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STANDARD Deuterium PARAMETERS
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Sample Name:

Data Collected on:
sn.chem.lsa.umich.edu-inova500

Archive directory:
Sample directory:

FidFile: RE-3-022-A-proton
Pulse Sequence: PROTON (s2pul)

Solvent: cdel3
Data collected on: Mar 24 2014
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STANDARD PROTON PARAMETERS
Atropine

Sample Name:

Data Collected on:
yb.chem.1sa.umich.edu-vnmrs700

Archive directory:

Sample directory

FidFile: RE-3-022-A-carbon

Pulse Sequence: CARBON (s2pul)

Solvent: cdel3
Data collected on: Mar 24 2014
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Gradient Shimming

Agilent Technologies
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Data Collected on: 0] ||3IV
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Archive directory: MeO

/export /home/chempack/vnmrsys/data
Sample directory:
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FidFile: RE-5-108-1

Pulse Sequence: PROTON (s2pul)
Solvent: cdel3
Data collected on: Mar 25 2014
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STANDARD 1H OBSERVE - profile Agilent Technologies
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Data Collected on:

yb_chem_ lsa. umich.edu-vnmrs700
Archive directory:
Sample directory:
FidFile: RE-5-108-1-carbon
Pulse Sequence: CARBON (s2pul)

Solvent: cdcl3
Data collected on: Apr 2 2014
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Proton Spectrum
Sample Name:

Data Collected on:

yb.chem.1lsa.umich.edu-vnmrs700

Archive directory:
sample directory:
FidFile: RE-5-197-proton

Pulse Sequence: PROTON (s2pul)

Solvent: cdcl3
Data collected on: Jul 1 2014

Agilent Technolagies

o (@)
MeOJ\/ N

6¢c

carbon-13
Sample Name:

Data Collected on:

te.chem.lsa.umich.edu-vnmrs500

Archive directory:
Sample directory:

FidFile: RE-5-197-carbon

Pulse Sequence: CARBON (s2pul)

Solvent: cdcl3

Data collected on: Jul 3 2014
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RE-2-169

STANDARD 1H OBSERVE - profile
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Cradient Shimming
Sample Name:

Data Collected on:
ga.chem.lsa.umich.edu-vnmrs400
Archive directory:
/export /home/chempack/vnmrsys/data
Sample directory:

FidFile: RE-3-022-B-proton
Pulse Sequence: PROTON (s2pul)

Solvent: cdcl3
Data collected on: Mar 25 2014
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Data Collected o

yb.chem.1sa.umich.edu-vamrs700
Archive directory:
Sample directory:
FidFile: RE-3-022-B-carbon
Pulse Sequence: CARBON (s2pul)
Solvent: cdcl3
Data collected on: Mar 25 2014
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Proton Spectrum

Sample Name:

Data Collected on:

te.chem.lsa.umich.edu-vamrs500

Archive directory:

Sample directory:

FidFile: RE-6-001-proton
Pulse Sequence: PROTON (s2pul)

Solvent: cdel3
Data collected on: Aug 1 2014
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Sample Name:
Data Collected on:
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Archive directory:
Sample directory:
FidFile: RE-5-170-carbon
Pulse Sequence:

Solvent: cdcl3
Data collected on: May 21 2014
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STANDARD 1H OBSERVE - profile
Sample Name:
Data Collected on:

Co.Chem.LSA.UMich. edu-vnmrs400

Archive directory:
Sample directory:
FidFile: RE-2-118

Pulse Sequence: PROTON (s2pul)

Solvent: cdel3
Data collected on: Apr 17 2012
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Sample Name:
Data Collected on:
te.chem. lsa.umich.edu-vnmrs500
Archive directory:
Sample directory:
FidFile: RE-5-180-carbone
Pulse Sequence: CARBON (s2pul)

Solvent: cdcl3
Data collected on: Jun 4 2014
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Agilent Technolagies

Proton Spectrum
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Archive directory: BU’B\

Bu

sample directory:
FidFile: RE-5-202-proton 7c
Pulse Sequence: PROTON (s2pul)

Solvent: cdcl3
Data collected on: Jul 3 2014
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Carbon-13

Sample Name:

Data Collected on:
te.chem.lsa.umich.edu-vnmrs500

Archive directory:

Sample directory:

FidFile: RE-5-202-carbon

Pulse Sequence: CARBON (s2pul)

Solvent: cdcl3
Data collected on: Jul 3 2014
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RE-2-207B
Proton Spectrum
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Carbon-13
Sample Name:

Data Collected on:

yb.chem. 1sa.unich. edu-vnmrs700

Archive directory:

Sample directory:

FidFile: RE-2-207-B-carbon
Pulse Sequence: CARBON (s2pul)

Solvent: cdel3
Data collected on: Mar 28 2015
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Agilent Technalogies

Proton Spectrum
Sample Name:
Data Collected on:

te.chem.lsa.umich.edu-vnmrs500

Archive directory:

Sample directory:

FidFile: RE-5-199-2-proton
Pulse Sequence: PROTON (s2pul) 7e
Solvent: cdcl3

Data collected on: Jul 7 2014

8 7 6 5 4 3 2 1 0 ppm
s s — e e —
3.08 1.18 3.17 23.85
2.01 1.11 1.00 2.00
Carbon-13 Agilent Technologies
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Data Collected on:

te.chem. lsa.umich.edu-vnmrs500
Archive directory:
Sample directory:
FidFile: RE-5-199-2-carbon
Pulse Sequence: CARBON (s2pul)

Solvent: cdcl3
Data collected on: Jul 7 2014
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RE-5-072-proton
STANDARD PROTON PARAMETERS
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RE-5-042-1-JRBC1F1
Proton Spectrum
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RE-5-181-proton

Proton Spectrum
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RE-5-114-1-1H-JRB-1

