OH 

830252 110 R,R 0 CH H 1 ,c\ 

830827 9.85 R,R 0 CH 3-CH3 1 

830828 8.57 RR 0 CH H T -N-(CH2)3 -Ph 
830829 5.3 R,R .0 CH H I -N-(CH2)2 -Ph 
830830 2.58 R,R 0 CH H I 

830831 3.19 R,R 0 CH H T 

830832 67.7 RR 0 CH H T o 
�N 

831045 335 R,R 0 CH H I 



831046 15.5 R,R 0 CH H T -N 

831047 2.87 R,R 0 CH H 1 -N-(CH2)4 -Ph 
831048 11.3 RR 0 CH H I -N-(CH2)3-N(CH3)2 

831082 38.2 8$ 0 N H I 
�0,11CH,  p 

831083 3.2 R,R 0 N H T 
P�O.,CH,  

831192 3.44 RR 0 CH H Tt
 -KcII;iN 

831 193 23.8 R,R 0 CH H T 

831194 5.06 8$ 0 CH H 1 

831195 1.84 

- 

R,R 0 CH H 1 

831196 7.81 R,R 0 CH H 1 
N=--- 0 

831197 4.17 R,R 0 CH H 1

1\) 

0) 



631198 1.76 R,R 0 CH H 1 CI 

831199 2.78 R,R 0 CH H 1 

831215 5.92 R,R 0 CH H I 

831267 28.3 R,R N-Ts N H T 

831272 6.22 R,R 0 CH H T 
No 

831 273 68.6 R,R 0 OH H T 

831274 17.4 R.R 0 OH H T 

831275 5.15 R,R 0 CH H T 

0 
H3C’ 

831276 3.85 R,R 0 CH H I 
IN 

N 

- CH3 

II 



831277 5.38 R,R 0 CH H 1 
/ 

013 

831278 18.1 R,R 0 CH H T 

831315 29.3 RR NH N 1-1 T 

831343 13.7 RR 0 CH H T 

831 344 22.1 R,R 0 CH H  

831,345 34.4 RR 0 CH H T 

831374 1.12 R,R 0 CH CH3 T 

831375 2.9 RR 0 CH I CH3 I1 -N-(CH2)3 -Ph 
831376 40.3 R,R 0 CH H 1 

M,, -No/ 

831377 4.68 R,R 0 CH H 

i 

0 

01 



831378 35.6 RR 0 CH H T 
A 
’I 

831 379 46.7 RR 0 CH H T 
0N 

N_NN 

- CH, 

831385 22.7 Racemic 0 CH H T 

831 390 0.861 Racemic 0 CH H T 

cl 
831453 18.3 Racemic 0 CH H 1 

831 454 1.86 Racemic 0 CH H T 

831455 6.79 Racemic 0 CH H T 

831 456 6.21 Racemic 0 CH H 1 

831457 1.83 Racemic 0 CH H 1 N,,-,,o 



0 S ??Yqa-: 

ii 

831458 7.43 Racemic 0 CH H T 

cJ 
831493 4.95 R,R 0 N H T 

- 

831494 28.3 R,R 0 N H I -N-(CH2)3 -Ph 
831599 49.8 Racemic 0 CH H I 

831602 19.6 Racemic 0 CH H 1 
-0 ,,ND

831603 20.9 Racemic 0 CH H T 

831621. 70.3 Racemic 0 CH H 1 

�

 
HC1 

CH 

831622 34.6 Racemic 0 CH H 
1N?o

 

831649 173 Racemic 0 CH H T 

831 673 23.5 Racemic N-Me N H 1 



S 

831686 25.3 Racemic 0 CH H 1 

831 687 277 Racemic 0 Cl-I H I 

831689 16.4 Racemic 0 CH H T 

831 701 55.7 Racemic 0 CH H 1 
106, 

$ 

831702 27.9 Racemic 0 CH H 1 

s-

831703 45 Racemic 0 CH H 1 

Na"

 

