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DATA PROCESSING
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Pulse Sequence:

Solvent:

“BMUSOO"

cdc13
25.0 C s 298.1 K

Temp.
INOVA-500

000°0
12720 T
952" T\
12"
10"
562
~J0p"
512
20b°
91v°
vep"
£gp”
sob*
(175
Z9p°
0Lb"
2657 €
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89"
0L
£28°

900°0-—,
\\
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988"
pEQ”
£S0° b\
b20*
80"
860" b\
2
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Stp”
veEp*
LI e
S9p°
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68b°
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028"
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9p1”
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292
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vee:
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vee:
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pSe”
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Width 7998.4 Hz
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DATA PROCESSING
FT size 65536
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Total time 3 min, 8 sec
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delay 4.000 sec
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25.0 C 7 298.1 K
time 1.892 sec
13

Width 7844.7 Hz
32 repetitions

: PROTON
OBSERVE

Pulse 85.3 degrees

Pulse Sequence:
FT size 65536
Total time 3 min,
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Solvent:

Temp.
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34

s2pul
298.1 K

pyd
.0C /
"BMUS00"
delay 4.000 sec
H1, 499.9019030 MHz
BnO

25

INOVA-500
time 1.892 sec

wWwidth 7998.4 Hz
32 repetitions

: PROTON
OBSERVE

Pulse 78.8 degrees

Solvent:
Relax.
Acqg.

Temp .
Total time 3 min,

Pulse Seguence:
DATA PROCESSING
FT size 65536
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/
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DATA PROCESSING

d2o
FT size 65536

delay 4.000 sec
H1,

time 1.8%2 sec

25.0 C
Width 7988.4 Hz

PROTON
INOVA-500

Pulse 83.4 degrees
32 repetitions

File:
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Total time 3 min,
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Acq.

OBSERVE

S52

ppm

10

T
11

T
12

13

~ o~



Electronic Supplementary Material (ESI) for Medicinal Chemistry Communications

This journal is © The Royal Society of Chemistry 2011

oV 1
0

00°2

0

WA

6T2SLT9 00T
89L2€
9009TST 00¥
86T8T69V "0
0V¥PP9LZS O
YrIT8697 6
GO€T

pSs 2T

00°0

00°09

HI

9TzaTeM

======== ZJ TANNVHD

0998829°001
1688L899°GE
00°0

9€°01

000000€0°0
00000000°C
0°00€

06°9

009° LT
050¢
9€8VEST T
88%EEV "0
Z260°60782
0

88VST

oczda

9€669
ocgbdbz

O€1 TNAd¥d ww g
aoads
vo-"1¢
02206002

T

154
TTIZ0-€EWlZ

o<

wdd 0

0c

09 08 00T oct ovt 09T
N 1

1

b ” i

Da™ A

€9 !

a1 I
ass
nam
as
IS
z0ods
METTd
MZ11d
Mz1d
€114
zZ11d
z1d
zadod
ZO0N
Z9¥dadon

ov
SHEAIAIA
HMS

sa

SN
INFATOS
aL
204dd1ind
aHgodd
WOYILSNI
SWTL
“eaeqa
ONDOYd
ONdXd
AWIN

29 7T~
L6°GT—"

L LE—
P8 ov—

L PTVRRRWOTY " vl oy

€T
HO

12
HO

°N OH
€HO%(°HO)” HO

T1°9S—
LT 66—
59—
1€°89—
GG TL—

S53



Electronic Supplementary Material (ESI) for Medicinal Chemistry Communications

This journal is © The Royal Society of Chemistry 2011

068"
506"
186°
bEE"
062"
s1g”
§2s
£pe”
29"
0L€"
98e T\
sop
oTp
118

2Ep”
8vp*
141
110
220"
o0bes
L8072
02¢°
268° ¢
vee”

162"

00g"
£0g"

90€g”

pie”

£2¢°

288
ove*
£15" /
£25 6~

§69°

L1 X4
e
veL
6
908" €—
s18 e
628"
8eg”
186"
166"
500°
vio®
£20°
820°
ve°

8 sec

s2pul
499.3038719 MHz

25.0 C s 298.1 K
“"BMUS00"
delay 4.000 sec
time 1.882 sec
H1,

PROTON
Width 7998.4 Hz

Pulse 85.4 degrees

File:
Total time 3 min,

Pulse Sequence:
Solvent: cd3od
32 repetitions

OBSERVE

DATA PROCESSING

FT size 65536

Ztm28-0223
Temp .
INOVA-500
Relax.
Acq.

