© 2002 American Chemical Society, J. Med. Chem., Wipf jm010517 1 Supporting Info Page 1

4 S 9 L wadd
lll‘lllll‘llllllllllllj_lllllIlllllllllllllllj

€
i

lllllllllllllllllll

3
1

llllllllll

Integra)

—————
0.9864
D —

—_/_
1.9494

D
1.9944
————
1.0415
T T——

2.0218
T —

————
0.9677
D—
1.0000
—_——
1.0082
————

J.0106
1.0520
———

2.6835

§.5685

3.1256
—_—
2.1077
—_—

9.1751

ppm

——7.26021
6.27775
65.24171

6.22808

6.19208

5.81576

5.80504

5.79317

5.76929

5.75964

5.55868

5.53692

5.50623

5.35689

.32598

5.29133

5.10967
_és. 10748
§.10470

\5.07364

—\§t:5.0457a
5.04141

Do renprese

N

4.85835
4.82843

"7\

augrozexo [AIng-3 Jif

S1}

i
i




© 2002 American Chemical Society, J. Med. Chem., Wipf jm0105171 Supporting Info Page 2

wdd

A FEYTEUT IR TR T

08 007 0oct ovE 09F
L]_LllllllllllllllllllIllllllllll||IllllJlllllll|lllllIIJllllll

09

oy

n
o

;

llllllllIlllllllllllllllllllllllllIIII

ETITIRETRIUCTReAIT

ppm

136.
/134.
_/_131.

j-
-
(=2}

1y
o
~

aurT0zZeX0 [A3NG-

7.
27.
27.
a7

714
725
360
072

131.

130.959 .

130.858 +
o

.848
.425
.002
.578
.933

.011

544

.623
.516
.345
.756
.557

g25
893
823

.756
.547

S2)



© 2002 American Chemical Society, J. Med. Chem., Wipf jm0105171 Supporting Info Page 3

8 udd
Lo v s vy

oL A A4 8 3 3

9 L
llllllllllllll‘lllll

E 14 5
IAAIl‘lllllllllllll'llIlllllll

e
1

-
-
-
-
E

Integral

1.0000

2.0744
—_——

1.7649
1.3285
1.0316

H

|

2.0215

T

d

N

/[ /S

N0

ppm

——7.46184
—7.26005

——6.23883

—5.78910

—5.03622

——3.33153

_/—2 .43794
2.28383

2.26003
__—1.71853
_—1.59769
T T~—1.57795

1.37150
—1\§::1.35986
1.35800

20 a

s3



© 2002 American Chemical Sociefy, J. Med. Chem., Wiptf jm0105171 Supporting Info Page 4
| sS4

J

3 1 ppm
- 3
5] ]
] S : ——170.372
h 1
=
[ =]
;
o ] | 136.591
3 ! _/134.931
. \-4134.691
: 132.978
] — \-131 .296
] ——127.150
- TN—124.637
3 ———119.087

——116.930




© 2002 American Chemical Society, J. Med. Chem., Wipf jm0105171 Supporting Info Page 5

wdd

[ E 4 S 9 L
lllllllllllllLLlAllIllllllllllllllllILlLllllll]‘l'lkllllllllllllll*JlJ

¥
|

%

Integral

r—r
1.0000
0.1331

——
1.9182
T TN——

—
2.9651
TN

1.5934
1.4769

0.6001\
0.9687

e
S

2.1554
0.3154
1.0700/

1.0274

8.7941

3J.0981
3.0813
—_——
9.7310

e

Ppm

—7.26019

_/—-5 .53098
5.52401

33736
3.34028

2.27450
2.26213
<2.25124
2.24648

—1.73242

1.24863

€0 Jif

S5




© 2002 American Chemical Society, J. Med. Chem., Wipf jm0105171 Supporting Info PageS 66‘5}

ppm

udd
L

08t
1 l

08§
1

136.737

ovF
1
®
~
w
A

oct
N |
Agr
N
Z
.l
-
o
©
b
n
Jd

00y
|

— — 56.559

: o mam
E _ ~/ — 37.638
- . . 35.355

—— 32762
: > 31.575

::i::: 29.271
27.944

16.565

oe
|




© 2002 American Chemical Society, J. Med. Chem., Wipf jm0105171 Supporting Info Page 7 7
S7 ¢

