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Filename
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Experiment
Sample_Id
Solvent
Creation_Time
Revision_Time
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Comment
Data_Format
Dim_Size

Dim Title
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Site
Spectrometer

Field Strength
X_Acq_Duration
X_Domain

X Freq

X Offset
X_Points
X_Prescans
X_Resolution
X_Sweep
X_Sweep_Clipped
Irr Domain

Irr Freq

Irr Offset
Tri_Domain
Tri_Freq
Tri_Offset
Clipped

Scans
Total_Scans

Relaxation Delay
Recvr_Gain
Temp_Get
X_90_Width
X“Acq_Time
X_Angle

X_Atn

X_Pulse
Irr_Mode
Tri_Mode
Dante_Presat
Initial Wait
Repetition Time

RI-II-035_proton-1-4.jdf
delta
proton. jxp
RI-II-035
CHLOROFORM-D

6-FEB-2015 10:14:28
13-JAN-2016 22:13:38
13-JAN-2016 22:14:19

single_pulse
1D COMPLEX
26214

Proton

[ppm]

X

ECA600
DELTA2_NMR

14.09636928[T] (600 [MHz])
2.18103808[s]

1H

600.1723046 [MHz]

5[ppm]

32768

1

0.45849727[Hz]
15.02403846[kHz]
12.01923077 [kHz]
Proton
600.1723046 [MHz]
5 [ppm]

Proton
600.1723046 [MHz]
5[ppm]

FALSE

8

8

2[s]
40

20.1[dC]
7.215[us]
2.18103808([s]
45[deg]

4[dB

3.6075[us]
Off

Off

FALSE

1[s]
4.18103808([s]
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Filename
Author
Experiment
Sample_Id
Solvent
Creation_Time
Revision_Time
Current_Time

Comment
Data_Format
Dim_Size

Dim Title
Dim _Units
Dimensions
Site
Spectrometer

Field Strength
X_Acq Duration
X Domain

X Freq

X _Offset
X_Points
X_Prescans
X_Resolution

X Sweep

X _Sweep_Clipped
Irr_Domain
Irr_Freq
Irr_Offset
Clipped

Scans
Total_Scans

Relaxation_Delay
Recvr_Gain
Temp_Get
X_90_Width
X_Acq_Time
X_Angle

X_Atn

X _Pulse
Irr_Atn_Dec
Irr_Atn_Noe
Irr_Noise
Irr_Pwidth
Decoupling
Initial Wait
Noe

Noe Time
Repetition Time

RI-II-102_Carbon-3-3.jdf
delta
carbon. jxp
RI-II-102
CHLOROFORM-D

1-JUL-2015 11:52:35
13-JAN-2016 22:15:24
13-JAN-2016 22:15:43

single pulse decoupled gat
1D COMPLEX

26214

Carbonl3

[ppm]

X

ECA600
DELTA2_NMR

14.09636928[T]
0.69206016[s]
13C
150.91343039 [MHz]
100 [ppm]

32768

4

1.44496109[Hz]
47.34848485[kHz]
37.87878788 [kHz]
Proton
600.1723046 [MHz]
5 [ppm]

TRUE

256

256

(600 [MHz])

2[s]

54

22[dC]
10.5[us]
0.69206016[s]
30([deg]
7.4[dB]
3.5[us]
24.452[dB]
24.452[dB]
WALTZ
76[us]
TRUE

1[s]

TRUE

2[s]
2.69206016[s]
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X : parts per Million : Proton

Filename
Author
Experiment
Sample_Id
Solvent
Creation Time
Revision_Time
Current_Time

Comment
Data Format
Dim Size
Dim Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X_Acq_Duration
X Domain

X Freq

X _Offset
X_Points
X_Prescans
X_Resolution
X_Sweep
X_Sweep_Clipped
Irr_Domain

Irr Freq
Irr_Offset
Tri_Domain
Tri_Freq
Tri_Offset
Clipped

Scans
Total_Scans

Relaxation_ Delay
Recvr_Gain
Temp_Get
X_90_Width
X_Acq_Time
X_Angle

X_Atn

X_Pulse
ITr_Mode
Tri_Mode
Dante_Presat
Initial Wait
Repetition Time

RI-III-026_proton-1-3.jdf
delta

proton. jxp

RI-III-026

Chloroform-D

19-NOV-2015 16:01:39
13-JAN-2016 22:20:20
13-JAN-2016 22:21:02

single_pulse
1D COMPLEX
26214

Proton

[ppm]
X

ECA600
DELTA2_NMR

14.09636928[T]
2.18103808[s]
1H
600.1723046 [MHz]
5[ppm]

32768

(600 [MHZ])

1

0.45849727[Hz]
15.02403846[kHz]
12.01923077 [kHz]
Proton
600.1723046 [MHZ]
5[ppm]

Proton
600.1723046 [MHz]
5[ppm]

FALSE

8

8

2[s]
28
22.2[dC]

7.215[us]
2.18103808(s]

3.6075[us]
Off

Off

FALSE

1[s]
4.18103808([s]
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Creation_Time
Revision Time

19-NOV-2015 18:59:28
13-JAN-2016 22:22:14

X Me
Filename = RI-III-026_Carbon-1-3.jdf
Author = delta
AN | Experiment = carbon. jxp
Sample_ Id = RI-III-026
Solvent = CHLOROFORM-D

10 (150 MHz, CDCls)

Current_Time

13-JAN-2016 22:22:29

abundance

Comment = single pulse decoupled gat
Data_Format = 1D COMPLEX
Dim_Size = 26214

Dim Title = Carbonl3

Dim Units = [ppm]
Dimensions =X

Site = ECA600
Spectrometer = DELTA2_NMR
Field Strength = 14.09636928[T] (600[MHz])
X _Acq_Duration = 0.69206016[s]

X Domain = 13C

X Freq = 150.91343039[MHz]
X Offset = 100 [ppm]

X Points = 32768
X_Prescans =4

X Resolution = 1.44496109[Hz]
X_Sweep = 47.34848485[kHz]
X _Sweep_Clipped = 37.87878788[kHz]
Irr Domain = Proton

Irr_Freq = 600.1723046 [MHz]
Irr Offset = 5[ppm]

Clipped = TRUE

Scans = 80

Total_Scans = 80

Relaxation Delay = 2[s]

Recvr_Gain = 56

Temp Get = 21.9[dC]
X_90_Width = 10.5[us]

X Acq_Time = 0.69206016[s]

X Angle = 30[degq]

X _Atn = 7.4[dB]

X_Pulse = 3.5[us]

Irr_Atn Dec = 24.452[dB]

Irr Atn_Noe = 24.452[dB]

Irr Noise = WALTZ
Irr_Pwidth = 76[us]
Decoupling = TRUE

Initial Wait = 1[s]

Noe - = TRUE

Noe_Time = 2[s]

Repetition Time = 2.69206016[s]
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Filename
Author
Experiment
Sample_Id
Solvent
Creation_Time
Revision_Time
Current_Time

Comment
Data_Format
Dim_Size
Dim Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X_Acq_Duration
X_Domain

X _Freq

X _Offset

X Points
X_Prescans

X _Resolution
X_Sweep

X Sweep_Clipped
Irr Domain
Irr_Freq
Irr_Offset
Tri_Domain
Tri_Freq
Tri_Offset
Clipped

Scans
Total_Scans

Relaxation Delay
Recvr_Gain
Temp_Get
X_90_Width

X Acq_Time
X_Angle

X Atn

X_Pulse
ITr_Mode
Tri_Mode

Dante_ Presat
Initial Wait
Repetition Time

RI-III-027_proton-1-3.jdf
delta

proton.jxp

RI-III-027

CHLOROFORM-D

20-NOV-2015 15:06:35
13-JAN-2016 22:27:14
13-JAN-2016 22:27:40

single_pulse
1D COMPLEX
26214

Proton

[ppm]

X

ECA600
DELTA2_NMR

14.09636928[T] (600 [MHz])
2.18103808([s]

