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S1'H NMR (CDCl,, 600 MHz) spectrum of 1

6.TET
Tvee'l
¢0eE'T
eoTr't
S089'T /
G689'T /
T199'T
€699'T V.
€506'T
VIET'C ~
eerTe /
G6.S°C
G26S°C W
€509°¢

099G9°€ —

265091
90209 {
T780'9 1
8560°9 |
0.0T'9
VrvT'9
YZ9T°9
969T°9 ~§
9/8T'9
6£22°9 \
a8vZ'9

GEIT'L

9TLT'L

81T

mNmH.NW
ooom.wN

i

Tcle L
ov8cL
696¢°L
9e0e’L
v1ce’L

—
/

s

o™

?\N.o._”

agal

/8]
0T'g
J

F6cd

= 9T'Y

T0'T
= 00T

A

= 9T°g

897

ol

T

4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0

4.5
£1 (ppm)

8.0 7.5 7.0 6.5 6.0 5.5 5.0

8.5

9.0



TL'v¢
8¢'9¢
18'8¢
9T°'6¢
¢eee
G8'6¢
S9'TE
80°EE
S0'9€

N

mm.mh/

Ol LL~F—=
LELL

SO0'8TT —
¢L'Set
9€'8¢T /
€9°8¢T
06'8¢T

S213C NMR (CDCl,, 150 MHz) spectrum of 1
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S3 HSQC spectrum of 1
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S4 HMBC spectrum of 1
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S5 1H-1H COSY spectrum of 1
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Elemental Composition Report

Single Mass Analysis
Tolerance =10.0 PPM / DBE: min =-10.0, max = 120.0
Selected filters: None

Monoisotopic Mass, Odd and Even Electron lons

18 formula(e) evaluated with 1 results within limits (up to o1 closest results for each mass)
Elements Used:

C:0-200 H:0-400 N: 11 O:0-2

S6 HREIMS spectrum of 1

Page 1

Autospec Premier

pcb232 KIB
16:18:55 12-Nov-2012 M121112EA-16 AFAMM 16 (1
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Display Report
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Analyziz Info Acyquisition Date 02012 422630 PM
Analysis Name DADATARO I 26leh 121041 21 024 peh23-21.d
Method ms_ptsendca.m Cparalor Bruker
Sample Name peb23-2 Instrument HCT
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SHIMADZU UV-2401PC
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S9 'H NMR (CDCl,, 400 MHz) spectrum of 2
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S10 3C NMR (CDCl;, 100 MHz) spectrum of 2

QlLve
(A4 I4
617°'8¢
€e6e
[A4r4
81'6¢
¥5'6¢
Y9'TE
¢lLee
60°9€

e

¥8'9.
@HNNW
w#.ww

9T°'0¢T ~
89°'GCT
vE'8CT W
Nm.wm._”

cOevT —
QG9vT —

G8'G9T —

90

100

110

120

130

140

150

160

170

180

90

f1 (ppm)



S11 HSQC spectrum of 2
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S12 HMBC spectrum of 2
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S13 IH-1H COSY spectrum of 2
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Elemental Composition Report

Page 1
Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min =-10.0, max = 120.0
Selected filters: None
S14 HREIMS spectrum of 2
Monoisotopic Mass, Odd and Even Electron lons
17 formula(e) evaluated with 1 results within limits (up to 51 closest results for each mass)
Elements Used:
C:0-200 H:0-400 N:11 O:0-2
pch234 KIB Autospec Premier
15:50:43 12-Nov-2012 M121112EA-12AFAMM 49 (4.499) P776
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Minimum: -10.0
Maximum: 100.0 10.0 120.0
Mass Calc. Mass mDa PFPM DBE i-FIT Formula

327.2554 327.2562 -0.8 -2.4 7.0 5546293.5 (€22 H33 N O



Display Report

Analysis Info Acquisition Date 10/24/2012 4:07:23 PM
Analysis Name D:\DATA\2012file\1210\121024\pcb23-41.d
Method ms_ptservice.m Operator Bruker
Sample Name pcb23-4 Instrument HCT
Comment
Acquisition Parameter
lon Source Type ESI lon Polarity Positive Alternating lon Polarity off
Mass Range Mode Ultra Scan Scan Begin 100 m/z Scan End 900 m/z
Capillary Exit 16.0 Volt Skimmer 40.0 Volt Trap Drive 344
Accumulation Time 100000 ps Averages 5 Spectra Auto MS/MS off
intens. 350 +MS, 0.0-0.5min #(1-34)
x104
S15 ESI-MS spectrum of 2
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Bruker Compass DataAnalysis 4.0 printed: 10/8/2013 2:55:25 PM Page 1 of 1



RS

0.500 : SHIMADZU UY_2'4Q1 PC
0.400-
S16 UV spectrum of 2
0.300
0.200 \\
, 3
0.100-
L 4
0.00 N— Do e
190.0 250.0 300.0
e (nm))
ek S 13100906 13100906——
PESAEFR: PCB234
PESLRAREE: 0.034453w /T
LEAL B i 16:13 13-10-09 A
Bebm: B aG
B AR Abs.
FAFE T o
e sk 5.0
KA a5 0.2
W R (nm) Abs. ;
1 209.20 0.4571




S17 *H NMR (CDCl,, 600 MHz) spectrum of 3
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S18 13C NMR (CDCls;, 150 MHz) spectrum of 3
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S19 HSQC spectrum of 3
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S20 HMBC spectrum of 3
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S21 1H-1H COSY spectrum of 3
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Elemental Composition Report

Single Mass Analysis

Tolerance =10.0 PPM / DBE: min =-10.0, max = 120.0

Selected filters: None

Monoisotopic Mass, Odd and Even Electron lons

16 formula(e) evaluated with 1 results within limits (up to 51 closest results for each mass)

Elements Used:

Page 1

S22 HREIMS spectrum of 3

C:0-200 H:0-400 N:11 O:0-2
pch233 KIB Autospec Premier
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Mass Calc. Mass mDa PEM DBE i-FIT Formula
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Display Report

Analysis Info : Acquisition Date 10/24/2012 4:30:33 PM
Analysis Name D:ADATA\2012file\1210\121024\pcb23-30.d

Method ms_ptservice.m Operator Bruker

Sample Name pcb23-3 Instrument HCT

Comment

Acquisition Parameter

lon Source Type ESI lon Polarity Positive Alternating lon Polarity off
Mass Range Mode Ultra Scan Scan Begin 100 m/z Scan End 1000 m/z
Capillary Exit 10.0 Volt Skimmer 40.0 Volt Trap Drive 30.4
Accumulation Time 100000 ps Averages 5 Spectra Auto MS/MS off
Intens. 290 +MS, 0.1-0.5min #(3-34)
x104]
] S23 ESI-MS spectrum of 3
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Bruker Compass DataAnalysis 4.0 printed: 10/8/2013 2:54:52 PM Page 1 of 1
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