831704 47.5 Racemic 0 CH H 1 

831735 81.3 Racemic 0 CH H 1 

831736 291 Racemic 0 OH H 1 N ,o 



831737 1.25 Racemic 0 CH H T 
/\ rrN 

831738 223 Racemic 0 CH H T 
N"’CH3 

CH, 

831740 831740 2.96 Racemic 0 OH H 1 

CH3 

831741 125 Racemic 0 CH H T 

831794 27.3 Racemic 0 CH H T 

831795 1.82 Racemic 0 CH H T 

831798 46.3 Racemic 0 OH H 1 

831799 12.1 Racemic 0 CH H 1 

831800 5 Racemic 0 OH H T 

831801 11.2 Racemic .0 OH H 1 

831802 13.4 Racemic 0 CH H 1 

N) 
0) 
(0 

im 



831803 7.44 Racemic 0 CH H 1 

831804 989 Racemic 0 CH H 1 

831805 102 Racemic 0  CH H T ell 

Ao 

4 Q13 

831818 0.117 Racemic 0 CH H T 

531819 0.1 Racemic 0 OH H T 

AOa - 
831820 654 Racemlc 0 OH H T 

831821 24.1 Racemic 0 CH H T 

831 822 1.38. Racemic 0 CH H T 

831823 2.37 Racemic 0 CH H T NC 

831 830 0.76 R1R N-Me N H T 

831831 631 Racemic 0 CH H 1 

0 

CM 



831835 234 Racemic 0 CH H T OX\ 10 

831836 94.3 Racemic 0 CH H I 

831837 491 Racemic 0 CH H 1 

N 

831838 141 Racemic 0 CH H 1 

831936 347 R,R, (R,S) 0 Ct-I H T 

831937 35 R,R 0 Ct-I H 1 
- - 

831938 33 RR 0 CH H 1 H3C 

- 831951 367 R,R N-Is N H I 
OH 

831954 15.6 R,R 0 CH Ct-I3 I 
OH 

831 955 47.3 R,R 0 N H 1 - N.."&OH

831 956DA 5.91 R,R N-Me N H 1 
OH 

f’) 
-.1 

a

cr 



831957 63.2 R,R 0 CH H 1 
\N ,No 

831991 0.722 Racemic 0 CH H T H, 
ON 

831992 4.81 Racemic 0 CH H 
1N"-ON 

831993 2.51 Racemic 0 CH H 1 1q"",aF 

831994 2.68 Racemic 0 CH H I 

831 995 4.73 Racemic C CH H 1 

cl 
831996 7.97 Racemic 0 CH H 1 

831997 3.55 Racemic 0 CH H I 1A 

831 998 7.46 Racemic 0 CH H 1 cl N,_,aCt 

831999 473 Racemic 0 CH H I 

832000 79.6 Racemic 0 Cl-I H 1 

r’) 



832001 157 Racemic 0 CH H T 

832044 657 Racemic 0 CM H T N- ’P 

(r 

832045 22 Racemic 0 CH H 1 s 
J N 

832046 35.5 Racemic 0 CH H 1 

CH3 

832047 25.8 Racemic 0 CH H 1 

832049 6.54 Racemic 0 CH H T 
rN 

832055 112 Racemic 0 CM H T 

832057 21.7 Racemic 0 CH H T 

832058 24.2 Racemic 0 CH H 1  



832059 4.13 Racemic 0 CH H T 

832153 30.74 Racemic 0 CH H T - 

832154 21.86 Racemic 0 CH H 1 

832155 0.434 Racemic 0 CH H 1 N 

CR3 

832156 0.315 Racemic 0 CH H T 
NJ 

act 

832157 0.226 Racemic 0 CH H 

I  
832158 0.37 Racemic 0 CH H I 

832164 6.6 Racemic 0 CH H T rN 
i - 

832165 30.13 Racemic 0 CH H 1 

832185 7.87 Racemic 0 OH H T 
- 

832186 16.06 Racemic 0 - OH H T 
s-. 