§ : Integral : ppn
] — ———7.26022
1 0 0552 = )
~J = .
1 L8 — M/ ——6.92888
- 1.0000 =\
] 1.0477 \
7] .
o
{ 2.8024 \ ———5.79542
- p—
4 1.1%04 N\ . _
o] 208 ;\ ‘ ——5.04249
] = -
1 0d%E= 3
] e
]
al
] 2
] T — L ® ———3.33661
1 1.0830 ;\
Q) =~y
1l soe0— : 2.72000
] 20620 P‘ N =27 sas60
] 2.30134
] —— 2.20614
) 4.2988 \‘ §§$§'§;
o] 23052 \ 2.27338
] 1.71299
7 i&@__ \ 1.60921
{ 2.1978 1.60281
1 Seama— — N\—1.58202
] T { 1.43933
1 1.42451




© 2002 American Chemical Society, J. Med. Chem., Wipf jm0105171 Supporting Info Page § .
| s8 -,

B
| ppm
5]
3 - ~——179.870
.y E
<
4 —— 152,944
gl
3 136.420
%134.330
= —~133.237
] ———131.840
——127.066
R ———124.880 O
K- T——122.629
228\ —_—117.045 &

L

SAR Tus:on
>|/LZ ' \115.005

112.601




© 2002 American Chemical Society, J. Med. Chem., Wipf jm0105171 Supporting Info Page

wdd

[ E 4 S 9 L
lllIllllll'lIllllllllllLLlllLlllJlLLlLlllllllILIlIllllll

14
| S U I O A

NI Y WU W B W S N

0
|

[ W I 1

Integral

——
0.7049
—_— T

———
0.9393
—_——

0.7958

1.7098
0.8473

0.4277

1.0465

—— e
1.0424
T —

2.6646
1.0000

1.4084 ™~

2.2565
.7096
.2558
.4136
.2844

0410

J_J

!

i

.2317

0.9648

——
1.1010
T —

Q
=
o

ppm
7.26014

S-S A A AT

\

autrozexo Jif

7
9

s9




wdd

09¢
2 1

ort
1

© 2002 American Chemical Society, J. Med. Chem., Wipf jm0105171 Supporting Info Page

ppm

—167.627

—134.825
——132.004
130.624

—116.699

auttozexo Jil




© 2002 American Chemical Society, J. Med. Chem., Wipf jm0105171 Supporting Info Page 11 3\ !

S111}
§ ] integral ppm
] k , o 7.2697
] 7.2678
~ 7.2601

S 9
111|n|1||11|||14||||
=3
n
r-S
o
w

PR WS W N W T T B |

o
Yy
Y]
autTozeryy Jif

5.8247
5.8018
_ 5.5075
' 5.4836
5. 4451
5.4158
To000 \ : A 5.4110
- . '5.3810
Saa— 5.3227
U — e

1.2315 ~ :
= 5.1048
2.2731 ' g 5. 1000
— 5.0752

5

: 5

5

3

3

3

3

3

3

4 3

1.2842
J.5122
1.3916

1.3754

€
1

4
lllll‘llll
-
|
i
8NO
w 0
© O Wwh A A
SN OD B
MNECOOO.h =
WO BNNAE®

PEED N S U U S U T X

2.
2.
6.6578 1.5677
22308 1.5607
o] 1.2628
{ 1.2946 1.2581
E 3.8875 ™ 1.2510
] 1.2141
2.4060\
1 35175\ 1.1949
{  3.1744N 1.1872
1 24388 &~ i-:gg;
.1 20975~ = 1
- 4.0078/ :-gj;g
{ 5.5675 .
] 3358~ 1.0280
] — 1.0168
{  1.4g%0
1 Soos—~— 1.0008
1 3863 — 0.9605
1. Tooar — \ 0.9407
ol — 0.3369
] 17206 0.3029
1] — 0.2900
] 0.2759
] -0.0495




© 2002 American Chemical Society, J. Med. Chem., Wipf jm0105171 Supporting Info Page 12 |
S12° /.

3 - ppm
=2

- E ———134.927 .
E = ——131.824
—~——129.574

—~——116.780

guIT0zZeIyly Ji

(o]
2
3

80.411
77.424

77 .001
—\_ 76.578
. : 73.518

—— 56.440

39.845

_J//r- 37.681
_/ 36.595
=
e

34465
30.366
27.869
26.779
19.942
19.714

X 18.406
17.860
17.777
17.624
15.322
13.769
12.449
12.139




© 2002 American Chemical Society, J. Med. Chem., Wipf jm0105171 Supporting Info Page 13

o

wdd

| I A R

!
!

