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Compound 3a (‘"H-NMR, DMSO-d¢)

FS-16PAD
Marcantoni

Date: May 31 2010

Data Collected on:
mer400-mercury400

Archive directory:

/export/home/vnmrl/vnmrsys/data

Sample directory:

File: stdlh

Pulse Sequence: s2pul
Solvent: DMSO

Solvent: DMSO

Ambient temperature
Operator: wvnmrl
Mercury-400BB "mer400"

Relax. delay 1.000 sec

Pulse 61.2 degrees

Acqg. time 1.994 sec

width 7002.8 Hz

16 repetitions
OBSERVE H1, 400.4404601 MHz
DATA PROCESSING
FT size 327¢8
Total time min, 52 sec
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Compound 3a ('C-NMR, DMSO-dy)
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Compound 3a (EI-MS)

Abun _ Scan 2293 (17.715 min): MR180502 Di\data.ms
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Compound 3b ('H-NMR, DMSO-dy)

FS 4SA
Marcantoni

Date: Jul 15 2010
Data Collected om:
mord400-mercuryd400
Archive directory:
/export /home /vnmx 1 /viearsys /data
Sample directory:

File: stdlh

Pulse Segquence: s2pul
Solwvent: DMSO

Solvent : DMSO
Ambient temperature
Operator: wvnmrl

Mercury-400BB *"merd 00"

Relax. delay 1.000 sec
Palse 61.2 degrees

Acg. time 1.994 sec

width 7002.8 H=x

16 repetitions

OBSERVE H1l, 400.4404601 MH=
DATA PROCESSING

T mize 32768

Total time 0 min, 52 sec
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Compound 3b ('*C-NMR, DMSO-dy)

FS 45A
Marcantoni

Date: Jul 15 2010

Data Collected on:
merd 00-mercury400

Archive directory:

/export /home/vnmrl/vnmrsys/data

Sample directory:
File: stdl3c

Pulse Sequence: s2pul
Solvent: DMSO

Solvent: DMSO

Ambient temperature
Operator: vnmrl
Mercury-400BB "merd400"

Pulse 76.5 degrees

Acq. time 1.199 sec

Width 25000.0 Hz

7152 repetitions

OBSERVE C13, 100.6908804 MHz
DECOUPLE H1, 400.4424897 MHz
Power 40 4B

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 1.0 Hz

FT size 65536

Total nusm.no hr, 44 min, 5 sec
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Compound 3b (EI-MS)

Abundance
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Compound 3¢ ("H-NMR, DMSO-dy)
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Compound 3¢ ('*C-NMR, DMSO-dy)

BENZ SORB 13C 2 SPOT

Marcantoni

Date: Sep 30 2015
Data Collected on:

mer400-mercury400

Archive directory:

Pulse Sequence: s2pul

Solvent: DMSO

Solvent: DMSO

Ambient temperature

Operator: vomrl
Mercury-400BB

"mexr400"

Pulse 76.5 degrees
Acqg. time 1.199 sec

width 25000.0 Hz
1552 repetitions

Iz

N

o
z
/export/home/vnmrl /vnmrsys/data
Sample directory:
File: stdl3c
/// >

o

OBSERVE €13, 100.6908097 MHz
DECOUPLE H1, 400.4424897 MHz

Power 40 dB
continuously on

WALTZ-16 modulated

DATA PROCESSING
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Compound 3¢ (EI-MS)



Abundance
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Compound 3d ("H-NMR, DMSO-dy)

Date: Feb 14 2011
Data Collected on:
merd 00-mercuryd 00
Archive directory:
/export/home/vnmrl/vnmrsys/data
Sample directory:

File: stdilh

Pulse Seqguence: s2pul
Solvent: DMSO

Solvent: DMSO

Ambient temperature
Operator: vnmrl
Mercury-400BE ‘"mer400"

Relax. delay 1.000 sec

Pulse 61.2 degrees

Acg. time 1.994 sec

wWidth 7002.8 Hz

16 repetitions

OBSERVE H1l, 400.4404601 MHz
DATA PROCESSING

FT size 32768

Total time 0 min, 52 sec
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Compound 3d ('C-NMR, DMSO-d¢)
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S12
Compound 3d (EI-MS)
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Sbundance N Scan 2325 (16.666 min): MR090202.D\data.ms
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Compound 3e ('H-NMR, DMSO-d)