.CH3 



832187 19.14 Racemic 0 OH H T 

VCH3 

832188 10.1 Racemic 0 OH H 1 

832189 58.47 Racemic 0 CH H I 

832190 94.61 Racemic 0 CH H I CHI 

832191 8.06 Racemic 0 OH H T 
.-

832192 7.81 Racemic 0 CH H T 

832193 13.1 Racemic 0 OH H T 

" Na 

N 

832194 23 Racemic 0 OH H 1 &H3 

632195 22.8 Racemic 0 CH H 1 
rN 

832196 22.9 Racemic 0 OH H 1 

ell NJ 

t.) 

Cr’ 



832197 17.1 Racemic 0 OH H 1 
rN NJ 

832198 5.81 Racemic 0 CH H 1 
N 

832199 18.7 Racemic 0 CH H T 
FH.._F 

832207 54.84 RA N-Me N H T 
N 

832269 5.1 R,R, (R,S) 0 CH H T 

832340 11.54 Racemic 0 CH H 1 

832341 2.63 Racemic 0 OH H 1 V 

832342 - 0.077 Racemic 0 CH H 1 N):D N,_"aF 

832343 0.718 Racemic 0 OH H 1 F 

,-,IN ):DN 
832344 2.76 Racemic 0 OH H 1 ",Nc N,,,qF 

I I 



0 

832345 1.46 Racemic 0 CH H T F 

832346 12.88 Racemic 0 cli ii T 
N’

-ON

 

832347 1.88 Racemlc 0 CH H 1 

832348 0.465 Racemic 0 CH H I N_o 

832349 0.843 Racemic 0 CH H 1 F 
F 

832391 77.93 Racemic 0 CH H 1 A 
NyO 

rcH 
CH, 

832392 2.29 Racemic 0 CH H 1 A 

832393 8.44 Racemic 0 CH H I 

832394 8.32 Racemic 0 CH H I N,,o 

832395 30.2 Racemic 0 Cli H T N 

):::?Cf
Na 



832397 51.94 Racemic 0 CFI H 1I 
Ci 

1 

832464 12.8 Racemic 0 CH H 1 N,,O I N,lr,a 
cl 

832487 66.1 Racemic 0 CH H 1 

832488 39.5 Racemic 0 CH H 

I  
N)raCl 

832489 95 Racemic 0 CH H 1 ,.N 

832505 40.6 Racemic 0 CH H 1 .,-IN
 --ON ryIN 

cl 

832513 55.4 R,R (Isomer 1) 0 CH H 1 

832514 114.6 S.S, (Isomer 2) 0 CH 1-1 1 CH 

832527 45.4 R1R 0 CH H 1 

-xxtp 



�IP� 

832528 48.5 R,R 0 CH H 1 

- 832529 145.6 R,R 0 CH H 1 

832530 16 R,R 0 CH H 1 

832531 67.67 R,R 0 CH H 1 - 

832532 14.4 AIR 0 CH H 1 cl 
N (Xc, 

832533 4.12 RR, (R,S) CH H 1 A 
OyN 

)<G" 
CH 

832565 1.45 R,R N N H 1 

832566 1.76 R,R N N H T 



832573FH 4.52 Racemc 0 CH H 1 "-ON cl
 

832574FH 57.34 R,R 0 CH H 1 N 
/ 

832575ES 4.06 Racemic 0 CH H 1 A N 

y 

N_a 

o 

832576ES 17.5 Racemic 0 CH H I A 
OyN 

o 

832634 7.63 R.RN N H 1 
N 

F 

F F 

832648 20.8 R,R N N H 1 

OH 

F 
F  

832692 7.29 R,R N-Ph N H 1 
N 

832723 54 RR 0 CH H 1 Ngo 
I,. 

co 
C 

I’ 



832724 1.44 R,R 0 CH H 1 
T 
H3 

832725 4.22 R,R 0 CH H T 

832726 7.05 R,R 0 CH H T 

832727 1.19 R,R 0 CH H 1 

832728 
___________ 

3.12 R,R 0 

�_____ 

CH H T 

832729 
__________ 

1.67 R,R � 0 
�_____ 

CH H T 
_______ 

N?,o Cl 

832730 3.62 R,R 0 CH H T 

_______ 

832731 0.699 RR 0 CH H T. 

