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S2 'H NMR Spectrum of compound 1 in CD;OD (300 MHz)

A.TPE.160.15_03Apr2011

Archive directory: /export/home/vnmrl/vnmrsys/data
Sample directory: A.TPE.160.15_ 03Apr2011

Pulse Sequence: s2pul

Solvent: CD30D

Temp. 20.0 C / 293.1 K
File: PROTON
Mercury-300BB "Tahir"

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acqg. time 1.998 sec

wWidth 4798.5 Hz

8 repetitions
OBSERVE H1, 299.9473821 MHz
DATA PROCESSING
FT size 32768
Total time 0 min, 25 sec

8 ¥ § 6 5 4 3 2 h i 0 ppm

13.39
76.20



S3 HMQC Spectrum of compound 1 in CD;0OD (300 MHz)

A.TPE.160.15_03Apr2011

Archive directory: /export/home/vnmrl/vnmrsys/data
Sample directory: A.TPE.160.15_03Apr2011

Pulse Sequence: gHSQC

Solvent: CD30D
Temp. 20.0 C / 293.1 K

File: gHSQC | { neg proj
Mercury-300BB "Tahir" $ H 4 h

pos proj
Relax. delay 1.000 sec

Acq. time 0.213 sec
width 4798.5 Hz |
2D wWidth 12820.5 Hz F2

32 repetitions

2 x 512 increments (ppm)
OBSERVE  H1, 299.9473821 MHz

DECOUPLE C13, 75.4274678 MHz 2

Power 47 dB
on during acquisition

off during delay 3

GARP-1 modulated A -
DATA PROCESSING : fy

Gauss apodization 0.099 sec [ v

F1 DATA PROCESSING 4

Gauss apodization 0.074 sec
FT size 2048 x 8192
Total time 12 hr, 16 min, 11 sec

130 120 110 100 90 80 70 60 50 40 30

Fl1 (ppm)

20



S4 HMBC Spectrum of compound 1 in CD;0D (300 MHz)

A.TPE.160.15_03Apr2011

Archive directory: /export/home/vamrl/vnmrsys/data
Sample directory: A.TPE.160.15_03Apr2011

Pulse Sequence: gHMBC

Solvent: CD30OD

Temp. 20.0 C / 293.1 K
File: gHMBC
Mercury-300BB "Tahir"

Relax. delay 1.000 sec

Acqg. time 0.213 sec

width 4798.5 Hz

2D wWidth 18115.9 Hz

32 repetitions

512 increments
OBSERVE H1, 299.9473821 MHz
DATA PROCESSING

Sine bell 0.107 sec

F1 DATA PROCESSING

Sine bell 0.014 sec

FT size 2048 x 2048
Total time 6 hr, 10 min, 34 sec
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S5 COSY Spectrum of compound 1 in CD;0D (300 MHz)

A.TPE.160.15_03Apr2011

Archive directory:

/export/home/vnmrl/vnmrsys/data

Sample directory: A.TPE.160.15_03Apr2011

Pulse Sequence: gCOSY

Solvent: CD30OD
Temp. 20.0 C / 293
File: gCOSY
Mercury-300BB "Tah

Relax. delay 1.000
Acqg. time 0.213 se
wWidth 4798.5 Hz
2D Width 4798.5 Hz
2 repetitions

512 increments
OBSERVE H1, 299.9
DATA PROCESSING

Sqg. sine bell 0.10
F1 DATA PROCESSING
Sg. sine bell 0.10
FT size 4096 x 4096
Total time 25 min,

.1 K

irn

sec
c

473821 MHz

7 sec

7 sec

42 sec

F2
| (ppm)

Fl

(ppm)



S6 NOESY Spectrum of compound 1 in CD;0D (300 MHz)

A.TPE.160.15_03Apr2011

Archive directory: /export/home/vnmrl/vnmrsys/data
Sample directory: A.TPE.160.15_03Apr2011

Pulse Seqguence: NOESY

Solvent: CD30OD

Temp. 20.0 C / 293.1 K
File: NOESY
Mercury-300BB "Tahir"

Relax. delay 1.000 sec
Mixing 0.200 sec
Acqg. time 0.213 sec

width 4798.5 Hz F2
2D Width 4798.5 Hz
16 repetitions (ppm)

2 x 256 increments
OBSERVE H1, 299.9473821 MHz
DATA PROCESSING 2
Gauss apodization 0.099 sec
Fl1 DATA PROCESSING
Gauss apodization 0.049 sec
FT size 2048 x 2048
Total time 3 hr, 25 min, 31 sec

Fl1 (ppm)