Proton Spectrum
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RE-5-020-3-proton
Proton Spectrum
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RE-6-042-2

L

HTSN\

=z

Proton Spectrum

EsLe

Fee1

Feoe

WB.N
o

wm.w

Free

Feee

Fooz

f1 (ppm)

S21


S21


RE-5-054
Automated Probe tuning parameter
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RE-6-092-2
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RE-6-053-proton
Proton Spectrum
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RE-5-113-1

Gradient Shimming
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RE-6-012-proton
Proton Spectrum
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-4i~ Agilent Technologies
Sample Name:

Data Collected on:
te.chem.lsa.umich.edu-vamrs500
Archive directory:

Sample directory:
FidFile: RE-6-012-carbon
Pulse Sequence: CARBON (s2pul)

Solvent: cdel3
Data collected on: Aug 11 2014
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RE-6-016

Proton Spectrum
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Sample Name:
Data Collected on:

te.chem.lsa.umich.edu-vnmrs500
Archive directory:

Sample directory:
FidFile: RE-6-0l6-carbon
Pulse Sequence: CARBON (s2pul)

Solvent: cdel3
Data collected on: Aug 12 2014
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Automated Probe tuning paramet.

Sample Name:

Data Collected on:
te.chem.lsa.umich.edu-vnmrs500

Archive directory:

Sample directory:

FidFile: RE-5-079-proton

Pulse Sequence:

Solvent: cdcl3
Data collected on:

PROTON (s2pul)

Feb 18 2014
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STANDARD PROTON PARAMETERS
Atropine
Sample Name:
Data Collected on:

yb.chem.lsa.umich.edu-vnmrs700
Archive directory:
Sample directory:
FidFile: RE-5-079-carbon
Pulse Sequence: CARBON (s2pul)
Solvent: cdcl3
Data collected on: Feb 18 2014
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Automated Probe tuning parameter

Sample Name:

Data Collected on:
te.chem.lsa.umich.edu-vnmrs500

Archive directory:

Sample directory:

FidFile: RE-5-045-2-proton

Pulse Sequence: PROTON (s2pul)

Solvent: cdcl3
Data collected on: Feb 13 2014
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Atropine

Sample Name:

Data Collected on:
yb.chem.lsa.umich.edu-vnmrs700

Archive directory:

Sample directory:

FidFile: RE-5-045-2-carbon

Pulse Sequence: CARBON (s2pul)

Solvent: cdel3
Data collected on: Feb 12 2014

Agilent Technalogies

S30


S30


Automated Probe tuning parameter

Sample Name:

Data Collected on:
te.chem.lsa.umich.edu-vnmrs500

Archive directory:

Sample directory:

FidFile: RE-5-045-1-proton

Pulse Sequence: PROTON (s2pul)

Solvent: cdcl3
Data collected on: Feb 18 2014
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STANDARD PROTON PARAMETERS
Atropine

Sample Name:

Data Collected on:
yb.chem.lsa.umich.edu-vnmrs700

Archive directory:

Sample directory:

FidFile: RE-5-045-l-carbon

Pulse Sequence: CARBON (s2pul)

Solvent: cdel3
Data collected on: Feb 18 2014
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Automated Probe tuning parameter
Sample Name:

Data Collected on:

te.chem.lsa.umich.edu-vnmrs500

Archive directory:

Sample directory:

FidFile: RE-5-071-2-proton
Pulse Sequence: PROTON (s2pul)

Solvent: cdcl3
Data collected on: Feb 12 2014
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Probe tuning

Sample Name:

Data Collected on:

te.chem.lsa.umich.edu-vnmrs500

Archive directory:
Sample directory:

FidFile: RE-5-071-2-carbon
Pulse Sequence: CARBON (s2pul)

Solvent: cdel3
Data collected on: Feb 12 2014
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Automated Probe tuning parameter
Sample Name:
Data Collected on:
te.chem.lsa.umich.edu-vnmrs500
Archive directory:
Sample directory:
FidFile: RE-5-051-proton
Pulse Sequence: PROTON (s2pul)

Solvent: cdcl3
Data collected on: Feb 12 2014
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Probe tuning

Sample Name:

Data Collected on:

te.chem.lsa.umich.edu-vnmrs500

Archive directory:

Sample directory:

FidFile: RE-5-051-carbone

Pulse Sequence: CARBON (s2pul)

Solvent: cdel3

Data collected on: Feb 12 2014
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Automated Probe tuning parameter
Sample Name:
Data Collected on:
te.chem.lsa.umich.edu-vnmrs500
Archive directory:
Sample directory:
FidFile: RE-5-058-proton
Pulse Sequence: PROTON (s2pul)

Solvent: cdcl3
Data collected on: Feb 13 2014
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Data Collected on:

te.chem.lsa.umich.edu-vnmrs500

Archive directory:
Sample directory:

FidFile: RE-5-058-carbon

Pulse Sequence: CARBON (s2pul)

Solvent: cdcl3

Data collected on: Feb 12 2014
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STANDARD 1H OBSERVE - profile

Agilent Technologies

Sample Name:

Data Collected on: 0
yb.chem.lsa.umich.edu-vnmrs700

Archive directory:

\
H N A
MeO
Sample directory:

FidFile: RE-5-114-2-proton

Pulse Sequence: PROTON (s2pul)
Solvent: cdcl3 r
Data collected on: Apr 8 2014
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STANDARD 1H OBSERVE - profile

Agilent Technologies

Sample Name:
Data Collected on:
yb_chem_ lsa. umich.edu-vnmrs700
Archive directory:
Sample directory:
FidFile: RE-5-114-2-carbon
Pulse Sequence: CARBON (s2pul)

Solvent: cdcl3
Data collected on: Apr 8 2014
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Proton Spectrum
Sample Name:

Data Collected on:

te.chem.lsa.umich.edu-vnmrs500

Archive directory:
Sample directory:
FidFile: RE-6-02l-proton

Pulse Sequence: PROTON |(s2pul)