1H
600.1723046 [MHz]
5[ppm

32768

1

0.45849727 [Hz]
15.02403846[kHz]
12.01923077 [kHz]
Proton
600.1723046 [MHz]
5[ppm]

Proton
600.1723046 [MHz]
5[ppm]

FALSE

8

8

2[s]

26

21.9[dC]
7.215[us]
2.18103808[s]

3.6075[us]
Off

Off

FALSE

1[s]
4.18103808([s]




abundance

1.8 1.9 2.0 2.1

1.5 1.6 1.7
P S IS PO PO AP A S T R

13 14

1.2

1.1

1.0

02 03 04 05 0.6 0.7 08 09

0 0.1

HO

6 (150 MHz, CDCl)

JEOL

Solutions for Innovation

220.0210.0200.0190.0180.0170.0160.0150.0140.0130.0120.0110.0100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 10.0 0

o~
<+ o
rqm
S %
<
—_ —

X : parts per Million : Carbon13

124127 ——

93.794 ——

AN
>

77.211

77.000
76.789

59.248 ——

38318 ——

28.8290 ~—_
27451

16.191 ——

-10.0 -20.0

Filename
Author
Experiment
Sample_Id
Solvent
Creation Time
Revision_Time
Current_Time

Comment
Data Format
Dim Size

Dim Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X_Acq_Duration
X_Domain

X Freq

X Offset
X_Points
X_Prescans
X_Resolution
X_Sweep

X Sweep Clipped
Irr_Domain

Irr Freq

Irr Offset
Clipped

Scans

Total_ Scans

Relaxation Delay
Recvr_Gain
Temp_Get
X_90_Width
X_Acq_Time
X_Angle

X_Atn

X_Pulse
Irr_Atn_Dec
Irr_Atn Noe
Irr_Noise

Irr Pwidth
Decoupling
Initial Wait
Noe

Noe_Time
Repetition Time

RI-III-027_Carbon-1-3.jdf
delta

carbon. jxp

RI-III-027

CHLOROFORM-D

20-NOV-2015 15:10:24
13-JAN-2016 22:29:16
13-JAN-2016 22:29:48

single pulse decoupled gat
1D COMPLEX

26214

Carbonl3

[ppm]
X

ECA600
DELTA2_NMR

14.09636928[T] (600 [MHz])
0.69206016[s]

13c

150. 91343039 [MHz]

100 [ppm]

32768

4

1.44496109[Hz]
47.34848485[kHz]
37.87878788[kHz]
Proton
600.1723046 [MHz]
5 [ppm]

FALSE

80

80

2[s]
54

22[dC]
10.5[us]
0.69206016[s]
30[deg]
7.4[dB]
3.5[us]
24.452[dB]
24.452[dB]
WALTZ

76[us]

TRUE

1[s]

TRUE

2[s]
2.69206016[s]
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Filename = /Users/HaruhikoFuwa/Deskto
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Sample Id = RI-II-104a
Solvent = CHLOROFORM-D
Creation_Time = 18-JAN-2016 13:44:02
Revision_Time = 19-JAN-2016 11:03:48
Current_Time = 19-JAN-2016 11:04:24
Comment = single_pulse
Data_Format = 1D COMPLEX
Dim_Size = 26214
Dim_Title = Proton
Dim Units = [ppm]
Dimensions =X
Site = ECA600
Spectrometer = DELTA2_NMR
o) Field Strength = 14.09636928[T] (600[MHz])
(=) X Acq_Duration = 2.18103808([s]
o X Domain = 1H
X Freq = 600.1723046 [MHz]
X Offset = 5[ppm]
X Points = 32768
X Prescans =1
X Resolution = 0.45849727[Hz]
X Sweep = 15.02403846[kHz]
X Sweep_Clipped = 12.01923077[kHz]
Irr_Domain = Proton
oY Irr Freq = 600.1723046 [MHz]
o S o Irr_ Offset = 5[ppm]
S \O N (= Tri_Domain = Proton
o | ~ Tri_Freq = 600.1723046 [MHz]
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Clipped = FALSE
Scans =8
Total_Scans =8
Relaxation Delay = 2[s]
Recvr_Gain =22
Temp Get = 20.2[dC]
X 90 Width = 7.215[us]
N X“Acq_Time = 2.18103808([s]
S X AngTe = 45[deg]
(=] X Atn = 4[dB]
X Pulse = 3.6075[us]
Irr_Mode = Off
Tri_Mode = Off
Dante_Presat = FALSE
Initial Wait = 1[s]
Repetition Time = 4.18103808[s]
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18-JAN-2016 13:47:47
19-JAN-2016 11:05:11
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single pulse decoupled gat

1D COMPLEX
26214
Carbonl3
[ppm]

X

ECA600
DELTA2_NMR

14.09636928[T] (600[MHz]

0.69206016[s]

13c
150.91343039 [MHz]
100 [ppn]

32768

4

1.44496109[Hz]
47.34848485[kHz]
37.87878788[kHz]
Proton
600.1723046 [MHZ]
5[ppm

TRUE

180

180

2[s]

56

20.5[dC]
10.5[us]
0.69206016[s]
30([deg]

7.4[dB]

3.5[us]
24.452[dB]
24.452[dB]

WALTZ

76[us]

TRUE

1[s]

TRUE

2[s]
2.69206016([s]
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Filename
Author
Experiment
Sample_Id
Solvent
Creation Time
Revision_Time
Current_Time

Comment
Data_Format
Dim_Size
Dim_Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X_Acq Duration
X_Domain

X _Freq
X_Offset
X_Points
X_Prescans

X Resolution
X_Sweep
X_Sweep_Clipped
Irr Domain

Irr Freq

Irr Offset
Tri_Domain
Tri_Freq
Tri_Offset
Clipped

Scans
Total_Scans

Relaxation Delay
Recvr_Gain
Temp_Get
X_90_Width
X_Acq_Time
X_Angle

X Atn

X_Pulse
Irr_Mode
Tri_Mode
Dante_Presat
Initial Wait
Repetition Time

RI-III-029 proton-1-3.jdf
delta

proton. jxp
RI-III-029
BENZENE-D6
21-NOV-2015 13:
13-JAN-2016 22:34:
13-JAN-2016 22:34:51

single_pulse
1D COMPLEX
26214

Proton

[ppm]
X

ECA600
DELTA2_NMR

14.09636928[T] (600 [MHz]
2.18103808[s]

1H

600.1723046 [MHz]

5 [ppm]

32768

1

0.45849727[Hz]
15.02403846 [kHz]
12.01923077 [kHz]
Proton
600.1723046 [MHz]
5[ppm]

Proton
600.1723046 [MHz]
5[ppm]

FALSE

8

8

2([s]

22
21.8[dC]
7.215[us]

2.18103808[s]
45[degq]
dB

[dB]
3.6075[us]
Off
Off
FALSE

1[s]
4.18103808([s]
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Filename
Author
Experiment
Sample_Id
Solvent
Creation_Time
Revision_Time
Current_Time

Comment
Data_Format
Dim_Size

Dim Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X_Acq_Duration
X_Domain
X_Freq

X _Offset
X_Points
X_Prescans
X_Resolution
X_Sweep

X Sweep Clipped
Irr_Domain

Irr Freq

Irr Offset
Clipped

Scans
Total_Scans

Relaxation_ Delay
Recvr_Gain
Temp_Get
X_90_Width
X_Acq_Time
X_Angle

X Atn

X_Pulse

Irr_Atn Dec

Irr Atn_Noe

Irr Noise
Irr_Pwidth
Decoupling
Initial Wait
Noe

Noe_Time
Repetition Time

RI-III-029_ Carbon-1-3.jdf
delta

carbon. jxp

RI-III-029

BENZENE-D6

21-NOV-2015 13:32:19
13-JAN-2016 22:35:48
13-JAN-2016 22:36:01

single pulse decoupled gat
1D COMPLEX

26214

Carbonl3

[ppm]

X

ECA600
DELTA2_NMR

14.09636928[T]
0.69206016[s]