832732 0.74 R,R 0 CH H T 

832733 0.656 

F 

R,R 

I 

0 

I 

CH 

I 

H T N?o N,_.,o 

832788 1.84 R,R 0 OH H T 

im 

0 

01 



1� Sb. 

832816 2.57 R,R N-Ph N H T 

OH 
832849 1.12 R,R N-Ph N H T 

I-IN,"’aCH3

 
832850 0.264 R,R N N H 1 N,, 

aCH3 

F  
832881 37.86 RR N N H 1 

CH3 

F  
F 

833333 8.11 R,R N N H 1 

F 0 

F  
833372 1.04 Racernc 0 Cl-I H 1 

833373 65.46 RR,S 0 CH H I 

Hic Cii, 

IQ 
0, 
1’O 



I 

833374 30.6 R,R (R,S) 0 CH H T 
10, N,J0ocH 

 0 CH3 

633375 24.2 R,R 0 CH H 1 

0 CH 

Ile 

833382 2.32 R,R 

- 

C CH H 1 

’ON 

833383 2.57 R,R - 0 CH H I N 

’?’ONH 

833384 5.68 R,R7R 0 CH H 1 

833385 3.31 R,R (R,S) 0 CH H 1 

833386 36.46 R,R 0 CH H 1 

833482 0.962 R,R 0 CH H 1 

0 N 

833483 0.93 R,R 0 CH H 1 

833485 2.99 R,R 0 CH H 1 

833509 41.53 R,R 0 - CH H 1 
ND 



0 11 

833714 4.16 R,R CH H I 

NyNy 

o 
cl 

833715 5.7 R,R 0 CH H 1  

yN,,,a 

o 
833748 1.38 R,R 0 CH H 1 11-IN,*,o

 

- - 

833855 12.4 R,R N N H T 

>0 

833856 3.01 R,R 

CtLF 

N H 1 
1-1 

NO"IaCH3
 

 833876 50.3 R,R N N H T N,.", 

aCH3 

AN 



833909 1.86 R,R N-Ph CH H T 
,eN.-,,,aCH3

 
834205 90.47 RR N N H T 

F   

834206 88.82 R,R N N H T - 

F>L  FF  
834207 71.4 R,R N N H T �N 

CH3 

A002201942 30.2 R,R N N H 1 

FF 

A002202401 205.3 R,R N-(CH2)-CH3 N H T 
-,,? C) 

A002202402 47.33 R,R N-Me N H T - 



A002202403 86.78 R,R N-Me N H 1 

A002243385 660.86 R,R N N H I 

A002243404 492.34 R,R N N H 1 

A002287757 2.41 R,R N-Me N H 1 N-CNb 
/ 

A002287758 139.32 R,R N N H 1 - 

N -CH 

A002287767 3.3 R,R N-CH2-CF3 CH H 1 

A002328969 137.1 R,R N-CH2-CF3 CH H 



A002328970 36.2 R,R N-CH2-CF3 CH H 1 

çN  

A002329040 159.9 R,R N-Me N H 

A002350369 100.28 R,R N-Me N H T 

A002350370 81.25 R,R N-Me N H I 

A002436290 520.47 R,R N-Me CH H 1 

A002436291 0.629 R,R N-Me CH H T 

A002436292 128.56 R,R N-Me CH H I 

A002436428 2.17 R,R N-Me N H T 

A002436429 4.16 R,R N-Me N H T 

F 



0 ’0 s6 

A002437082 9.23 R,R N 

I 

N H T 
’p-0-

 j 
o. F 

A002437053 11.03 R,R NN H T N"o F 

A002437084 7.105 R,R N N H 1 

A002437352 1.22 RRIS N-Me CH H T 

A002438640 104.16 RR N-Me Cl-I H T 

O-CH,�\\_�
 

A002438641 62.76 R,R N-Me CH H T 
O
-P 

CH3 

/�C,N-?  
CH 

3 



A002439262 28.3 R,R N-Ph CH H 1 H3cCH3 

HC 0 

40 

A002439263 30,6 R,R N-Ph CH H T 
C). 