Solvent: cdcl3
Data collected |on: Aug |25 2014

Agilent Technologies
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Carbon-13
Sample Name:
Data Collected on:
te.chem.lsa.umich.edu-vnmrs500
Archive directory:
Sample directory:
FidFile: RE-6-021-carbon
Pulse Sequence: CARBON (s2pul)

Solvent: cdcl3
Data collected on: Aug 25 2014
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Proton Spectrum
Sample Name:
Data Collected on:
te.chem.lsa.umich.edu-vnmrs500
Archive directory:
Sample directory:
FidFile: RE-6-045-proton
Pulse Sequence: PROTON (s2pul)

Solvent: cdcl3
Data collected on: Sep 9 2014
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Agilent Technologies
Sample Name:
Data Collected on:
te.chem.lsa.umich.edu-vnmrs500
Archive directory:
Sample directory:
FidFile: RE-6-045-carbon2
Pulse Sequence: CARBON (s2pul)
Solvent: cdel3
Data collected on: Sep 9 2014
. .
uv‘uvuuu‘uwum'u|wuvwwu‘wuw\uu‘vuuuu‘m.uum‘uu\mmwm.mu\‘um\uu‘.u
140 120 100 80 60 40 20 ppm

180 160

S37


S37


RE-5-067-proton
STANDARD PROTON PARAMETERS
Atropine
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STANDARD PROTON PARAMETERS .
Atropine 4%~ Agilent Technologies
Sample Name:
Data Collected on:

yb.chem.lsa.umich.edu-vnmrs700
Archive directory:
Sample directory:
FidFile: RE-5-067-carbon
Pulse Sequence: CARBON (s2pul)
Solvent: cdel3
Data collected on: Feb 18 2014
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RE-5-054-2-proton
STANDARD PROTON PARAMETERS
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Sample Name:
Data Collected on:
yb.chem.lsa.umich.edu-vnmrs700
Archive directory:
Sample directory:
FidFile: RE-5-054-2
Pulse Sequence: CARBON (s2pul)
Solvent: cdcl3
Data collected on: Feb 18 2014
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RE-5-098-2-proton
STANDARD Deuterium PARAMETERS
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STANDARD PROTON PARAMETERS
Atropine 4% Agilent Technologies
Sample Name:
Data Collected on:
yb.chem.lsa.umich.edu-vnmrs700
Archive directory:
Sample directory:
FidFile: RE-5-098-2-carbon
Pulse Sequence: CARBON (s2pul)
Solvent: cdcl3
Data collected on: Mar 19 2014
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Agilent Technolagies

Proton Spectrum
Sample Name:

Data Collected on:
ga.chem.lsa.umich.edu-vnmrs400

Archive directory:
/export /home/chempack/vnmrsys/data o
Sample directory: J]\/
FidFile: RE-6-056 MeO \/Y
Pulse Sequence: PROTON (s2pul) 14d

Solvent: cdel3

Data collected on: Sep 19 2014
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Sample Name:

Data Collected on:
yb.chem.lsa.umich.edu-vnmrs700

Archive directory:
Sample directory:

FidFile: RE-6-056-carbon
Pulse Sequence: CARBON (s2pul)

Solvent: cdel3

Data collected on: Sep 19 2014
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Gradient Shimming
Sample Name:
Data Collected on:

ga.chem.lsa.umich.edu-vnmrs400

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

sample directory:
FidFile: RE-5-113-2

Pulse Sequence: PROTON (s2pul)

Solvent: cdcl3
Data collected on: Apr 2 2014
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Automated Probe tuning parameter

Sample Name:

Data Collected o
te.chem.lsa.umich.edu-vomrs500

Archive directory:
Sample directory:

FidFile: RE-5-113-2-carbon

Pulse Sequence: CARBON (s2pul)

Solvent: cdcl3
Data collected on: Apr 2 2014
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Proton Spectrum
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<% Agilent Technologies
Sample Name:

Data Collected on:
te.chem.lsa.umich.edu-vnmrs500

Archive directory:

Sample directory:

FidFile: RE-6-013-carbon

Pulse Sequence: CARBON (s2pul)

Solvent: cdel3
Data collected on: Aug 12 2014
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RE-6-019

Proton Spectrum
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1 (ppm)

Carbon-13

Sample Name:

Data Collected on:
yb.chem.1sa.umich.edu-vamrs700

Archive directory:

Sample directory:

FidFile: RE-6-019-carbon

Pulse Sequence: CARBON (s2pul)

Solvent: cdel3
Data collected on: Aug 13 2014

< Agilent Technologies
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Agilent Technolagies

STANDARD 1H OBSERVE - profile

Sample Name:

Data Collected on:
yb.chem.lsa.umich.edu-vnmrs700
Archive directory:
MeO

sample directory:
14h

FidFile: RE-5-118-2-proton

Pulse Sequence: PROTON (s2pul)

Solvent: cdcl3

Data collected on: Apr 9 2014
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J
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L T e e LA — T T T T
7 6 5 4 3 2 1 ppm
W iy w Wy b
1.86 1.94 2.00 2.91 2.05 2.01
0.93 2.05 2.04 2.07

Agilent Technolagies

STANDARD 1H OBSERVE - profile

Sample Name:

Data Collected on:
yb.chem.lsa.umich.edu-vnmrs700

Archive directory:
Sample directory:

FidFile: RE-5-118-2-carbon

Pulse Sequence: CARBON (s2pul)

Solvent: cdel3
Data collected on: Apr 9 2014
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Proton Spectrum

Agilent Technolagies
Sample Name:

Data Collected on:
co.chem.lsa.umich.edu-vnmrs400
Archive directory:

/export /home/chempack/vnmrsys/data

AN
HO
Sample directory:

FidFile: RE-5-161-2-proton

Pulse Sequence: PROTON (s2pul)
Solvent: cdcl3

Data collected on: Jul 3 2014

carbon-13

Sample Name:

Agilent Technologies
Data Collected on:
te.chem.lsa.umich.edu-vnmrs500
Archive directory:
Sample directory:
FidFile: RE-5-169-carbon
Pulse Sequence: CARBON (s2pul)

Data collected on: Jun 16 2014
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Deut

Using lock coil
Sample Name:
Data Collected on:

sn.chem.lsa.umich.edu-inova500
Archive directory:

Agilant Tachnologies

Sample directory: Me
FidFile: RE-5-207
Pulse Sequence: PROTON (s2pul) 11
Solvent: edel3
Data collected on: Jul 9 2014
1) Jl
— T T T — T T L T T
7 6 5 4 ppm
e s e Ea Ll
3.94 2.97 2.06 3.08
3.14 1.02 2.99

Carbon-13

Sample Name:

Data Collected on:

yb.chem.lsa.umich.edu-vamrs700

Archive directory:

Sample directory:

FidFile: RE-5-207-carbon

Pulse Sequence: CARBON (s2pul)

Solvent: cdcl3

Data collected on: Jul 9 2014

. e " i ook
I e L e L e L e e L I e e LB
180 160 140 120 100 80 60 40 20 Ppm
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Automated Probe tuning parameter
Sample Name:

Data Collected on:

te.chem.lsa. umich.edu-vnmrs500

Archive directory:

Sample directory:

FidFile: RE-5-069-proton

Pulse Sequence: PROTON (s2pul)

Solvent: cdcl3
Data collected on: Feb 18 2014

Agilent Technolagies

MeO
CHj

13

3.94.98 2.00
1.11 0.99

Probe tuning

Sample Name:

Data Collected on:
te.chem.lsa.umich.edu-vnmrs500

Archive directory:

Sample directory:

FidFile: RE-5-069-carbon

Pulse Sequence: CARBON (s2pul)

Solvent: cdel3
Data collected on: Feb 18 2014
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0 Ppm

Agilent Technologies
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RE-6-027-proton

O Ph

1
Meo)%/N\/\

CHs
17

4 2881

Proton Spectrum

60 58 56 54 52 5,

1 (ppm)
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R 8 8

- o -
75 7.0 6.5 6.0 5.5

Carbon-13
Sample Name:

Data Collected on:

te.chem.lsa.umich.edu-vnmrs500

Archive directory:

Sample directory:

FidFile: RE-6-027-carbon

Pulse Sequence: CARBON (s2pul)

Solvent: cdel3
Data collected on: Aug 22 2014

-
o

1.0 0.5 0.0

< Agilent Technologies
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Proton Speckrum

Sample Namp:

Data Collefted on:
yb.chem.[Lsa.umich . edu-vnmrs700

Archive difectory:

sample dirpctory:

FidFile: RE-5-160-proton

Pulse Sequehce: PROTON (s2pul)

Solvent: cdkl3
Data collecked on: May 14 2014

Agilant Techinologies

SALRLo)

oot

21a
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_ ) { 1
. J
— T — 7 T T T T I T
7 6 5 2 1 0 ppm
R - sl ! L e
10.089.05 2.03 1.05 1 1.071.08 3.74
2.03 1.00 1.01 1.06 1.02 1.08.13 3.55

Carbon-13
Sample Name:
Data Collected on:
yb.chem.lsa. umich.edu-vnmrs700
Archive directory:
Sample directory:
FidFile: RE-5-160-carbon2
Pulse Sequence: CARBON (s2pul)

Solvent: cdcl3
Data collected on: May 14 2014

Agilent Technologies
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Proton Spectrum
Sample Name:

Data Collected o

yb.chem.1lsa. umich.edu-vnmrs700
Archive directory:

Sample directory:
FidFile: RE-6-007-proton2
Pulse Sequence: PROTON

Solvent: cdcl3
Data collected on:

(s2pul)

Aug 7 2014

0}
HO

| .
R e e e B B e e LA e e e e e I T : : [ E——
8 7 6 5 4 2 1 0 ppm
W [ - e it
2.02 2.02 2.21 2.10
0.98 1.05 2.00
Carbon-13
Agilent Technologies
Sample Name:
Data Collected on:
yb.chem.lsa.umich.edu-vnmrs700
Archive directory:
Sample directory:
FidFile: RE-6-007-carbon
Pulse Sequence: CARBON (s2pul)
Solvent: cdecl3
Data collected on: Aug 7 2014
L TR o A B o L R B o e AR Emam
180 160 140 120 100 80 60 40 20
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Agilent Technologies
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RE-6-011-proton2

Proton Spectrum L300
80
200 60
[40 Ph
100 Q 0 Ph
20
le) J\/ N \/\
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f1 (ppm)
Carbon-13
<% Agilent Technologies
Sample Name:
Data Collected on:
te.chem.lsa.umich.edu-vnmrs500
Archive directory:
Sample directory:
FidFile: RE-6-0ll-carbon2
Pulse Sequence: CARBON (s2pul)
Solvent: cdcl3
Data collected on: Aug 11 2014
L L TR S L B o e A LR R N e
180 160 140 120 100 80 60 40 20

ppm
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STANDARD PROTON PARAMETERS
Atropine

Sample Name:

Data Collected on:
yb.chem.lsa.umich.edu-vamrs700

Archive directory:

Sample directory:

FidFile: RE-5-086-proton

Pulse Sequence: PROTON (s2pul)

Solvent: cdel3
Data collected on: Feb 19 2014

Agilant Tachnologies

2.00.11 2.08
1.19 1.00

STANDARD PROTON PARAMETERS
Atropine

Sample Name:

Data Collected on:
yb.chem.lsa.umich.edu-vnmrs700

Archive directory:

Sample directory

FidFile: RE-5-086-carbon

Pulse Sequence: CARBON (s2pul)

Solvent: cdel3
Data collected on: Feb 19 2014

Agilent Technologies
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Automated Probe tuning parameter
Sample Name:
Data Collected on:

te.chem.lsa.umich.edu-vnmrs500

Archive directory:
Sample directory:

FidFile: RE-5-084-proton

Pulse Sequence: PROTON (s2pul)

Solvent: cdcl3
Data collected on: Feb 18 2014

Agilant Tachnolagies

Br

2.02.00
3.08 2.06

Probe tuning

Sample Name:

Data Collected on:

te.chem. lsa.umich.edu-vnmrs500

Archive directory:

Sample directory:

FidFile: RE-5-084-carbon
Pulse Sequence: CARBON (s2pul)

Solvent: cdcl3
Data collected on: Feb 18 2014

'S
w
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1.13 3.06 1.06

Agilant Technologies
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180 160 140
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Automated Probe tuning parameter
Sample Name:

Data Collected on:

te.chem.lsa.umich.edu-vnmrs500

Archive directory:
Sample directory:
FidFile: RE-5-085-proton

Pulse Sequence: PROTON (s2pul)

Solvent: cdcl3
Data collected on: Feb 18 2014

Agilant Tachnologies

OMe

MeO

10c

2.@06 2.04
1.33 2.00

Probe tuning

Sample Name:
Data Collected on:

te.chem.lsa.umich.edu-vnmrs500
Archive directory:
Sample directory:
FidFile: RE-5-085-carbon
Pulse Sequence: CARBON (s2pul)

Solvent: cdcl3
Data collected on: Feb 18 2014
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3 2 1 Ppm
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3.18 2.16

Agilant Technologies
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Proton Spectrum
Sample Name:
Data Collected on:
yb.chem.1lsa.umich.edu-vnmrs
Archive directory:
Sample directory:
FidFile: RE-5-209

Pulse Sequence: PROTON (s2pul)
Solvent: cdcl3

700

Data collected on: Jul 23 2014

Agilent Technologies

CF3

MeO

10d

— T —
8 7 5 4 3
Ll Ee L e
2.002.03 1.03 3.06 1.09
3.36 2.08 1.07 1.08
Carbon-13 Agilent Technologies
Sample Name:
Data Collected on:
yb.chem.lsa.umich.edu-vnmrs700
Archive directory:
Sample directory:
FidFile: RE-5-209-carbon
Pulse Sequence: CARBON (s2pul)
Solvent: cdcl3
Data collected on: Jul 23 2014
L) |
R
140 120 100 80 60 40 20 ppm

180

160
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STANDARD PROTON PARAMETERS
Atropine

Agilant Tachnologies
Sample Name:

Data Collected on: o
yb.chem.lsa.umich.edu-vnmrs700 NH
Archive directory: MeO
Sample directory:
FidFile: RE-5-087-proton
Pulse Sequence: PROTON (s2pul)

Br
Solvent: cdel3
Data collected on: Feb 19 2014

10e

LA L s e B s s B Sy B B Ry N B S s By SO S S S S HS S H S
8 7 6 5 4 3 2 1 0 ppm
R e e o o B B L
1.95 2.08 2.09 0.93 1.11
2.04 1.00 1.08 3.09 1.08
STANDARD PROTON PARAMETERS Agilent Technologies
Atropine
Sample Name
Data Collected on:
yb.chem.lsa.umich.edu-vnmrs700
Archive directory:
Sample directory:
FidFile: RE-5-087-carbon
Pulse Sequence: CARBON (s2pul)
Solvent: edel3
Data collected on: Feb 20 2014
i .
I LA B i B A R RS R e
180 160 140 120 100 80 60 40 20

ppm

S57


S57


Agilant Tachnologies

Automated Probe tuning parameter
Sample Name:
Data Collected on:
te.chem.lsa.umich.edu-vnmrs500
Archive directory: NH
MeO
Sample directory:
FidFile: RE-5-082-proton
Pulse Sequence: PROTON (s2pul) Br

Solvent: cdcl3
Data collected on: Feb 13 2014

R L e L
0.83 1.99 1.00 1.00 3.04 1.15
2.04.10 2.09 1.02 1.09

Agilant Technologies

STANDARD PROTON PARAMETERS
Atropine

Sample Name:
Data Collected on:

yb.chem.1sa.umich.edu-vnmrs700
Archive directory:
Sample directory
FidFile: RE-5-082-carbon
Pulse Sequence: CARBON (s2pul)

e

Solvent: cdel3
Data collected on: Feb 12 2014

|

80 60 40 20 ppm
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Gradient Shimming

Agilent Technologies
Sample Name:
Data Collected on: o
ga.chem.lsa.umich.edu-vnmrs400
Archive directory: NH
/export /home/chempack/vnmrsys/data
Sample directory:

FidFile: RE-5-138-2 \ /
Pulse Sequence: PROTON (s2pul)

Solvent: cdcl3
Data collected on: Apr 30 2014

1.07 3.09
2.06 2.08 0.90

carbon-13

Agilent Technologies
Sample Name:

Data Collected on:
yb.chem.lsa.umich.edu-vnmrs700
Archive directory:
Sample directory:
FidFile: RE-5-138-2-carbon
Pulse Sequence: CARBON (s2pul)

Solvent: cdel3

Data collected on: Apr 30 2014

. L
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40 20 Ppm
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Agilent Technologies

Proton Spectrum

Sample Name:
Data Collected on:
ga.chem.lsa.umich.edu-vnmrs400
Archive directory: (o]
/export /home/chempack/vnmrsys/data
Sample directory: NH
MeO
S

FidFile: RE-6-040-clean
Pulse Sequenc
Solvent: cdel
Data collecte

E PROTON (s2pul)

f on: Sep 3 2014
10h

2.21

Agilent Technologies

Carbon-13
Sample Name:

Data Collected on:
te.chem.lsa.umich.edu-vnmrs500

Archive directory:
Sample directory:

FidFile: RE-6-03l-carbon

Pulse Sequence: CARBON (s2pul)
Solvent: cdcl3
Data collected on: Aug 26 2014

L i e e e B L B L L B B R B R S
20 Ppm

180 160 140 120 100 80 60 40
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Proton Spectrum
Sample Name:
Data Collected on:
sn.chem.lsa.umich.edu-inova500
Archive directory:
Sample directory:
FidFile: RE-6-048-clean

Pulse Sequence: PROTON (s2pul)

Solvent: cdcl3
Data collected on: Sep 9 2014

Agilent Technologies

NH
MeO

\NTs

10i

Ry

2,12 2.44 1.10

Carbon-13
Sample Name:

Data Collected on:

yb.chem.1sa.umich.edu-vnmrs700

Archive directory:

Sample directory:

2.08

FidFile: RE-6-046-carbon

Pulse Sequence: CARBON (s2pul)

Solvent: cdel3
Data collected on: Sep

9 2014
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Agilent Technologies
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Deut

Using lock coil
Sample Name:
Data Collected on:
sn.chem.lsa.umich.edu-inova500
Archive directory:
Sample directory:
FidFile: RE-5-167
Pulse Sequence: PROTON (s2pul)

Solvent: cdel3
Data collected on: May 19 2014

I

i

Agilant Tachnologies

MeO
HsC

8 7
R
4.03.97 4.00
6.25 2.00
Carbon-13

Sample Name:

Data Collected on:
yb.chem.lsa.umich.edu-vnmrs700

Archive directory:

Sample directory:

FidFile: RE-5-167-carbon

Pulse Sequence: CARBON (s2pul)

Solvent: cdcl3
Data collected on: May 19 2014
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RE-6-050-1-A-proton
Proton Spectrum

MeO "Ph

15a
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f1 (ppm)
Carbon-13
< Agilent Technologies
Sample Name:
Data Collected on:
yb.chem.lsa.umich.edu-vnmrs700
Archive directory:
Sample directory:
FidFile: RE-6-050-1-A-carbon
Pulse Sequence: CARBON (s2pul)
Solvent: edecl3
Data collected on: Sep 17 2014
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RE-6-062-proton

Proton Spectrum
100
50 MeO "Ph
=
Lo 15b
T T T T T
58 56 54 52 50
1 (ppm)
-

T T T T T T T

5 58 8 5 88 8 8 2
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1 (ppm)

Carbon-13

Agilent Technologies
Sample Name:

Data Collected on:
yb.chem.1sa.umich.edu-vnmrs700
Archive directory:
Sample directory:
FidFile: RE-6-062-carbon
Pulse Sequence: CARBON (s2pul)

Solvent: cdel3
Data collected on: Sep 23 2014
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Proton Spectrum
Sample Name:

Data Collected on:

ga.chem. lsa.unich. edu-vnmrs400
Archive directory:

/export /home/chempack/vnmrsys/data
sample directory:

FidFile: RE-6-104-1
Pulse Sequence: PROTON (s2pul)

Solvent: cdcl3
Data collected on: Jan 13 2015
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RE-6-083-A-proton

Proton Spectrum
200
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(0]
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Y
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1 (ppm)
Carbon-13
<45~ Agilent Technologies
Sample Name:

Data Collected on:
te.chem.lsa.umich.edu-vnmrs500

Archive directory:
Sample directory:

FidFile: RE-6-083-A-carbon
Pulse Sequence: CARBON (s2pul)

Solvent: cdel3
Data collected on: Dec 9 2014
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Proton Spectrum
Sample Name:

Data Collected on:
ga.chem.lsa.umich.edu-vnmrs400
Archive directory:
/export /home/chempack/vnmrsys/data
Sample directory:

FidFile: RE-6-104-2
Pulse Sequence: PROTON (s2pul)

Solvent: cdcl3
Data collected on: Jan 13 2015

Agilent Technologies

MeO "Ph

3.00 3.09
1.51 1.00
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RE-6-090-1
Proton Spectrum
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Carbon-13
Agilent Technologies

Sample Name:

Data Collected on:
te.chem.lsa.umich.edu-vnmrs500

Archive directory:

Sample directory:

FidFile: RE-6-090-1A-carbon

Pulse Sequence: CARBON (s2pul)

Solvent: cdel3
Data collected on: Nov 17 2014
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Proton Spectrum
Sample Name:

Data Collected on:

Agilent Technolagies
ga.chem.lsa.umich.edu-vnmrs400
Archive directory:

/export /home/chempack/vnmrsys/data
Sample directory:

FidFile: RE-6-104-2B

Pulse Sequence: PROTON (s2pul)
Solvent: cdcl3

Data collected on: Mar 28 2015

A
T L e e e e A B e e S B s B e B H T — T
7 6 5 4 3 2 1 ppm
W Cy g o — Wiy
1.99 2.01 1.83 2.09 3.11
1.00 1.01 3.04 3.14

Carbon-13

Sample Name:

Data Collected on:
yb.chem.lsa.umich.edu-vnmrs700

Archive directory:

Sample directory:

FidFile: RE-6-104-2B-carbon

Pulse Sequence: CARBON (s2pul)

Solvent: cdel3

Data collected on: Mar 28 2015
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Proton Spectrum

Sample Name:

Agilent Technolagies
Data Collected on:

yb.chem.1lsa.umich.edu-vamrs700
Archive directory: N
MeO Ph
Sample directory:
FidFile: RE-6-014-A-proton
Pulse Sequence: PROTON (s2pul)