(600 [MHZ])

13C

150.91343039 [MHz]
100 [ppm]

32768

4

1.44496109[Hz]
47.34848485[kHz]
37.87878788[kHz]
Proton
600.1723046 [MHz]
5 [ppm]

TRUE

80

80

2[s]

50
21.8[dC]
10.5[us]
0.69206016[s]
30[degq]
7.4[dB]
3.5[us]
24.452[dB]
24.452[dB]
WALTZ
76[us]
TRUE

1[s]

TRUE

2[s]
2.69206016[s]
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abundance

Me
MPMO

OBn

4 (600 MHz, C¢Dg)

11

ot

6.95

5.87

3.44

245

2.19

12
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1.00
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X : parts per Million : Proton

7. 207
7.194
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7 154
6 826
6.822
6.807
4. 320
2.039
1. 869
1.530
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1.099

0
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>~ n o
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1.080
1.078

Filename
Author
Experiment
Sample_Id
Solvent
Creation_Time
Revision_Time
Current_Time

Comment
Data_Format
Dim_Size

Dim Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X Acq_Duration
X Domain
X_Freq

X Offset
X_Points
X_Prescans

X Resolution
X_Sweep
X_Sweep_Clipped
Irr Domain

Irr Freq
Irr_Offset
Tri_Domain
Tri_Freq
Tri_Offset
Clipped

Scans
Total_Scans

Relaxation Delay

Recvr_Gain
Temp_Get
X_90_wWidth

X Acq_Time

X Angle

X Atn

X Pulse

Irr Mode
Tri_Mode
Dante_Presat
Initial Wait
Repetition Time

RI-II-128_proton-3-5.jdf
delta

proton. jxp

RI-II-128

BENZENE-D6

7-JUL-2015 14:44:42
13-JAN-2016 22:40:51
13-JAN-2016 22:41:20

single_pulse
1D COMPLEX
26214

Proton

[ppm]
X

ECA600
DELTA2_NMR

14.09636928[T] (600 [MHz])
2.18103808([s]
1H

600.1723046[MHz]
5[ppm]

32768

1

0.45849727 [Hz]
15.02403846[kHz]
12.01923077 [kHz]
Proton
600.1723046 [MHz]
S[ppm]

Proton
600.1723046[MHz]
5[ppm]

FALSE

8

2[s]

20
21.8[dC]

7.215[us]
2.18103808[s]

3.6075[us]
Off

Off

FALSE

1[s]
4.18103808([s]
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—
4 Solutions for Innovation
e
—] Filename = RI-II-128 Carbon-1-3.jdf
4 Author = delta
B Experiment = carbon. jxp
ISl Sample_Id = RI-II-128
—_ Solvent = BENZENE-D6
] MPMO OBn Creation Time = 7-JUL-2015 14:48:10
4 Revision_Time = 13-JAN-2016 22:42:22
- 14 (1 50 MHZ, CGD6) Current_Time 13-JAN-2016 22:42:34
A Comment = single pulse decoupled gat
] Data_ Format = 1D COMPLEX
o Dim_Size = 26214
- —| Dim Title = Carbonl3
A Dim Units = [ppm]
] Dimensions =X
] Site = ECA600
27 Spectrometer = DELTA2_NMR
7 Field Strength = 14.09636928[T] (600[MHz])
] X Acq_Duration = 0.69206016[s]
> X Domain = 13C
(=R X Freq = 150.91343039[MHz]
B X Offset = 100 [ppm]
] X Points = 32768
= X Prescans =4
(=1 X_Resolution = 1.44496109[Hz]
i X_Sweep = 47.34848485[kHz]
B X Sweep_Clipped = 37.87878788[kHz]
O | Irr_Domain = Proton
=3 Irr Freq = 600.1723046 [MHz]
4 Irr_Offset = 5[ppm]
B Clipped = FALSE
v Scans = 172
<M Total_ Scans = 172
| Relaxation Delay = 2[s]
< 7 Recvr_Gain = 52
= Temp_Get = 22[dC]
1 X_90_Width = 10.5[us]
i X_Acq_Time = 0.69206016[s]
o X Angle = 30[deg]
= X_Atn = 7.4[dB]
7 X Pulse = 3.5[us]
] Irr_Atn_Dec = 24.452[dB]
~ Irr_Atn_Noe = 24.452[dB]
c— Irr_Noise = WALTZ
< Irr_Pwidth = 76[us]
7 Decoupling = TRUE
] Initial Wait = 1[s]
- Noe = TRUE
S Noe_Time = 2[s]
b Repetition Time = 2.69206016[s]
- H Srn——— [m—————
L B e L L
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X : parts per Million : Proton

Filename
Author
Experiment
Sample_Id
Solvent
Creation Time
Revision_Time
Current_Time

Comment

Data Format
Dim Size

Dim Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X_Acq Duration
X _Domain

X Freq

X _Offset
X_Points

X Prescans

X _Resolution
X_Sweep

X Sweep_Clipped
Irr Domain
Irr_Freq

Irr_ Offset
Tri_Domain
Tri_Freq
Tri_Offset
Clipped

Scans
Total_Scans

Relaxation Delay
Recvr_Gain
Temp_Get
X_90_Width
X_Acq_Time

X _Angle

X_Atn

X_Pulse
Irr_Mode
Tri_Mode

Dante_ Presat
Initial Wait
Repetition Time

RI-II-147_proton-1-4.jdf
delta

proton. jxp

RI-II-147

BENZENE-D6

10-JUL-2015 18:18:17
13-JAN-2016 22:48:17
13-JAN-2016 22:49:10

single_pulse
1D COMPLEX
26214

Proton

[ppm]
X

ECA600
DELTA2_NMR

14.09636928([T] (600[MHZz]
2.18103808[s]

1H

600.1723046 [MHz]
5[ppm]

32768

1

0.45849727 [Hz]
15.02403846 [kHz]
12.01923077 [kHz]
Proton
600.1723046 [MHz]
5[ppm]

Proton
600.1723046 [MHz]
5 [ppm]

FALSE

8

8

2[s]
42

22.3[dC]
7.215[us]
2.18103808[s]
45[deg]

4[dB]
3.6075[us]
Off

Off
FALSE

1[s]
4.18103808(s]
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X : parts per Million : Carbon13

Filename
Author
Experiment
Sample_Id
Solvent
Creation Time
Revision_Time
Current Time

Comment
Data_Format
Dim_Size
Dim_Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X_Acq Duration
X_Domain

X _Freq

X _Offset
X_Points
X_Prescans

X Resolution
X_Swee;
X_Sweep_Clipped
Irr_Domain

Irr Freq

Irr Offset
Clipped

Scans
Total_Scans

Relaxation Delay
Recvr_Gain
Temp_Get
X_90_Width
X_Acq_Time

X Angle

X_Atn

X_Pulse

Irr Atn_Dec

Irr Atn_Noe

Irr Noise
Irr_Pwidth
Decoupling
Initial_Wait
Noe

Noe_Time
Repetition Time

RI-II-146_Carbon-1-3.jdf
delta
carbon. jxp
RI-II-146
BENZENE-D6

9-JUL-2015 18:46:54
13-JAN-2016 22:50:11
13-JAN-2016 22:50:23

single pulse decoupled gat
1D COMPLEX

26214

Carbonl3

[ppm]
X

ECA600
DELTA2_ NMR

14.09636928[T]
0.69206016([s]

(600 [MHz])

13c
150.91343039 [MHz]
100 [ppm]

32768

4

1.44496109[Hz]
47.34848485[kHz]
37.87878788 [kHz]
Proton
600.1723046 [MHZ]
5 [ppm]

30[deg]
7.4[dB]
3.5[us]
24.452[dB]
24.452[dB]
WALTZ

76 [us]
TRUE

1[s]

