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Material and Methods

'H NMR and ">C NMR were recorded on a Bruker ACF-300 MHz instrument (Bruker) with
CDCl; as the solvent and tetramethylsilane as an internal standard (chemical shifts are
expressed as o values, J in hertz). High resolution mass spectra (HRMS) was recorded on a
MALDI Micro MX instrument (Waters). IR spectra was recorded on a Bruker Tensor 27

FT-IR instrument (Bruker).
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Table 1: '"H NMR Chemical Shifts (5, ppm) and Coupling Constants (J, Hz) of compound 5

No. Compound 5

1 7.56 (d, J =15.3 Hz)
2 6.77 (d, J=15.0 Hz)
3 3.52 (m)

4 2.39 (m)

5 4.18 (s)

6 3.76 (s)




ppm

7.6092
7.5578
7.4243
7.4026
7.3960
7.3322
7.3252
7.3123
7.3045
7.2901
7.2833
7.2735
7.2588
6.8390
6.8320
6.8249
6.8166
6.8098
6.7734

J

Integral

1.031

4.704

Figure 1 "H NMR spectrum of compound 5
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Current Data Parameters

NAME 1syp
EXPNOD 260
PROCNO : |

F2 - Acquisition Parameters
Date_ 20051010
Time 14, 44
INSTRUM avind
PROBHD 5 mm PHONP Swi
PULPAOG 2030

10 32768
SOLVENT cocia

NS 16

DS a

SWH 5995.204 Hz
FIDRES 0.182959 Hz
AQ 2.7329011 sec
ARG 2048

Ok B3.400 usec
DE 6.00 usec
TE 298.0 K
D1 2.00000000 sec
- CHANNEL f1 ==

NuC1 iH

P1 B.80 usec
PLi -2.00 o8
SFO1 300.1324010 MHz
F2 - Processing parameters
S1 32768

5F 300. 1300065 Mz
WOW EM

558 0

LB 0.20 Hz
GH 0

PC 1.00

10 NMR plot parameters

cx 22.00 cm
cY 40.00 cm
FiP 9.639 ppm
Fi 2892 .98 Hz
F2P -0.206 ppm
F2 -61.90 Hz
FPNCM 0.44752 ppn/cm
HICM 134.31277 Hz/em
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Figure 2 '*C NMR spectrum of 5
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Figure 3 HRMS spectrum of 5§
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Elemental Composition Rezort

Single Mass Analysis
Talzrance =100 FFPM 7 DDBLC: min =-10.0, max = 100.0

Isolope cluster parameters: Separation=1.0 Abundance = 1.0%

Monoisotopic Mass, Odd and Even Electron lons
60 formulale) evaluated with 1 results within limits (up to 50 closest results for each mass)

Minimum: -10.0
Maximum: RO.0 10.0 00.0
Mazs Cale. Mass mDa FPM DBE Score Formula

4021753 4501764 -1.1 -2.3 14.5 1 C26 H23 N2 02 Na Cl
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Figure 4 IR spectrum of compound 5
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