FS-41A
Marcantoni

Date: Jul 12 2010
Data Collected on:
mer400-mercury4 00
Archive directory:
/export /home/vnmrl /vnmrsys/data
Sample directory:

File: stdlh

Pulse Seqguence: s2pul
Solvent: DMSO

Solvent: DMSO
Ambient temperature
Operator: wvnmrl
Mercury-400BB "mer400™

Relax. delay 1.000 sec

Pulse 61.2 degrees

Acg. time 1|.994 sec

width 7002. Hz

16 repetitipns

OBSERVE H1lf, 400.4404601 MH=z
DATA PROCESSEING

FT size 3276
Total time Ol min, 52 sec
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Compound 3e ('*C-NMR, DMSO-dy)



FS41AC
Marcantoni

Date: Jul 12 2010

Data Collected on:
mer400-mercuryd4 00

Archive directory:

125.964
125,926

127.040

/export /home/vnmrl/vnmrsys/data

Sample directory:
File: stdl3c

Pulse Seguence: s2pul
Solvent: DMSO

Solvent: DMSO

Ambient temperature
Operator: vnmrl
Mercury-400BB "mer400"

Pulse 76.5 degrees
Acqg. time 1.199 sec
Width 25000.0 Hz
864 repetitions
OBSERVE C13, 100.6908794 MHz
DECOUPLE H1, 400.4424897 MHz
Power 40 dB
continuously on
WALTZ-16 modulated
DATA PROCESSING

Line powhnawhn 1.0

FT sizes 65536 &
< ~

Total time 40 Kr, 44 ﬁ
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Compound 3e (EI-MS)



Abundance © Scan 1957 (15.717 min): MR070705.D\data.ms
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Compound 3f ("H-NMR, CDCls)



FsS-88
Marcantoni

Date: Feb 4 2011

Data Collected on:
mer400-mercury400 ﬂ\\ll

Archive directory:
/export /home/vnmrl /vnmrsyl/data

Sample directory:

File: stdlh

Pulse Seqguence: s2pul
Solvent: CDC13

Solvent: CDC13

Ambient temperature
Operator: vnmrl
Mercury-400BB "mer400"

= /N

Relax. delay 1.000 sec
Pulse 61.2 degrees

Acg. time 1.994 sec
width 7002.8 H=z

16 repetitions

OBSERVE H1, 400.4385580
DATA PROCESSING

FT size 32768

Total time 0 min, 52 sec

S17

Compound 3f ('3*C-NMR, CDCls)
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Compound 3f (EI-MS)



Abundance
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Compound 3g ('"H-NMR, CDCl;)



FS-90
Marcantoni

Date: Feb 9 2011
Data Collected on:
mer400-mercury400
Archive directory:
/export /home/vnmrl /vnmrsys/data
Sample directory:

File: stdlh

Pulse Seguence: s2pul
Solvent: CDC13

Solvent: CDC13

Ambient temperature
Operator: vamrl
Mercury-400BE "mer400"

Relax. delay 1.000 sec

Pulse 61.2 degrees

Acqg. time 1.994 sec

wWidth 7002.8 Hz

16 repetitions

OBSERVE H1l, 400.4385580 MH=z
DATA PROCESSING

FT size 32768

Total time 0 min, 52 sec
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Compound 3g (3C-NMR, CDCls)
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Compound 3g (EI-MS)
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Abundance Scan 2541 (17 835 min): MR020701.D\data.ms
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Compound 3h ('"H-NMR, CDCl;)



FS 120
Marcantoni

Date: May 4 2011
Data Collected on:
mer400-mercury400
Archive directory:
/export /home/vnmrl/vnmrsys/data
Sample directory:

File: stdlh

Pulse Sequence: s2pul
Solvent: CDC13

Solvent: CDC13

Ambient temperature
Operator: vnmrl
Mercury-400BB "mer400"