TRUE

2[s]
2.69206016[s]
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Filename = RI-II-151 proton-1-3.jdf
o Author = delta
NS Experiment = proton.jxp
O Sample_Id = RI-II-151
Solvent = BENZENE-D6
Creation_Time = 14-JUL-2015 16:15:40
11 (600 MHz, C¢De) Revision_Time = 13-JAN-2016 22:53:42
Current_Time = 13-JAN-2016 22:54:44
Comment = single_pulse
Data_Format = 1D COMPLEX
Dim_Size = 26214
Dim_Title = Proton
Dim Units = [ppm]
Dimensions =X
Site = ECA600
Spectrometer = DELTA2_NMR
Field Strength = 14.09636928[T] (600[MHz])
X Acq_Duration = 2.18103808[s]
X Domain = 1H
X_Freq = 600.1723046 [MHz]
X_Offset = 5[ppm]
X_Points = 32768
X_Prescans =1
X_Resolution = 0.45849727[Hz]
X Sweep = 15.02403846[kHz]
X_Sweep_Clipped = 12.01923077[kHz]
Irr Domain = Proton
Irr Freq = 600.1723046 [MHz]
Irr Offset = 5[ppm]
Tri_Domain = Proton
Tri_Freq = 600.1723046 [MHz]
Tri_Offset = 5[ppm]
Clipped = FALSE
Scans =8
Total_Scans =8
Relaxation Delay = 2[s]
Recvr_Gain = 42
Temp_Get = 22.8[dC]
X 90 Width = 7.215[us]
X Acq_Time = 2.18103808[s]
X_Angle = ﬁS([igeg]
X Atn =
X_Pulse = 3.6075[us]
Irr Mode = Off
Tri_Mode = Off
= Dante_Presat = FALSE
B ﬁ © Initial Wait = 1[s]
g - 2 Repetition Time = 4.18103808[s]
L e L e L
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Filename
Author
Experiment
Sample_Id
Solvent
Creation Time
Revision_Time
Current_Time

Comment

Data Format
Dim_Size

Dim Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X_Acq_Duration
X_Domain
X_Freq

X Offset
X_Points
X_Prescans
X_Resolution
X_Sweep

X Sweep_Clipped
Irr Domain
Irr_Freq

Irr Offset
Clipped

Scans
Total_Scans

Relaxation Delay
Recvr_Gain
Temp_Get
X_90_Width
X_Acq_Time

X Angle

X_Atn

X_Pulse

Irr Atn_Dec
Irr_Atn_Noe
Irr_Noise
Irr_Pwidth
Decoupling
Initial Wait
Noe

Noe_Time
Repetition Time

RI-II-151 Carbon-1-4.3jdf
delta

carbon. jxp

RI-II-151

BENZENE-D6

15-JUL-2015 13:14:31
13-JAN-2016 22:55:49
13-JAN-2016 22:56:03

single pulse decoupled gat
1D COMPLEX

26214

Carbonl3

[ppm]
X

ECA600
DELTA2_NMR

14.09636928[T]
0.69206016([s]
13c
150.91343039 [MHz]
100 [ppm]

32768

(600 [MHZ])

4

1.44496109[Hz]
47.34848485[kHz]
37.87878788 [kHz]
Proton
600.1723046 [MHz]
5[ppm]

FALSE

64

64

2[s]

50

22.8[dC]
10.5[us]
0.69206016[s]
30[deg]
7.4[dB]
3.5[us]
24.452[dB]
24.452[dB]

s
2.69206016([s]
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X : parts per Million : Proton

JEOL
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Filename
Author
Experiment
Sample_Id
Solvent
Creation Time
Revision_Time
Current_Time

Comment
Data_Format
Dim_Size
Dim_Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X_Acq_Duration
X Domain

X Freq

X _Offset
X_Points
X_Prescans
X_Resolution
X_Sweep
X_Sweep_Clipped
Irr_Domain

Irr Freq

Irr Offset
Tri_Domain
Tri_Freq

Tri_ Offset
Clipped

Scans
Total_Scans

Relaxation Delay
Recvr_Gain~
Temp Get
X_90_Width
X_Acq_Time

X Angle

X_Atn

X_Pulse
Irr_Mode
Tri_Mode
Dante_Presat
Initial Wait
Repetition Time

RI-II-150_proton-1-3.jdf
delta

proton. jxp

RI-II-150

CHLOROFORM-D

14-JUL-2015 22:46:35
13-JAN-2016 23:33:31
13-JAN-2016 23:34:11

single_pulse
1D COMPLEX
26214

Proton

[ppm]
X

ECA600
DELTA2_NMR

14.09636928[T]
2.18103808([s]
1H

(600 [MHz])

600.1723046 [MHz]
5[ppm]

32768

1

0.45849727 [Hz]
15.02403846[kHz]
12.01923077 [kHz]
Proton
600.1723046 [MHz]
5 [ppm]

Proton
600.1723046 [MHz]
5[ppm]

FALSE

8

2[s]

20
22.7[dC]

7.215[us]
2.18103808([s]

3.6075[us]
Off

Off

FALSE

1[s]
4.18103808([s]

S18
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abundance
0
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Solutions for Innovation
OBn

Filename = RI-II-150_Carbon-1-3.jdf
Author = delta
Experiment = carbon.jxp
Sample_ Id = RI-II-150
Solvent = CHLOROFORM-D
Creation_Time = 14-JUL-2015 22:50:15

17 (1 50 MHZ, CDC|3) Revision_Time = 13-JAN-2016 23:35:26
Current_Time = 13-JAN-2016 23:35:41
Comment = single pulse decoupled gat
Data_Format = 1D COMPLEX
Dim Size = 26214
Dim Title = Carbonl3
Dim Units = [ppm]
Dimensions =X
Site = ECA600
Spectrometer = DELTA2_NMR

Field Strength
X_Acq_Duration

14.09636928[T] (600 [MHz])
0.69206016[s]

X Domain 13c

X Freq 150.91343039[MHz]
X Offset 100 [ppm]

X Points 32768

X_Prescans 4

X:Resolution 1.44496109[Hz]
X Sweep 47.34848485[kHz]
X Sweep_Clipped 37.87878788 [kHz]
Irr_Domain Proton

Irr_Freq 600.1723046 [MHZ]
Irr Offset 5[ppm]

Clipped TRUE

Scans 128

Total_ Scans 128

Relaxation Delay = 2[s]

Recvr_Gain = 56

Temp_Get = 22.8[dC]
X_90_Width = 10.5[us]

X Acq_Time = 0.69206016[s]

X Angle = 30[degq]

X Atn = 7.4[dB]

X Pulse = 3.5[us]

Irr Atn Dec = 24.452[dB]

Irr Atn_Noe = 24.452[dB]
Irr_Noise = WALTZ

Irr Pwidth = 76[us]
Decoupling = TRUE

Initial Wait = 1[s]

Noe = TRUE

Noe_Time = 2[s]

Repetition Time = 2.69206016([s]

A
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X : parts per Million : Proton
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Filename
Author
Experiment
Sample_Id
Solvent
Creation_Time
Revision_Time
Current_Time

Comment
Data_Format
Dim_Size

Dim Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X_Acq_Duration
X_Domain

X _Freq

X _Offset

X Points
X_Prescans
X_Resolution
X_Sweep

X Sweep Clipped
Irr_Domain

Irr Freq
Irr_Offset
Tri_Domain
Tri_Freq
Tri_Offset
Clipped

Scans
Total_Scans

Relaxation Delay
Recvr_Gain
Temp_Get

X 90 _Width

X Acq_Time
X_Angle

X_Atn

X_Pulse
Irr_Mode
Tri_Mode
Dante_Presat
Initial Wait
Repetition Time

RI-II-152_proton-1-3.jdf
delta

proton. jxp

RI-II-152

CHLOROFORM-D
15-JUL-2015 19:54:17
13-JAN-2016 23:37:47
13-JAN-2016 23:38:13

single_pulse
1D COMPLEX
26214

Proton

[ppm]

X

ECA600
DELTA2_NMR

14.09636928[T]
2.18103808[s]
1H
600.1723046 [MHz]
5[ppm]

32768

(600 [MHZ])