Solvent: cdel3

Data collected on: Sep 15 2014

15e

o Iy N S J?
L s Sy B B B S E B N S R F B L o s sy B B S B B
7 6 5 4 3 2 1 0 ppm
w Wy Rad ey i ¥
2.11 2.17 1.02 1.07 1.00 2.97
1.00 1.00 0.99 3.1 1.04
Carbon-13
Agilent Technologies
Sample Name:
Data Collected on:
yb.chem.lsa.umich.edu-vnmrs700
Archive directory:
Sample directory:
FidFile: RE-6-014-A-carbon
Pulse Sequence: CARBON (s2pul)
Solvent: cdel3
Data collected on: Sep 15 2014
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RE-6-090-2

Proton Spectrum
L20
5
(0]
i
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Carbon-13
Agilent Technologies
Sample Name:
Data Collected on:
te.chem.lsa.umich.edu-vnmrs500
Archive directory:
Sample directory:
FidFile: RE-6-090-2carbon
Pulse Sequence: CARBON (s2pul)
Solvent: cdecl3
Data collected on: Nov 17 2014
180 160 140 120 100 80 60 40 20 Ppm
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Proton Spectrum
Sample Name:
Data Collected on:
yb.chem.1lsa.umich.edu-vamrs700
Archive directory:
Sample directory:
FidFile: RE-6-065-proton

Pulse Sequence: PROTON (s2pul)
Solvent: cdcl3

Agilent Technolagies

(0]

H

N

MeO ‘p-CIPh
=

15g

Data collected on: Sep 24 2014
— —
7
w W
2.04
2.23

Carbon-13
Sample Name:

Data Collected o

yb.chem.lsa.umich.edu-vnmrs700

Archive directory:
Sample directory:

FidFile: RE-6-065-carbon

Pulse Sequence: CARBON (s2pul)

Solvent: cdel3
Data collected on:

Sep 24 2014

4
e
98 0.43

1.02 2.82

Agilent Technolagies
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Proton Spectrum
Sample Name:
Data Collected on:

ga.chem.lsa.umich.edu-vnmrs400
Archive directory:

/export /home/chempack/vnmrsys/data

Sample directory:

FidFile: RE-6-109-fr20
Pulse Sequence: PROTON (s2pul)

Solvent: cdcl3
Data collectled on: Mar 28 2015

Agilent Technolagies

15h

Carbon-13
Sample Name:

Data Collected o

yb.chem.lsa.umich.edu-vnmrs700

Archive directory:
Sample directory:

FidFile: RE-6-109-carbon

Pulse Sequence: CARBON (s2pul)

Solvent: cdel3

Data collected on: Mar 28 2015
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Proton Spectrum
Sample Name:

Data Collected on:

te.chem.lsa.umich.edu-vnmrs500

Archive directory:
Sample directory:

FidFile:

6-120-proton

Pulse Sequence: PROTON (s2pul)

Solvent: cdel3

Data collected on: Apr 20 2015

Agilent Technolagies

O Ph
HO N

Carbon-13

Sample Name:

Data Collected on:
te.chem.lsa.umich.edu-vamrs500

Archive directory:

Sample directory:

FidFile: RE-6-120-carbon

Pulse Sequence: CARBON (s2pul)

Solvent: cdel3
Data collected on: Apr 20 2015

0 ppm

Agilent Technolagies

S74


S74


carbon-13

Sample Name:

Agilent Technologies

Data Collected on:

yb.chem.lsa. umich.edu-vnmrs700
Archive directory:

Sample directory:

FidFile: RE-5-163-proton2
Pulse Sequence: PROTON (s2pul)
Solvent: cdcl3

Data collected on: May 16 2014

22a

|
L e ENL A e e | I S S S B L S B e B S
7 6 5 4 3 2 1 Ppm
i L L e k] Gl L e
15.31.43  4.11  1.43 1.191.83 0.70.87 1.13 1.20 9.26
2.B345 2.30 2.00 0.74 0.69.13 1.11 2.62.67
Carbon-13
Sample Name:
Data Collected on:
yb.chem.lsa.umich.edu-vamrs700
Archive directory:
Sample directory:
FidFile: RE-5-163-carbon2
Pulse Sequence: CARBON (s2pul)
Solvent: cdel3
Data collected on: May 16 2014
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Agilent Technolagies

Proton Spectrum

Sample Name:
.Ph
0 I?h

Data Collected on:
te.chem.lsa.umich.edu-vnmrs500

Archive directory: NH

Sample directory: (0]

FidFile: RE-6-107-2-proton

Pulse Sequence: PROTON (s2pul)
Solvent: cdcl3

Data collected on: Feb 2 2015 22b
L L s e s s S S S B S B S L L S s B S ERS S S E B N N

|
7 6 5 4 3 2 1 0 ppm
e ey e e o iy e
9.941.73 2.00 0.80 1.98 1.14 1.95 3.12 4.03
1.99 1.82 1.71 4.63 1.6%.90 1.84 3.06 9.33

Agilent Technologies

Carbon-13
Sample Name:
Data Collected o

te.chem.lsa.umich.edu-vnmrs500
Archive directory:

Sample directory:
FidFile: RE-6-107-2-carbon
Pulse Sequence: CARBON (s2pul)

Solvent: cdel3
Data collected on: Feb 2 2015
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Agilent Technolagies

Proton Spectrum
Sample Name:
Data Collected on: (o]
te.chem.lsa.umich.edu-vnmrs500 H
Archive directory: N

OH

Sample directory:

FidFile: RE-6-095-proton

16a

Pulse Sequence: PROTON (s2pul)

Solvent: cdel3
Data collected on: Dec 10 2014

Agilent Technolagies

Carbon-13
Sample Name:

Data Collected on:
te.chem.lsa.umich.edu-vnmrs500

Archive directory:
Sample directory:
FidFile: RE-6-095-carbon
Pulse Sequence: CARBON (s2pul)