A002439265 87.98 R,R N-CH2-CF3 CH H T �N 

A002439266 66.04 RR N-CH2-CF3 CH H T 
H3C<CH 

3C 0 

A002440434A 462.13 R,R N-Me OH H T 

A002440435A 304,55 R,R N-CH2-CF3 OH H T �N 
H 

A002440436A 11.38 R1R N-Ph CH H T �N\_OH
 

833127 79.63 RR . 0 OH H 1 

C? 
N’CH 

NJ 

833128 28.69 R1R 0 CH H T 

833129. 95.34 R,R 0 OH H 1 

CH3 



0 1, 

833130 8.85 RR 0 CH H 1 

1-11 

N 

833131 16.8 RR 0 CH H T 

833132 107.5 R,R 0 CH H 1 

NJ F 

833133 113.7 R,R 0 CH H 1 

CH, 

833160 2.09 R,R 0 CH H T F 

833163 17.5 R,R 0 CH H I 

0 
IN 

833164 52.55 R,R 0 CH H I 

833165 1.07 RR 0 CH H 1 

833166 1.72 R,R 0 CH H 1 F 

833167 1.57 RA 0 CH H 1 

F 

Co 
0 



833168 3.11 R,R 0 CH H 

834126 4.9 R,R N-Bn N H T 
N 

ell 



-292-292 -

N�

(All (Au Comtaunds Racemic) 

MDL# D3KI(nM)  
831452 

- 115 Bn 
831811 819 OMe 

831812 453 

I 

ap 



Ar-X 
’I 

%kN 

CH3 

I.. ) 

MDL 
# 

D3 KI (riM) Chirailty n X Ar 
829997 10.4 Racemic 2 N 

3 F ’ S 

829830 65.3 Racemic T CH s 

N 

829996 277 Racemic T N 

W,\1 
0  

830000 286 Racemic 2 N s 

" 

N 



S 51 

MDL 
# 

D3 KJ (nM) Chlrallty X Y Ri R2 
830557 97.4 S CH 0 OH 

830558 34.2 R CH 0 OH 

830573 547 A CH 0 OH 

832212 301.8 n.a. N 0 H 
’NaN 

A002201941 119 n.a. Ir N-OH3 H 
1-1 
N 

"’aCH 3 



NR 

Ar 0 

MDL # - 03 Ki (nM) X Ar R 
832171 4.9 CH S 

�CH 832180 91 s 

el? 

-NH-(CH2)2-Ph 

N 

832231 6.93 N N - 

832239 206.8 CH 

832240 185.96 CH S 

Z/ 0 ?’N 

832241A 51.8 OH s N

aCH, 



832242A 436.2 CH 

014?N 
CH., 

832317 943 CH S 

Z/ ?’ 
OH 

832517 172.58 N 

CH, 

832518 982 N 

832519 97.51 N -NH-(CH2)2 -Ph 

832520 140.93 N 
F 

OH 

F 

833330 72.69 CH 

#0\11N 

.-IN,,. 

acHa 



0 

833365 166.4 CH NKIII F)çI 

833378 23.7 CH 

 

0CH3  

833475 22.45 N 
NwN/’c 

F)(cC> 
F 

F  
833476 131.37 CH 

/N-O.. 
,JCN OH 

co 



Ar Utla 

MDL # D3 KI (nM) Chirailty Ar 
832831 DA 153.74 

V 

Racemic 
s 

N 
0’ 

833953A 88.82 Racemic 

MDL 
# D3 1(1 (nM) Chirality X R 

830115 45.3 Racemic H Me 
830130 6.68 Racemic F Et 

H 
V) 

>U) 