1

0.45849727 [Hz]
15.02403846[kHz]
12.01923077 [kHz]
Proton
600.1723046 [MHZ]
5[ppm]

Proton
600.1723046 [MHz]
5[ppm]

FALSE

8

8

2[s]

24
22.9[dc]
7.215[us]

2.18103808([s]
45[deg]
4[dB

3.6075[us]
Off

Off

FALSE

1[s]
4.18103808([s]

S20
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X : parts per Million : Carbon13
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44.417
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Filename
Author
Experiment
Sample_Id
Solvent
Creation_Time
Revision_Time
Current_Time

Comment
Data Format
Dim Size
Dim Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X_Acq_Duration
X Domain

X Freq

X _Offset
X_Points
X_Prescans
X_Resolution
X_Sweep
X_Sweep_Clipped
Irr_Domain
Irr_Freq

Irr Offset
Clipped

Scans
Total_Scans

Relaxation_Delay
Recvr_Gain
Temp_ Get
X_90_Width
X_Acq_Time

X Angle

X_Atn

X_Pulse

Irr Atn_Dec

Irr Atn_Noe
Irr_Noise
Irr_Pwidth
Decoupling
Initial Wait
Noe

Noe_Time
Repetition Time

RI-II-152_Carbon-1-3.jdf
delta

carbon. jxp

RI-II-152

CHLOROFORM-D

15-JUL-2015 19:57:55
13-JAN-2016 23:38:44
13-JAN-2016 23:38:56

single pulse decoupled gat
1D COMPLEX

26214

Carbonl3

[ppm]
X

ECA600
DELTA2_NMR

14.09636928([T] (600[MHz]
0.69206016[s]

13C
150.91343039[MHz]
100 [ppm]

32768

4

1.44496109[Hz]
47.34848485[kHz]
37.87878788[kHz]
Proton
600.1723046 [MHz]
5[ppm]

FALSE

64

64

2[s]
54

23[dC]
10.5[us]
0.69206016[s]
30([deg]
7.4[dB]
3.5[us]
24.452[dB]
24.452[dB]

1[s]
TRUE

[s]
2.69206016[s]
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X : parts per Million : Proton

6.0

7.290
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Filename
Author
Experiment
Sample_Id
Solvent
Creation_Time
Revision_Time
Current Time

Comment
Data_Format
Dim_Size
Dim Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X_Acq_Duration
X Domain
X_Freq

X _Offset
X_Points

X _Prescans
X_Resolution
X_Sweep

X (_Sweep_Clipped
Irr _Domain
Irr_Freq

Irr Offset
Tri_Domain

Tri Freq
Tri_Offset
Clipped

Scans
Total_Scans

Relaxation_Delay

Recvr_Gain
Temp_Get
X_90_Width
X_Acq_Time

X Angle
X_Atn

X Pulse

Irr Mode
Tri_Mode
Dante_Presat
Initial Wait
Repetition Time

RI-II-153_ proton-1-3.jdf
delta

proton. jxp

RI-II-153

CHLOROFORM-D

16-JUL-2015 15:26:04
13-JAN-2016 23:41:07
13-JAN-2016 23:41:33

single_pulse
1D COMPLEX
26214

Proton

[ppm]

X

ECA600
DELTA2_NMR

14.09636928([T] (600 [MHz]
2.18103808[s]

1H

600.1723046 [MHz]

5[ppm]

32768

1

0.45849727 [Hz]
15.02403846[kHz]
12.01923077 [kHz]
Proton
600.1723046[MHz]
5[ppm]

Proton
600.1723046 [MHZ]
5[ppm]

FALSE

8

8

2[s]

22
22.6[dC]
7.215[us]

2.18103808[s]
45 [deg]
4[dB

[dB]
3.6075[us]
Off
Off
FALSE

1[s]
4.18103808([s]

S22
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220.0210.0200.0190.0180.0170.0160.0150.0140.0130.0120.0110.0100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 10.0 0
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210

87.283
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138.575
128.254
127.651
127.392
84
78.599
77.000
76.789
73.304
72.940
67.607
36.614
30.246
24.578
17.818

X : parts per Million : Carbon13

-10.0 -20.0

Filename
Author
Experiment
Sample_Id
Solvent
Creation_Time
Revision_Time
Current_Time

Comment
Data_Format
Dim_Size
Dim Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X_Acq_Duration
X _Domain
X_Freq

X _Offset

X Points

X _Prescans

X Resolution
X_Sweep
X_Sweep_Clipped
Irr_Domain

Irr Freq

Irr Offset
Clipped

Scans
Total_Scans

Relaxation Delay
Recvr_Gain
Temp_Get

X 90 _Width

X Acq_Time

X Angle

X Atn

X_Pulse
Irr_Atn_Dec

Irr Atn_Noe

Irr Noise
Irr_Pwidth
Decoupling
Initial_Wait
Noe

Noe_Time
Repetition Time

RI-II-153 Carbon-1-3.jdf
delta

carbon. jxp

RI-II-153

CHLOROFORM-D

16-JUL-2015 15:29:45
13-JAN-2016 23:42:02
13-JAN-2016 23:42:17

single pulse decoupled gat
1D COMPLEX

26214

Carbonl3

[ppm]
X

ECA600
DELTA2_NMR

14.09636928[T]
0.69206016[s]
13C
150.91343039 [MHz]
100 [ppm]

32768

(600 [MHz])

4

1.44496109[Hz]
47.34848485[kHz]
37.87878788 [kHz]
Proton
600.1723046 [MHz]
5[ppm]

FALSE

68

68

2[s]

56

22.8[dC]
10.5[us]
0.69206016[s]
30[deg]

7.4[dB]

3.5[us]
24.452[dB]
24.452[dB]

WALTZ

76[us]

TRUE

1[s]

TRUE

2[s]
2.69206016[s]

S23
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X : parts per Million : Proton

Filename
Author
Experiment
Sample_Id
Solvent
Creation Time
Revision_ Time
Current_Time

Comment
Data_Format
Dim_Size
Dim Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X_Acq_Duration
X _Domain
X_Freq

X Offset

X Points

X Prescans
X_Resolution
X_Sweep

X Sweep Clipped
ITrr_Domain

Irr Freq
Irr_Offset
Tri_Domain
Tri_Freq

Tri_ Offset
Clipped

Scans

Total_ Scans

Relaxation_Delay
Recvr_Gain
Temp_( Get

X 90 Wldth
X_Acq_Tlme

X _Angle

X _Atn

X _Pulse
ITr_Mode
Tri_Mode

Dante_ Presat
Initial Wait
Repetition Time

RI-II-162_proton-1-3.jdf
delta

proton. jxp

RI-II-162

CHLOROFORM-D

28-JUL-2015 17:17:30
13-JAN-2016 23:44:34
13-JAN-2016 23:45:01

single_pulse
1D COMPLEX
26214

Proton

[ppm]

X

ECA600
DELTA2_NMR

14.09636928[T] (600 [MHz]
2.18103808([s]

1H

600.1723046 [MHz]

5 [ppm]

32768

1

0.45849727 [Hz]
15.02403846[kHz]
12.01923077 [kHz]
Proton
600.1723046 [MHz]
5[ppm]

Proton
600.1723046 [MHz]
5[ppm]

FALSE

8

8

2[s]

22

22.9[dC]
7.215[us]
2.18103808([s]

45 [degq]

4[dB

3.6075[us]

Off

Off

FALSE

1[s]
4.18103808([s]

S24
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Filename
Author
Experiment
Sample_Id
Solvent
Creation_Time
Revision_Time
Current Time

Comment
Data_Format
Dim_Size
Dim Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X_Acq_Duration
X_Domain
X_Freq

X _Offset
X_Points
X_Prescans
X_Resolution
X_Sweep

X Sweep_Clipped
Irr Domain

Irr Freq

Irr Offset
Clipped

Scans

Total_ Scans

Relaxation Delay
Recvr_Gain
Temp_Get
X_90_Width
X_Acq_Time
X_Angle

X_Atn

X Pulse

Irr Atn_Dec
Irr_Atn Noe

Irr Noise

Irr Pwidth
Decoupling
Initial Wait
Noe

Noe_ Time
Repetition Time

220.0210.0200.0190.0180.0170.0160.0150.0140.0130.0120.0110.0100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 10.0 0

