Supplementary Materials
'H-, >C-NMR and mass spectra of Compound 1 (internal laboratory code JZ-90).
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Chemical Formula: C;;HgCIN;O0
Molecular Weight: 233,65

32-90
expl stdih
SAMPLE DEC. & VT
date May 17 2012 dfrq 300.069
solvent cDC13  dn H1
file /export/home/~ dpwr 37
vnmri/2itko/Jz-90_~ dof 0
H.fid  dm nnn
ACQUISITION dmm c
sfrq 300.069 dmf 8500
tn H1 PROCESSING
at 1.998 wtfile
np 17984 proc ft
sw 4500.5 fn not used
b 2600
bs 16 werr
tpwr 56 wexp
pw 7.0 whs
d1 1.000 wnt
tof 0
nt 16
ct 16
alock
gai not used
il n
in n
y
DISPLAY
1965.3
wp 1052.7
vs 121
sc
c 200
hzmm 5.26
1365.39
rfl 2862.9
rfp 2178.5
0
ins 100.000
nm cd h
|
|
T T T T T T T T T T
10.0 9.5 9.0 8.5 8.0 7.5 7.0 ppm
[— P
11.51 10.85 27.90
10.02 26.59 13.13
3790
exp2  std18c
SAMPLE DEC. & VT
dale May 17 2012 dfrq 300.069
solvent cDC13  dn H1
file /export/home/~ dpwr 37
vomr1yZitkos9z=30_~ dot 0
C.fid yyy
ACQUISITION dmm W
sfrg 75.450  dmf 8500
n c13 PROCESSING
at 1.815 1
np 68106 wtfile
sw 18761.7 proc ft
b 10400 fn not used
bs 16
towr 50 werr
v 17.0 wexp
5.000 wbs
tof 0 wnt
nt 1024
ot 192
alock N
gain not used
FLAGS
1 n
in n
dp Y
DISPLAY
sp 5228.4
Wy ?7871.3
vs 52 2
sc -
we 200 ) =
h7mm 36 86 o &
is 500.00 = -
rf1 7657.0 ey
rp 5809.8
th 3
ns 100.000
nm no  ph
-1
ae™
je¢ e
=3 g
= o

77.42

000

159.738
52.8
136.9€S
s
\_76.579

T T T T T T T
160 150 140 130 120 110 100 90 80 ppm



Molecules 2013, 18 S2

JZ-90 MS1

130711_130711114033 #6-40 RT: 0.09-0.67 AV: 35 NL: 2.07E6
T: + c APCl corona Full ms [ 55.00-390.00]
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MS2 234

130711_130711113645 #9-63 RT: 0.16-1.23 AV: 55 NL: 9.20E5
T: + ¢ APCl corona Full ms2 234.00@31.00 [ 60.00-390.00]
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MS3 216

130711_001 #10-85 RT: 0.20-1.83 AV: 76 NL: 9.73E3
T: + ¢ APCl corona Full ms3 234.00@31.00 216.00@42.00 [ 60.00-390.00]
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MS2 236

130711_002 #6-14 RT: 0.14-0.34 AV:9 NL: 3.07E5
T: + ¢ APCl corona Full ms2 236.00@32.00 [ 60.00-390.00]
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MS3 218

130711_130711114852 #36-48 RT: 0.92-124 AV: 13 NL: 2.17E3
T: + ¢ APCl corona Full ms3 236.00@32.00 218.00@43.00 [ 60.00-390.00]
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