(CH)gCHg3
Cl

OH
HO NZ
OH

S54

OH

14

JLAJWLJ\L‘JUML

ppm

L }:AO'
[ 00

bere
}so*

bl
£T°
I

10

11

12

i3

NN

“ST

-~



Electronic Supplementary Material (ESI) for Medicinal Chemistry Communications
This journal is © The Royal Society of Chemistry 2011

DFILE D:\M 3 li\zgl\ZTM28-0201A-C. als

N N [SRN ]
N N L L vV
§§= == nwuz=
OO m®©W TN
- L O . OO .
Wt N O~ . .
= O 0 M < vt =
NRHF
]
RE
— @
(=4 ZE2wn =
SERESESSe R

511-
22.9 ¢

IRATN

CTEMP

SLVNT CD30D

49. 00 ppm
2.00 Hz
25

EXREF
BF
RGAIN

S55

b

W

il

hlin

50

125

T T

200



Electronic Supplementary Material (ESI) for Medicinal Chemistry Communications

This journal is © The Royal Society of Chemistry 2011

000°0-"\
698°0—\ \
€88’ i
L68°
s1e”
eee”
622"
gve”
1422
pSe T
95¢°

852 T\
[1x2n %

182"
vez”
€62°

69¢°
695 T

€v0°
95§°
€85°
695"

€45
229
§29°
£89°
£69°
20 \
0zL e\
T
L

684"

268°
168"
206"
9ze"b
SEE'P™
89¢€"
28E”
L1’
vy’
L8p°
71
205"
€157
92§°
8€6"
s02°
802"
s12”
612"

vee
622"
vee
£ve”

0s2°
ese”
95¢”
§52°
192"
v9e”
92"
892° 1" f
[ 7320 St
e ,
282’ ///
S82°¢ /
1620/
82 L
[ 203
[11-23
8T€° ¢
N
T
=
©
ey
Y3 0 o o
o o o
- - » bl »
E] . © o
G ®©: ouo =3 ©
N @90 Son .
w ~O ouw o -
n ‘LN @ c
v MND TOmToTO =
© ~ E Lo £ Z E
Z 0 LOB  »T 'TO ~HO
o c T = @ - mEHAM®
E © 0o ~n EeLTNDn
o 3 . O rom-T WY
X T «nO THE®mS OOE
~- o @ $2NO 0-ND O -
(&) (7 -] c o w4
T - © 1 xo So>AN
- @ o >adg TH L e
O - w ~E> ~—OB wWdwvd
- - = 000 VIV ~ND=  +
- w I A2 Lad3mALHO
N [ =] oQuw

{CH3)gCH3

OBN
n
Bn

Bn

S56

OBn
37

ppm

11 10

12



Electronic Supplementary Material (ESI) for Medicinal Chemistry Communications
This journal is © The Royal Society of Chemistry 2011

75.45 MHz
124. 00 KHz
1840.0 Hz

1. 606 sec

1.394 sec

4.2 us
511
21.4 ¢

32768

20408.1 Hz
12851

DFILE D:\M#l\zgl\Z11L-CL-0210. als
13C

OBNUC
EXMOD BCM
OBFRQ
OBSET
OBFIN
POINT
FREQU
SCANS
ACQTM
PD
PW1

IRATN

CTEMP

77.00 ppm
2.00 Hz
25

SLVNT CDCL3
EXREF

BF
RGAIN

o%S L2
80221\
010 '821—
191 871—/
122821/
015 '821— o~
821 ‘8814/_
26¢ ‘881

596 “gg1—

{CH2)gCH3

BN
Bn

Bn

Cl

OBn
37

S57

PPM




Electronic Supplementary Material (ESI) for Medicinal Chemistry Communications

This journal is © The Royal Society of Chemistry 2011

SRAT0 T
19870
£98° 0\

VLQ:O‘ﬁ\QQ
921 \
RN

088 T\

90p”
8yl
092"

V6T’
90p°

9TY €~
8eb”
ovy”
0Ly
08y”
121
T6Y°
11
016"

926°€
066"
066"
ST0°
L80°

250°

020"
260°

et

. 7/
e
IOZ‘V“;/ /

/

22z v —//,
60b° b —"///
sty v/
vev b/
zeey—

499.9031217 MHz
8 sec

"BMUS 00"
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INOVA-500
delay ©£.000 sec
time 1.852 sec

width 7998.4 Hz
32 repetitions

Pulse 82.1 degrees
OBSERVE

Z2tm34-0319
PROTON

Pulse Sequence: s2pul
Solvent:
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Acq.

DATA PROCESSING

FT size 65536
Total time 3 mim,
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