NS

X : parts per Million : Carbon13

>

138.604 ——

128.292 ~__
127.545
127.421
85.455
84.353
77.642
780
73.151
72.883
67.866
36.537
35.905
785
24.339
19.427
18.268

76
25

WK

-10.0 -20.0

RI-II-162_Carbon-1-3.jdf
delta

carbon. jxp

RI-II-162

CHLOROFORM-D

28-JUL-2015 17:24:49
13-JAN-2016 23:45:25
13-JAN-2016 23:45:35

single pulse decoupled gat
1D COMPLEX

26214

Carbonl3

[ppm]

X

ECA600
DELTA2_NMR

14.09636928[T] (600 [MHz]
0.69206016[s]

13c

150.91343039 [MHz]

100 [ppm]

32768

4

1.44496109[Hz]
47.34848485[kHz]
37.87878788 [kHz]
Proton
600.1723046 [MHZ]
5 [ppm]

FALSE

92

92

2[s]
56

23.1[dC]
10.5[us]
0.69206016[s]
30[deg]
7.4[dB]
3.5[us]
24.452[dB]
24.452[dB]
WALTZ

76[us]

TRUE

1[s]

TRUE

2[s]
2.69206016[s]




abundance

11
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10.0 9.0 8.0

X : parts per Million : Proton

7.0 6.0 5.0 4.0 3.0
‘ % H ‘Q ‘
= O 0 ® © o
< T NN — =~ ®
p PUSRINATRAIS [ no 3
~ ST e

1.912
1.899
1.603
1.591
1.586

1.

1.089

0
I

I
v
b
=

2.0

jlllll i

847

0

Filename
Author
Experiment
Sample_Id
Solvent
Creation_Time
Revision_Time
Current_ Time

Comment
Data_ Format
Dim_Size
Dim Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X_Acq_Duration
X Domain

X Freq

X _Offset
X_Points
X_Prescans

X Resolution

X Sweep
X_Sweep_Clipped
Irr_Domain
Irr_Freq
Irr_Offset
Tri_Domain
Tri_Freq
Tri_Offset
Clipped

Scans
Total_Scans

Relaxation Delay
Recvr_Gain
Temp_Get
X_90_Width
X_Acq_Time
X_Angle

X_Atn

X_Pulse
Irr_Mode
Tri_Mode
Dante_Presat
Initial Wait
Repetition Time

RI-II-163_proton-1-3.jdf
delta

proton. jxp

RI-II-163

CHLOROFORM-D

29-JUL-2015 17:45:48
13-JAN-2016 23:48:44
13-JAN-2016 23:49:13

single_pulse
1D COMPLEX
26214

Proton

[ppm]
X

ECA600
DELTA2_NMR

14.09636928([T]
2.18103808([s]
1H

(600 [MHz])

600.1723046 [MHz]
5[ppm]

32768

1

0.45849727[Hz]
15.02403846[kHz]
12.01923077 [kHz]
Proton
600.1723046 [MHZ]
5[ppm]

Proton
600.1723046 [MHz]
5[ppm]

FALSE

8

2[s]
26
23[dcC]

7.215[us]
2.18103808(s]

3.6075[us]
Off

Off

FALSE

1[s]
4.18103808([s]

S26
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Filename
Author
Experiment
Sample_Id
Solvent
Creation_Time
Revision_Time
Current_Time

Comment
Data Format
Dim Size
Dim Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X_Acq_Duration
X Domain

X Freq

X _Offset
X_Points
X_Prescans

X _Resolution
X_Sweep
X_Sweep_Clipped
Irr Domain

Irr Freq

Irr Offset
Clipped

Scans
Total_Scans

Relaxation_ Delay
Recvr_Gain

Temp Get
X_90_Width
X_Acq_Time
X_Angle

X Atn

X_Pulse

Irr_Atn Dec

Irr Atn_Noe

Irr Noise

Irr_ Pwidth
Decoupling
Initial Wait
Noe

Noe_Time
Repetition Time

220.0210.0200.0190.0180.0170.0160.0150.0140.0130.0120.0110.0100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 10.0 0

X : parts per Million : Carbon13

PARN S =

85.598
85.033

O
S
@
<
0

830

80

77.211
77.000
76.789
72.988
61.700

AR

37.782
35.838
33.310
31.999
26.981

78]
0
3
v
(9]

19.437
18.173

©
5
)
ol

-10.0 -20.0

970~

4

RI-II-163_Carbon-1-3.jdf
delta

carbon. jxp

RI-II-163

CHLOROFORM-D

29-JUL-2015 17:49:20
13-JAN-2016 23:49:42
13-JAN-2016 23:49:51

single pulse decoupled gat
1D COMPLEX

26214

Carbonl3

[ppm]
X

ECA600
DELTA2_NMR

14.09636928[T]
0.69206016[s]
13C
150.91343039 [MHz]
100 [ppm]

32768

(600 [MHz])

4

1.44496109[Hz]
47.34848485[kHz]
37.87878788 [kHz]
Proton
600.1723046 [MHZ]
5 [ppm]

TRUE

92

92

2[s]
56

23.1[dC]
10.5[us]
0.69206016[s]
30[deg]
7.4[dB]
3.5[us]
24.452[dB]
24.452[dB]
WALTZ
76[us]
TRUE

1[s]

TRUE

2[s]
2.69206016(s]

S27
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X : parts per Million : Proton

Filename
Author
Experiment
Sample_Id
Solvent
Creation_Time
Revision_Time
Current_Time

Comment
Data Format
Dim_Size
Dim_Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X_Acq Duration
X_Domain

X Freq

X _Offset
X_Points

X Prescans
X_Resolution
X_Sweep

X Sweep Clipped
ITr_Domain

Irr Freq

Irr_ Offset
Tri_Domain
Tri_Freq

Tri_ Offset
Clipped

Scans
Total_Scans

Relaxation Delay
Recvr_Gain
Temp_Get
X_90_Width
X_Acq_Time

X _Angle

X_Atn

X_Pulse
ITr_Mode
Tri_Mode
Dante_Presat
Initial Wait
Repetition Time

RI-II-169_proton-1-3.jdf
delta

proton. jxp

RI-II-169

CHLOROFORM-D

20-AUG-2015 13:43:38
13-JAN-2016 23:51:42
13-JAN-2016 23:52:08

single_pulse
1D COMPLEX
26214

Proton

[ppm]
X

ECA600
DELTA2_NMR

14.09636928[T] (600 [MHz]
2.18103808[s]

1H
600.1723046 [MHz]

5[ppm]
32768
1

0.45849727 [Hz]
15.02403846[kHz]
12.01923077 [kHz]
Proton
600.1723046 [MHz]
5[ppm]

Proton
600.1723046 [MHz]
5[ppm]

FALSE

8

2[s]

30
22.7[dC]

7.215[us]
2.18103808[s]

3.6075[us]
Off

Off

FALSE

1[s]
4.18103808([s]
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X : parts per Million : Carbon13

Filename
Author
Experiment
Sample_Id
Solvent
Creation_Time
Revision_Time
Current_Time

Comment
Data_Format
Dim_Size
Dim Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X Acq_Duration
X Domain

X Freq

X Offset
X_Points
X_Prescans

X Resolution

X Sweep
X_Sweep_Clipped
Irr_Domain

Irr Freq
Irr_Offset
Clipped

Scans

Total_ Scans

Relaxation Delay
Recvr_Gain
Temp_Get
X_90_Width

X Acq_Time
X_Angle

X_Atn

X_Pulse
ITr_Atn_Dec

Irr Atn_Noe
Irr_Noise
Irr_Pwidth
Decoupling
Initial Wait
Noe

Noe_ Time
Repetition Time

RI-II-169_Carbon-1-3.3jdf
delta

carbon. jxp

RI-II-169

CHLOROFORM-D

20-AUG-2015 13:47:12
13-JAN-2016 23:52:49
13-JAN-2016 23:52:58

single pulse decoupled gat
1D COMPLEX

26214

Carbonl3

[ppm]
X

ECA600
DELTA2_NMR

14.09636928([T]
0.69206016([s]