Relax. delay 1.000 sec
Pulse 61.2 degrees

Acqg. time 1.994 sec

wWidth 7002.8 Hz

16 repetitions

OBSERVE H1, 400.4385580 MHz
DATA PROCESSING

FT size 32768

Total time 0 min, 52 sec
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Compound 3h (13C-NMR, CDCl;)
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Compound 3h (ESI-MS)
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Compound 3i (‘H-NMR, CDCl;)
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Pulze 45.0 degrees
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f4 repetitions

Plotnane: SRNFDRO0329PA1 PROTGN 01 plot02

PT size 32768
Total time 4 minutes

Bolvent: cdeld

Temp. 28.0 €/ 30L.1EK

Gample #1, Operator: sorama
File: SRNFDRO0329PAL PROTCN 01
Mercury-300 “meri00.mil.it.bic
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Compound 3i (EI-MS)
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SRNFDR00338 #1676 RT: 11.08 AV: 1 NL: 7.69E6
T: + ¢ Full ms [50.00-450.00]

100- 118.01

Relative Abundance
n
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Compound 3j ('"H-NMR, CDCl;)
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Relax. delay 1.000 sec
Pulse 45.0 degrees
Acq. time 3.411 sec
Width 4803.1 Hz

64 repetitiona

Plotname: srnfdr00341-pal BROI

0N 01 plot0l

FT aize 32768
Total time 4 minutes

Bolvent: cdeld

Temp. 28.0 € / 301.1K

Sample #4, Operator: sorana
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Compound 3j (EI-MS and ESI-MS)




SRNFDR00342 #1583 RT: 10.57 AV: 1 NL: 4.62E4
I + ¢ Full ms [50.00-450.00]
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Compound 4a ('H-NMR, CDCls)



FS-16PB
Marcantoni |

Date: May 28 2010

Data Collected on: |
mer400-mercury400

Archive directory:
/export/home/vnmrl/vnmrsys/data

Sample directory:

File: stdih

Pulse Sequence: s2pul

Solvent: CDC13
Solvent: CDC13
Ambient temperature

Operator: vnmrl

Mercury-400BB

"mexr400"

Relax. delay 1.000 sec

Pulse 61.2 degrees

Acqg. time 1.994 sec

width 7002.8 Hz

16 repetitions
OBSERVE H1, 400.4385580 MHz
DATA PROCESSING
FT size 32768
Total time 0 min, 52 sec

OMe

S30

Compound 4a (3C-NMR, DMSO-d¢)
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Compound 4a (EI-MS)
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Compound 9 (3C-NMR, DMSO-d)
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Compound 9 (EI-MS)



Abundance Scan 2411 (17.131 min): MR220204.D\data.ms
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Compound 10 (‘H-NMR, CDCls)



Date: Apr 18 2011
Data Collected on:
mer400-mercury400
Archive directory:
/export/home/vnmrl/vomrsys/data
Sample directory:

File: stdilh

Pulse Sequence: s2pul
Solvent: CDC13

Solvent: CDC13

Ambient temperature
Operator: vnmrl
Mercury-400BB "mer400"

Relax. delay 1.000 sec
Pulse 61.2 degrees

Acqg. time 1.994 sec

Width 7002.8 Hz

16 repetitions

OBSERVE H1l, 400.438558B0 MHz
DATA PROCESSING

FT size 32768

Total time 0 min, 52 sec
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Compound 10 (ESI-MS)
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Compound 11 ('"H-NMR, CD;0D)



FS8 119
Marcantoni

Date: Apr 28 2011
Data Collected on:
mer400-mercury400
Archive directory:
/export /home/vnmrl/vamrsys/data
Sample directory:

File: stdilh

Pulse Sequence: s2pul
Solvent: CD30D

Solvent: CD30D
Ambient temperature
Operator: wvnmrl
Mercury-400BB "mer400"

Relax. delay 1.000 sec

Pulse 61.2 degrees

Acqg. time 1,994 sec

width 7002.8 Hz

16 repetitions
OBSERVE H1l, 400.4401357 MHz
DATA PROCESSING
FT size 32768
Total time 0 min, 52 sec
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Compound 11 (3C-NMR, CD;0D)
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Compound 11 (ESI-MS)



MG Spectram
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