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a Supplementary Data

Correlation NMR spectra for compounds 15 and 62
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ATLL522 40 mg in CP30D; wand 50 pF nonsp = —rdt
inning
exp2 gHMBC mﬂ
o
SAMPLE FLAGSE
date Dec 8 2006 hs n
solvent cdied sspul n
sample undefined PFrGElg ¥
ACQUISITION hsglvl 10193 ﬂ Mev 3 .
sw 3265.0 SPECTAL . P g @ . &5 praeine
at 1.255 temp not used Bk ot
np 8192 gain 50
b 2000 spin 0
ss 8 GRADIENTS
dl 2.745 g=zlvil 101923 %& m“,
nt 32 gtl 6.001000 W
2D ACQUISITION azlvl3 2079
swl 15000.0 gt3 0.001000
ni 1024 gstadb 0.000500
phase 0 F2 PROCESSING
TRANSMITTER sb 0.627
tn Hl sbs not used
sfrg 399.962 f£n 8192
tof -333.7 F1 PROCESSING
tpwr 58 sbl 0.034
)4 6.800 shsl not used
DECOUPLER fnl 2048
dn NL15 DISPLAY
dof -6167.0 sp 40.6
dm nnn o wp 3265.0 5 e
dmm, ccc  spl -509.5 M?\&a@r» = D
dmf 200 wpl 15000.0 = )
dpwr 0 rfl -40.6 =7 | . o wading %ﬁ
pwxlvl 55 rfp 0 ot P R
PWR 39.000 rfil 509.5 Qwi“ﬁ Pt %,E e ,
HMBC rfpl 0
jizh 10000.0 BPLOT C@rusyqon, b o e < -
Jnxh 3.0 we 242.0 i
s 6.8 ™
wa2 138.0 )
s62 ] ﬁum\w%
s 322
th 2
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ATLLS22 40 mg in CD30D; wand 50 pF

inwnineg

exps gH¥hc

SAMPLE

date Pec 8 2006
solvent cd3od
sanmple undefined

ACQUISITION
swW 3265.0
at 1.255
np 8192
£h 2000
ss 8
di 2.745
nt 32

2D ACQUISITION
swl 150006.0
ni 1024
phase 0

TRANSMITTER
tn H1
sfrg 399.962
tof ~333.7
tpwz 58
pw 6.800

DECOUPLER
dn W15
dof -6167.0
am nnn
cmm ccc
dmf 200
dpwr 1]
pwnlvl 55
pwx 39,000
HMBC

Jlxh _ 10000.0
joxh 3.0

nonsp
FLAGS
hs n
sspul n
PFGEflg h'a
hsglvl 10183
SPECIAL
temp not used
gain 50
spin 0
GRADIENTS
gzlvll 10193
gtl 0.001.000
gzlwl3 2070
gt3 0.001000
gstab 0.000500
F2 PROCESSING
sb 0.627
sbs not used
£n 8192
Fl PROCESSING
sbl 0.034
sbsl not used
fnl 2048
DISPLAY
sp 40.6
wp 3265.0
spl =-509.5
wpl 15000.0
rfl -40.6
rfp 0
rfll -509.5
rfpl 0
PLOT
wC 243.0