(600 [MHz])

13C
150.91343039 [MHZ]
100 [ppm]

32768

4

1.44496109[Hz]
47.34848485[kHz]
37.87878788[kHz]
Proton
600.1723046 [MHZ]
5 [ppm]

TRUE

124

124

2[s]

56
22.9[dC]
10.5[us]
0.69206016[s]
30[deg]
7.4[dB]
3.5[us]
24.452[dB]
24.452[dB]
WALTZ
76[us]
TRUE

1[s]

TRUE

2[s]
2.69206016[s]
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X : parts per Million : Proton

Filename
Author
Experiment
Sample_Id
Solvent
Creation_Time
Revision_Time
Current Time

Comment
Data_Format
Dim_Size

Dim Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X_Acq Duration
X_Domain

X _Freq

X _Offset
X_Points

X _Prescans

X Resolution
X_Sweep
X_Sweep_Clipped
Irr Domain

Irr Freq

Irr Offset
Tri_Domain
Tri_Freq
Tri_Offset
Clipped

Scans
Total_Scans

Relaxation_ Delay
Recvr_Gain
Temp_Get

X 90 _Width
X_Acq_Time
X_Angle

X_Atn

X_Pulse
Irr_Mode
Tri_Mode
Dante_Presat
Initial Wait
Repetition Time

RI-II-160A_proton-1-3.jdf
delta

proton. jxp
RI-II-160A
CHLOROFORM-D
20-AUG-2015 21:46:53
14-JAN-2016 19:57:51
14-JAN-2016 19:

single_pulse
1D COMPLEX
26214

Proton

[ppm]

X

ECA600
DELTA2_NMR

14.09636928[T] (600[MHz]
2.18103808[s]

1H
600.1723046 [MHz]

S [ppm]
32768
1

0.45849727[Hz]
15.02403846 [kHz]
12.01923077 [kHz]
Proton
600.1723046 [MHz]
5[ppm]

Proton
600.1723046 [MHz]
S [ppm]

FALSE

8

8

2[s]
38

22.7[dC]
7.215[us]
2.18103808[s]

3.6075[us]
Off

Off

FALSE

1[s]
4.18103808(s]
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X : parts per Million : Carbon13

-3.964 ~—

-10.0 -20.0

4970

Filename
Author
Experiment
Sample_Id
Solvent
Creation_Time
Revision_Time
Current_Time

Comment
Data_Format
Dim_Size
Dim Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X_Acq_Duration
X _Domain

X _Freq

X _Offset

X Points

X Prescans

X Resolution
X_Sweep
X_Sweep_Clipped
Irr_Domain

Irr Freq

Irr Offset
Clipped

Scans
Total_Scans

Relaxation Delay
Recvr_Gain
Temp_Get
X_90_Width

X Acq_Time

X Angle

X Atn

X_Pulse
Irr_Atn_Dec

Irr Atn_Noe

Irr Noise

Irr Pwidth
Decoupling
Initial Wait
Noe

Noe_Time
Repetition Time

RI-II-160A Carbon-1-3.jdf
delta
carbon. jxp
RI-II-160A
CHLOROFORM-D

3-SEP-2015 09:19:44
14-JAN-2016 19:59:05
14-JAN-2016 19:59:20

single pulse decoupled gat
1D COMPLEX

26214

Carbonl3

[ppm]
X

ECA600
DELTA2_NMR

14.09636928[T]
0.69206016[s]
13c
150.91343039 [MHz]
100 [ppm]

32768

(600 [MHz])

4

1.44496109[Hz]
47.34848485[kHz]
37.87878788 [kHz]
Proton
600.1723046 [MHz]
5[ppm]

TRUE

1276

1276

2[s]

56

22.5[dC]
10.5[us]
0.69206016[s]
30[deg]

7.4[dB]

3.5[us]
24.452[dB]
24.452[dB]

WALTZ

76[us]

TRUE

1[s]

TRUE

2[s]
2.69206016[s]
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X : parts per Million : Proton

Filename
Author
Experiment
Sample_Id
Solvent
Creation_Time
Revision_Time
Current_Time

Comment
Data_Format
Dim_Size
Dim Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X_Acq_Duration
X _Domain
X_Freq

X _Offset
X_Points
X_Prescans

X Resolution
X_Sweep
X_Sweep_Clipped
Irr_Domain

Irr Freq
Irr_Offset
Tri_Domain
Tri_Freq
Tri_Offset
Clipped

Scans
Total_Scans

Relaxation_ Delay
Recvr_Gain
Temp_Get

X 90 _Width
X“Acq_Time

X Angle

X_Atn

X_Pulse
Irr_Mode
Tri_Mode
Dante_Presat
Initial Wait
Repetition Time

RI-II-170c_proton-1-3.3jdf
delta

proton. jxp
RI-II-170c
CHLOROFORM-D
21-AUG-2015 16:
14-JAN-2016 20:03:1
14-JAN-2016 20:03:42

single_pulse
1D COMPLEX
26214

Proton

[ppm]

X

ECA600
DELTA2_NMR

14.09636928[T] (600[MHZz]
2.18103808[s]

1H

600.1723046 [MHZ]

5[ppm]

32768

1

0.45849727 [Hz]
15.02403846 [kHz]
12.01923077 [kHz]

Proton
600.1723046 [MHz]
5[ppm]

Proton
600.1723046[MHz]
5[ppm]

FALSE

8

8

2[s]
38

22.7[dC]
7.215[us]
2.18103808[s]
45[deg]

4[dB]
3.6075[us]
Off

Off

FALSE

1[s]
4.18103808[s]
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X : parts per Million : Carbon13

JEOL

Solutions for Innovation

Filename
Author
Experiment
Sample_Id
Solvent
Creation_Time
Revision_Time
Current_Time

Comment
Data_Format
Dim_Size

Dim Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X_Acq_Duration
X_Domain
X_Freq

X Offset
X_Points
X_Prescans

X Resolution
X_Sweep
X_Sweep_Clipped
Irr_Domain

Irr Freq
Irr_Offset
Clipped

Scans

Total_ Scans

Relaxation_Delay
Recvr_Gain
Temp_Get
X_90_Width

X _Acq_Time
X_Angle

X Atn

X_Pulse
Irr_Atn_Dec

Irr Atn_Noe
Irr_Noise
Irr_Pwidth
Decoupling
Initial Wait
Noe

Noe_Time
Repetition Time

RI-II-167B_Carbon-1-3.jdf
delta

carbon. jxp

RI-II-167B

CHLOROFORM-D

27-AUG-2015 17:24:40
14-JAN-2016 20:04:24
14-JAN-2016 20:04:35

single pulse decoupled gat
1D COMPLEX

26214

Carbonl3

[ppm]

X

ECA600
DELTA2_NMR

14.09636928[T]
0.69206016[s]
13C
150.91343039 [MHz]
100 [ppm]

32768

(600 [MHZ])

4

1.44496109[Hz]
47.34848485[kHz]
37.87878788[kHz]
Proton
600.1723046 [MHz]
5 [ppm]

TRUE

376

376

2[s]

56

22.6[dC]
10.5[us]
0.69206016[s]
30([deg]

7.4[dB]

3.5[us]
24.452[dB]
24.452[dB]

WALTZ

76[us]

TRUE

1[s]

TRUE

2[s]
2.69206016[s]
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X : parts per Million : Proton

JEOL

Solutions for Innovation

Filename
Author
Experiment
Sample_Id
Solvent
Creation Time
Revision_Time
Current_Time

Comment
Data_Format
Dim Size
Dim Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X_Acq_Duration
X Domain
X_Freq