8

IlllllllllllllllljllllLLlllll

g
1

| T AT S A R

14

IIlllllllllllllllllllllllllll

]
1

]

Integral

ppm

——8.01148

7.26020
7.254397
7.25041
7.24153

2.407AN_ L
0.8492
o.9551< [ 6.97526
B X
T.0000 E ‘\ 6.680692
_—-—\
=
o) 5.93085
1.0466 — — 45.89449
0.9870 —— Q N T~—5.82164
@ =z
g [
> ®
g N\
10615 — 5> ~—u ) ——4.90758
18460 — —4.72163
—_— I N 4.69908
n Q
X
I 3.90266
- 3.88650
5.8728"\_ E -
2.09/c8 N CC—— 3.87659
3.4706 3.86360
' i 3.85702
2.04123
2.3169 \ 2.02427
T 2.01736
3.3773 \\ 2.01303
3.1279 — S —_ \1.93754
1.79243

]

513

augxo J43(

i
g e

L/



© 2002 American Chemical Society, J. Med. Chem., Wipf jm0105171 Supporting Info Page 14 .-

ot 0397 wdd
09 Oﬁlllllllllllllllllol?l‘lllllllllllllLllloI?l‘lllellll]llllIlllllllllllIIIllllllll‘llllllllllllIlllllLIJ

o

02

Ll_l_lllIlllllllulllllllllllllllllllIIIIlllllllll]lllullIlIl'lIllIlllllllLLll‘ll

ppm

153,301
148.584
{145.545
148 .510

___—139.327

130.537
127.711
/ 126.620

77.421

é 77.199
76.997
::i::: 76.574
74.999

T~ 69.778
60.898
56.211
56.180
56.143

56.106
56.075

— 37.175
——— 35.929

—— 16.701

awtxo J3f

S14. 7



© 2002 American Chemical Society, J. Med. Chem., Wipf jm0105171 Supporting Info Page 15 f“

wdd

IS S AT S AT IS AT S A U S e

L 8

¥ e "€ 4 G 9
lllllllll‘lllllllIlllllllllllllllllllllLlllLlllLlll

T T N W U N |

0
1

]
]

Integral

A OEEA ———

AN anng —
0.9228 —

1.9206

2.0021 _—

G

1.0000 > S

1.7046™\ {

02N

SNO

ppm

.9976
.9852
.9732

.2602
.2293
.2177
.2085
.9498
.9380
.9257
6.8018
6.7950
6.7901

O NSNSNN NN

7N s AN

5.7898 "
3.2414 ~ N

0.9684
2.1828
D—

//

0.56809 ——

1.1781 ~

0.5132

2.6283 "
1.5464

1.2099
T ——

2.3974
1.0490

//_/’

/S

0.38800 '

1.9184
1.9040
1.8969
1.8859
1.2520
1.2202
1.1067
1.0933
1.05886
1.0406
0.5102
0.4923
0.4838
0.4732
0.4649
0.4467
0.4300
0.4006
0.3509
0.3393
0.0239
0.0089

£ auixo J3{

S 15 L/




© 2002 American Chemical Society, J. Med. Chem., Wipf jm0105171 Supporting Info Page 16

wdd

llllllllllllllllllljl'lllIIIllIllllllllllllljllllllllllllllllllllllllllllIllllllllllll_llllllllll]lllll

08 00t oct ort 03¥

09

0e

=
@
Q

3]

3

3

3]

3

3

-y

3

3

3

3
&j
(=T
3

3

3

—

3

3

Ppm

—153.335

—_——148.792
T~—148.0114

——133.309
=<;::124.451
£23.690

——103.887

__— 37.062
TT~— 36.507

26.136

19.772
_ﬁ 19.632
19.588

17.902

17.713
16.239
'“\\\_ 16.118

10.558

£ awrxo J3jl

$16 .~




© 2002 American Chemical Society, J. Med. Chem., Wipf jm0105171 Supporting Info Pag

E 4 S 9 L wdd
|.|.‘||.|l||||.....||....nllnlllulllllnllu||lA||llln||1.1.J_|

2
1

ORI T WS TR T S T T |

-

1

U T S T T |

Intagral

)

0.4463

.7088
.6154

A

1.9241

|

1.1287

1.1431

R
1.1393

—
1.0000
2.4744

7.5897 ~~—
2.6860

2.5282

e
5.3907
Py
3.8863
T T Se—

5.1724

e —

0.8437

e

Ppm

—7.25974
6.97287
-<5 .96406
6.96015

——6.56975

—4.43108

3.87668
a 3.86108

T\—3.82076

3.51473
43 49290

N\3.47116

2.21389
42. 19055
TT——2.16754
——1.97948

1.75404
1.74302

Xi .72841
1.70529

Boreue Jayya Jif

el7
S17,{

:
i



© 2002 American Chemical Society, J. Med. Chem., Wipf jm0105'17 1 Supporting Info Page 18 -
s18 .