Solvent: cdel3
Data collected on: Dec 10 2014

" L

(R0 1YY o

o o

L e L e L e B B e e R
20 ppm

120 100 80 60 40

180 160 140

S77


S77


Agilent Technolagies

Proton Spectrum
Sample Name:

0]

H

N

Data Collected on:
MeO 'Ph

yb.chem.1lsa.umich.edu-vamrs700
Archive directory:
[

sample directory:
FidFile: RE-6-052-2-proton

16b

Pulse Sequence: PROTON (s2pul)

Solvent: cdel3
Data collected on: Sep 17 2014
[
J J ) J
——T 7 - —— T T
8 7 6 5 4 3 2 1 0 ppm
W B Yoo o ooy o
2.00 1.99 4.93 1.20 3.02
0.94 1.02 1.05 1.10
Carbon-13
Agilent Technologies
Sample Name:
Data Collected on:
yb.chem.lsa.umich.edu-vnmrs700
Archive directory:
Sample directory:
FidFile: RE-6-052-2-carbon
Pulse Sequence: CARBON (s2pul)
Solvent: cdel3
Data collected on: Sep 17 2014
il " — ol
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Proton Spectrum
Sample Name:
Data Collected on:
ga.chem.lsa.umich.edu-vnmrs400

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

Sample directory:
FidFile: RE-6-102-2-proton

Pulse Sequence: PROTON (s2pul)

Solvent: cdcl3

Data collected on: Jan 9 2015

Automated Probe tuning parameter

Sample Name:

Data Collected o
te.chem.lsa.umich.edu-vnmrs500

Archive directory:
Sample directory:

FidFile: RE-5-107-C-carbon

Pulse Sequence: CARBON (s2pul)

Solvent: cdel3
Data collected on: Mar 26 2014

P | G

Ji

MeO

Agilent Technologies
"Ph
Ph OH

16¢c
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Agilent Technolagies

140

S79


S79


Proton Spectrum
Sample Name:

Data Collected on:
ga.chem.lsa.umich.edu-vnmrs400

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

Sample directory:
FidFile: RE-6-059

Pulse Sequence: PROTON (s2pul)
Solvent: cdcl3

MeO

Data collected on: Sep 23 2014
» A A
T LA e T T | R | T T
7 6 4 3 2 1 ppm
- oy Y v
2.00 1.99 2.23 2.07
1.02 1.05 2.95 5.95
Carbon-13
Sample Name:

Data Collected on:
yb.chem.lsa.umich.edu-vnmrs700

Archive directory:
Sample directory:

FidFile: RE-6-059-carbon
Pulse Sequence: CARBON (s2pul)

Solvent: cdel3

Data collected on: Sep 23 2014
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Agilent Technolagies
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Proton Spectrum
Sample Name:

Data Collected on:
ga.chem.lsa.umich.edu-vnmrs400
Archive directory:
/export /home/chempack/vnmrsys/data
Sample directory:

FidFile: RE-6-054
Pulse Sequence: PROTON (s2pul)

Solvent: cdel3
Data collected on: Sep 19 2014

MeO

Agilent Technolagies

T K
‘Ph

16e

1.00

Carbon-13
Sample Name:
Data Collected o

te.chem.lsa.umich.edu-vnmrs500
Archive directory:

Sample directory:
FidFile: RE-6-087-carbon
Pulse Sequence: CARBON (s2pul)

Solvent: cdel3
Data collected on: Nov 12 2014
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Agilent Technologies

OH
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Proton Spectrum
Sample Name:

Data Collected on:

te.chem.lsa.umich.edu-vnmrs500

Archive directory:
Sample directory:

FidFile: RE-6-099-1l-proton

Pulse Sequence: PROTON (s2pul)
Solvent: cdcl3

Data collected on: Jan 6 2015

Agilent Technolagies

Jig:
MeO
CaHiy OH
16f

i
2.04
1.99

Carbon-13
Sample Name:

Data Collected on:

te.chem.lsa.umich.edu-vomrs500
Archive directory:

Sample directory:

FidFile: RE-6-099-1-carbon
Pulse Sequence: CARBON (s2pul)
Solvent: cdcl3

Data collected on: Jan 6 2015
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Proton Spectrum
Sample Name:
Data Collected on:
yb.chem.1lsa.umich.edu-vamrs700
Archive directory:
Sample directory:
FidFile: RE-6-047-proton

Pulse Sequence: PROTON (s2pul)
Solvent: cdcl3

Agilent Technolagies

Q H
N.
MeO p-CIPh

CoHs OH

16g

Agilent Technolagies

Data collected on: Sep 10 2014
L e e | L L B N I I B B S S B S E
7 6 4 3 2 1 0 ppm
b b Y i e e
1.77 0.68 1.p003 3.02 2.83
1.91 101 2.79 1.05 2.16
Carbon-13
Sample Name:
Data Collected o
yb.chem.lsa.umich.edu-vnmrs700
Archive directory:
Sample directory:
FidFile: RE-6-047-carbon
Pulse Sequence: CARBON (s2pul)
Solvent: cdel3
Data collected on: Sep 10 2014
L Logd "
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Proton Spectrum
Sample Name:

Data Collected on:

Agilent Technolagies
te.chem.lsa.umich.edu-vnmrs500
Archive directory:

Sample directory:
FidFile: RE-6-121-proton
Pulse Sequence: PROTON (s2pul)
Solvent: cdel3

Data collected on: Apr 20 2015

16h
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7 6 5 4 3 2 1 ppm
bs iy R S o i el et
2.16 2.08 1.29  1.26 3.85
1.00 1.09 3.13 2.80 7.70

Carbon-13
Sample Name:

Data Collected on:

Agilent Technolagies
te.chem.lsa.umich.edu-vnmrs500
Archive directory:

Sample directory:
FidFile: RE-6-121-carbon
Pulse Sequence: CARBON (s2pul)
Solvent: cdel3

Data collected on: Apr 20 2015
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