Ppm
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EB111 - BRUKE
. A
mEMQC BG CDC13 {E:\bruk400service data\2010\Sep} |Administrator 45 b 40 -
fad
NAME 2010-09-21-Administrator-45
EXENO 17
PROCNO 1
Date_ 20100922
Time 6.49
_ E m TNSTRUM AV400_S
PROBHD 5 mm PABBO BB~
b I J L |> —U—U PULPROG hmgogpg
TD 1024
SOLVENT CoCl3
" Hv NS 15
i DS 16
SWE 3184.713 Hz
L FIDRES 3.130072 Hz
e 20 0.160B3B0 se¢
: RG 2050
Iw 157.000 usec
. 20 == €.50 usec
=2 255.8% K
CNST2 145.0000000
| Do 0.00000300 sec
Bl 1.4657959% sec
D2 0.00344828 sec
1 . !&U 40 D12 0.00002000 sec
D13 0.00000400 Sec
D16 0.00010000 sec
ING 0.00003000 sec
semeeses CHANNEL £l =sess===
wuc1 1H
Pl 10.00 usec
1 - = 60 22 20.00 usec
PLL -3.60 dB
L PLLW 18.98951721 W
SFO1 400.2316952 MHz
S sm——— . s======= CEANNEL £2 s=s=s===
- ¥ mc CPDPRG2Z garp
i HUC2 13C
P3 8,40 usec
L PCPD2 §5.00 usec
PL2 -2.50 4B
PL12 15.27 dB
PLOW €0.30228424 W
PL12W 1.00770568 W
SFO2 180.6454609 Mz
r =s==== GRADIENT CHANNEL =====
GPRAML SINE.100
Ll GPNAM2 SINE.100
- \_NO GPNAM3 SINE.100
- H GPZL 56.00 %
GPZ2 30.00 %
L Gpz3 40.1¢ ¥
[ P16 . 1000.00 usec
DO 2
D 258
........... 140 sror 100.5455 rglz
FIDRES §5.120438 Hz
sW 165.63% ppm
H L FRMODE oF
; sI 1024
H : H SF 400.2300352 MHz
,_,“ ,__,__._:__,._..,,__4,._",,:..._,,__,,..w__,,__.:,._ : WOW OSINE
{ SSB 2
LE 0.60 Hz
80 75 7.0 65 6.0 55 50 45 40 35 30 25 20 15 1.0 05 ppma= o
PC 1.40
ST 1024
Me2 oF
SF 100.6379140 Mz
WOW QSINE
$5B 2
LB 0.00 Hz
GB 0
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0910-047 ¢ mm M%
EB111 BRUKER
mHMBC CDC12 {E:\bruk4COservice data\2010\Sep} Administrator 45 bl
.%OA/A gl ha
1
NEME 2010-09-21-Administrator-45
. 00y EXPNO 16
. Wt Cue : PROCNO 1
i ne Date_ 20100522
5 % = Time 4.34
qw, L e INSTRUM AV400_8
_ m FROBHD S mm PABBO BB-
PULFROG hmbegpndgf
| [ A 1 _ A PP 2 sdat
I SOLVENT €DCls
NS 3z
Au D3 15
: SWH 3184.713 Hz
FIDRES 0.894582 Hz
¢ W T 20 0.5583700 sec
i RG 2050
20 oW 157.000 usec
e §.50 usec
1= 295.7 K
r cNETL2 8. 0000000
; DO 5.00000300 sec
E b 8% 40 Dl 1.32463396 sec
; g DE 0.06250000 sec
D16 0.00010000 sec
L IND 0.00002235 sec
=z=c==== (CHANNEL fl s=s=sa=ma
1 60 NUC1 1H
¢ Pl 10.00 usec
b P2 20.00 usec
; L1 -3.60 dB
eree— i : PLLW 18.989581721 W
i mo SFOL 400.2316952 MHz
i —==cm=mea CHANNEL £2 ssesss==
nyC2 13C
3 8.40 usec
: 100 PL2 -2.50 dB
3 1o [ PL2W 60.30228424 W
| SFO2 160.6479613 MHz
s===== GRADIENT CHANNEL =mm=se
i 420 GPMAML SINE.L00
[} ¢ 3 GPNAMZ SINE.100
s GPNAM3 SINE.100
r GPZ1 50.00 %
Gpz2 30.00 ¥
....... . GPZ3 40.10 %
L 8 0 ‘_h.o Ple 1000.00 usec
LT w ! Do 2
r ™ 128
SFO1 100.648 MHz
& : . Py FIDRES 174.636047 Hz
: [} ¥ 160 W 222.095 ppm
i o FriMUDE QF
F sI 1024
’ SF 1 400.2300392 MHz
: 180 WD SINE
‘ ssB 0
; : LB 0.00 Hz
H - GE 0
PC 1.40
: ST 1024
e m : 200 ez oF
i ; SF 100.6379140 MHz
: : ; i i . WDW SINE
e B e B e — e — T e e B i 5
1B 0.00 Hz
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