ppm

- 104.7

Goreue uayjza J3(

78.8
77.4
/ 77.2
/ 77.0
76.6

76.3

\ 76.2
73.%
\ 69.9
69.9

60.8

56.1




© 2002 American Chemical Society, J. Med. Chem., Wipf jm0105171 Supporting Info Page 19

jtr saturated

6L S

985160
929€6°0
A
£6052°7
evpLe's
g5g62"§
CYSPE" T
G269€" ¥
L6PLE'S
26v8E" T
BGE6E"
2960v " ¥
WSTPT
gos2'}
BEVEP ¥
TLYSK T
8E66L" F
GBFIE’}
LOZER"F
0ESvE’ |
yegE’ T
yagie'2
GLOFS 2
FOGKG'2
81952
990852
£2865°2
LOELG E———0
GG109°E
EVG2L €
EVBYLE
POSLLE
09578°¢E
66928° €
50828°E
4Beve e
9EL98°E
ySESO'¥
PETEO'¥
5G2L8°F
06v58° ¥
POLFE Y
E9L21°9
5092€E°9
OTVEE"S
£2269°9
26880°9
670269
221E6'9
GL2r69
BEBYE’9
GBS56°9
91996°9
£0B96°9
ge5L6°8
LiEve’L
26022° L
29gee L
BOVER" L
BGLER L

£0092° L
wdd

R

)

="

—r

—

==
1
5 o
\
\ <
_3
5
2 2
= =
e

]

et

G5

—_——
287 VY

cB0°E |

ESi’}
EBr'c

528°0

4

—~ 626’
—~620°8

__000°F

—Tr
= I66°%

= BELTT

—
—_E/LL0

TeJBaux

-t

— oy

=™

=<

(=~ L}

-~

ppm




1
h
~

’

© 2002 American Chemical Society, J. Med. Chem., Wipf jm0105171 Supporting Info Page 20

@
0
(=]
n
[=]
-t

tr saturated
OH
s

055" €ct
EIE ef——
L9p° 92—

]

CEL GE}— 2
WE BE —

OMe

e ev—-
L16" 28—

MeO
MeO

1
160

wdd

h
ppm

0c S




lc S

jtr deprotection

.. EBBESB'E
- GB698°E

196.8°0

2r666°0Q
£0690° ¥
66902° ¥
0LEG2" T
BOFLE"T
B0LEL"T
Groas't

829LL°F
OELS6°F
629671
G09.L6° ¥
11
00800°¢
10600°¢
eselo’e
vesrote
y2ged e
GOEPY T
€9651°¢
966912
ciale’e
€9982°2
oescec’e
142114
€0048°E
9EE2B°E
QVEEB'E
7448 %

i

v

. ‘j' B0t
::; 0e92’0

N~60IE’'E
§§E9EE’O
—EVEE
OEvB’ T

e

eLBL'Y

.

N

9588
BELOG ¥
BESIE ¥
18326°F
GOOPE"F
¥8er9’s
EFOr9°G
yGe93°6
LVIER'E
€8998°G
L09F1°8
ovest 9
66687 °9
20252°9
164828
¥S80E"9
BOBEE"S

POFQE'9-\\‘_

082059
£69/8G° 9&

1L056°8
6EC96°9
294956°9
T¥696°9
AT
16546°9
0B86EC"L
vosre L
GIEGS L

B865¢" L
udd

7

_ ElGL'e
| IRANCET

OH

)]
Q|
) N < o000
A\
2
\ [
o 32611
2
© V6L0 ¥
Q % _
s S 1521 %

" * LA/ 7

- oy

—m

e

=10

—r~

r.;,
ppm

© 2002 American Chemical Society, J. Med. Chem., Wipf jm0105171 Supporting Info Page 2_1 “

|

PRl




© 2002 American Chemical Society, J. Med. Chem., Wipf jm0105171 Supporting Info Page 22’?/

W

40

(=3
3
3
1
60

80

680°E0Y 1\
B96° 5OF
yvL Ect
668" ect
ELG"¥ET
Gro rer
cee G2t
951" 92t
€29° 921

|
100

jtr trans
65

)

OMe

o
N
[Ty}
a
T
140

1
160

ppm

udd

f

cc S




