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Spectral data for compound 1 (spectra recorded at 400 MHz Bruker Spectrometer ('H), except
for the °C spectrum that was measured at 600 MHz. All spectra were taken at 295 K in CD,Cl,.
Proton chemical shifts were referenced to internal TMS and *'P shifts to external H;PO, (65%).
The mixing times for the '"H EXSY and *'P EXSY experiments were 700 and 200ms,
respectively):

'H NMR and 'H NMR {*'P} spectrum 3-5
Ip '"H-HSQC 6

'H EXSY spectrum 7
*'P{'H} NMR spectrum 8-10
*'P-.COSY NMR spectrum 11-12
*'P EXSY spectrum 13-15
PC{'H} NMR spectrum 16
HR-ESI mass spectrum 17-20

Spectral data for compound 2 (spectra recorded at 400 MHz Bruker Spectrometer ('H), except
for the "°C spectrum that was measured at 600 MHz. All spectra were taken at 300 K in CDCl;.
Proton chemical shifts were referenced to residual CHCl; and *'P shifts to external H;PO4
(65%)):

'H NMR spectrum 21
PC{'H} NMR spectrum 22
*'P{'H} NMR spectrum 23
HR-ESI mass spectrum 24-27

Spectral data for compound 6a (spectra recorded at 400 MHz Bruker Spectrometer ('H), except
for the "°C spectrum that was measured at 600 MHz. All spectra were taken at 300 K in C¢Dg
(‘H) and CDCl; (°C, *'P). Proton chemical shifts were referenced to residual C¢Hg and *'P shifts
to external H;PO4 (65%)):

'H NMR spectrum 28
PC{'H} NMR spectrum 29
*'P{'H} NMR spectrum 30
*'P{'H} VT-NMR spectrum 31

HR-ESI mass spectrum 32-37



Spectral data for compound 8 (spectra recorded at 500 MHz Bruker Spectrometer (‘H), except
for the °C spectrum that was measured at 600 MHz. All spectra were taken at 300 K in CDCl;.
Proton chemical shifts were referenced to internal TMS and *'P shifts to external H;PO, (65%)):

'H NMR spectrum 38
13C{IH} NMR spectrum 39
31P{IH} NMR spectrum 40
HR-ESI mass spectrum 41-44

Spectral data for compound 9 (spectra recorded at 400 MHz Bruker Spectrometer (‘H), except
for the *'P spectrum that was measured at 500 MHz. All spectra were taken at 300 K in CDCl;.
Proton chemical shifts were referenced to internal TMS and *'P shifts to external H;PO4 (65%)):

'H NMR spectrum 45
PC{'H} NMR spectrum 46
*'P{'H} NMR spectrum 47

HR-ESI spectrum 48-51
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31P-COSY of ABII-76A, 295K, CD2(Cl2, 8.5.09

AV2-400
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0.4 Bar

180 °C
4.0 I/min

Source

7/21/2009 10:52:04 AM

ust
maXis

Set Nebulizer
Set Dry Heater
Set Dry Gas
Set Divert Valve

Acquisition Date
Operator
Instrument

Positive
4000 V
-500 V
300.0 Vpp

Display Report

Set End Plate Offset
Set Collision Cell RF

lon Polarity
Set Capillary

ESI

Not active
200 m/z
3500 m/z

D:\Data\Service\0310sihres.d
rmm-2-ab76

ESI lowMR.m
solvent : MeCN

client : Maag

Acquisition Parameter

Source Type

Sample Name
Focus

Analysis Name
Comment

Analysis Info
Method
Scan Begin

Scan End

06285 €92
18685 €92
29665292
12809'1L€92
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Bruker Compass DataAnalysis 4.0
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