X Offset
X_Points
X_Prescans
X_Resolution

X Sweep

X _Sweep_Clipped
Irr_Domain
Irr_Freq

Irr_ Offset
Tri_Domain
Tri_Freq
Tri_Offset
Clipped

Scans

Total_ Scans

Relaxation_Delay
Recvr_Gain
Temp_Get
X_90_Width

X Acq_Time

X _Angle

X_Atn

X _Pulse
ITr_Mode
Tri_Mode

Dante_ Presat
Initial Wait
Repetition Time

RI-II-177_proton-1-3.jdf
delta
proton. jxp
RI-II-177
CHLOROFORM-D

2-SEP-2015 16:14:49
14-JAN-2016 20:50:12
14-JAN-2016 20:50:57

single_pulse
1D COMPLEX
26214

Proton

[ppm]
X

ECA600
DELTA2_NMR

14.09636928[T] (600[MHz]
2.18103808([s]

1H

600.1723046 [MHz]
5[ppm]

32768

1

0.45849727 [Hz]
15.02403846[kHz]
12.01923077 [kHz]
Proton
600.1723046 [MHz]
5[ppm]

Proton
600.1723046 [MHz]
5[ppm]

FALSE

8

8

2[s]

44
22.8[dC]
7.215[us]
2.18103808([s]
45 [deg]
4[dB]
3.6075[us]
Off

Off

FALSE

1[s]
4.18103808([s]
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abundance
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JEOL

Solutions for Innovation

Filename
Author
Experiment
Sample_Id
Solvent
Creation Time
Revision_ Time
Current_Time

Comment
Data_Format
Dim_Size
Dim Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X_Acq_Duration
X _Domain
X_Freq

X Offset
X_Points

X Prescans
X_Resolution
X_Sweep

X Sweep Clipped
ITrr_Domain

Irr Freq
Irr_Offset
Clipped

Scans

Total_ Scans

Relaxation_Delay
Recvr_Gain
Temp_Get
X_90_Width

X "Acq_Time

X _Angle

X_Atn

X_Pulse
Irr_Atn_Dec
Irr_Atn_Noe
Irr_Noise
Irr_Pwidth
Decoupling
Initial Wait
Noe

Noe_Time
Repetition Time

RI-II-177_Carbon-1-3.3jdf
delta

carbon. jxp
RI-II-177
CHLOROFORM-D

3-SEP-2015 04:43:36
14-JAN-2016 20:51:38
14-JAN-2016 20:51:51

single pulse decoupled gat
1D COMPLEX

26214

Carbonl3

[ppm]
X

ECA600
DELTA2_NMR

14.09636928[T]
0.69206016[s]

(600 [MHZ])

13c

150.91343039 [MHz]
100 [ppm]

32768

4

1.44496109[Hz]
47.34848485[kHz]
37.87878788[kHz]
Proton
600.1723046 [MHz]
5 [ppm]

TRUE

5880

5880

2[s]
6

5

22.4[dC]
10.5[us]
0.69206016[s]
30[deg]
7.4[dB]
3.5[us]
24.452[dB]
24.452[dB]
WALTZ

76[us]

TRUE

1[s]

TRUE

2[s]
2.69206016[s]

S35




3b (600 MHz, CDCl3)

10.51

JEOL

Solutions for Innovation

Filename
Author
Experiment
Sample_Id
Solvent
Creation_ Time
Revision_Time
Current_Time

Comment
Data_Format
Dim_Size
Dim_Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X_Acq_Duration
X_Domain

X Freq

X _Offset
X_Points
X_Prescans
X_Resolution
X_Sweep
X_Sweep_Clipped

RI-II-174_proton-2-3.jdf
delta

proton. jxp

RI-II-174

CHLOROFORM-D
20-0CT-2015 23:14:22
14-JAN-2016 20:55:20
14-JAN-2016 20:55:49

single_pulse
1D COMPLEX
26214

Proton

[ppm]
X

ECA600
DELTA2_NMR

14.09636928[T] (600 [MHz])
2.18103808[s]

1H

600.1723046 [MHz]

5[ppm]

32768

1

0.45849727 [Hz]
15.02403846[kHz]
12.01923077[kHz]

abundance

B Irr Domain Proton
4 Irr Freq 600.1723046 [MHZz]
4 Irr Offset 5[ppm]
| Tri_Domain Proton
Tri_Freq 600.1723046 [MHz]
Tri_Offset 5[ppm]
N Clipped FALSE
7 Scans 8
: . y [;([:l Total Scans 8
+ 2 g 3’(’ Relaxation_Delay = 2[s]
| Nl~i Recvr_Gain = 46
4 Temp_Get = 22.1[dC]
] o)) X_90_Width = 7.215[us]
— X Acq_Time = 2.18103808[s]
1 N X_Angle = 45[degq]
X_Atn = 4[dB]
7 X_Pulse = 3.6075[us]
1 “ Irr_Mode = Off
4 S Tri_Mode = Off
4 = Dante_Presat = FALSE
4 Initial Wait = 1[s]
i H Repetition Time = 4.18103808[s]
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X : parts per Million : Proton
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(thousandths)
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0

3b (150 MHz, CDCls)

JEOL

Solutions for Innovation

220.0210.0200.0190.0180.0170.0160.0150.0140.0130.0120.0110.0100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 10.0 0

X : parts per Million : Carbon13

141.228

114.658 ——

7N

87.427

~
n
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0

401

84

78.695
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000
76.789
73.544
71.274

77
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N 0D AD X N0
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Filename
Author
Experiment
Sample_Id
Solvent
Creation_Time
Revision_Time
Current_Time

Comment
Data_Format
Dim_Size
Dim Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X Acq_Duration
X_Domain
X_Freq

X Offset
X_Points
X_Prescans

X Resolution
X_Sweep
X_Sweep_Clipped
Irr Domain

Irr Freq
Irr_Offset
Clipped

Scans
Total_Scans

Relaxation_ Delay
Recvr_Gain

Temp Get
X_90_Width

X _Acq_Time
X_Angle

X_Atn

X_Pulse
ITr_Atn_Dec
Irr_Atn Noe

Irr Noise

Irr Pwidth
Decoupling
Initial Wait
Noe

Noe Time
Repetition Time

RI-II-174_Carbon-1-3.jdf
delta

carbon. jxp

RI-II-174

CHLOROFORM-D

21-0CT-2015 00:15:19
14-JAN-2016 20:56:30
14-JAN-2016 20:56:45

single pulse decoupled gat
1D COMPLEX

26214

Carbonl3

[ppm]
X

ECA600
DELTA2_NMR

14.09636928[T]
0.69206016[s]
13c
150.91343039 [MHz]
100 [ppm]

32768

(600 [MHZ])

4

1.44496109[Hz]
47.34848485[kHz]
37.87878788[kHz]
Proton
600.1723046 [MHZ]
5 [ppm]

TRUE

2650

2650

2[s]

56

22[dC]

10.5[us]
0.69206016[s]
30[deg]

7.4[dB]

3.5[us]
24.452[dB]
24.452[dB]

WALTZ

76[us]

TRUE

1[s]

TRUE

2[s
2.69206016[s]
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X : parts per Million : Proton
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Filename
Author
Experiment
Sample_Id
Solvent
Creation_Time
Revision_Time
Current Time

Comment
Data_Format
Dim_Size
Dim_Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X _Acq_Duration

X Prescans

X _Resolution
X_Sweep

X Sweep Clipped
Irr_Domain
Irr Freq
Irr_Offset
Tri_Domain
Tri_Freq
Tri_Offset
Clipped
Scans
Total_Scans

Relaxation Delay
Recvr_Gain
Temp Get

X 90 Width
X“Acq_Time

X Angle

X_Atn

X Pulse
ITr_Mode
Tri_Mode
Dante_Presat
Initial Wait
Repetition_Time

/Users/HaruhikoFuwa/Docume
delta
proton. jxp
RI-II-18l-benzene
BENZENE-D6

8-SEP-2015 15:15:01
21-JAN-2016 09:45:22
21-JAN-2016 09:46:14

single_pulse
1D COMPLEX
26214

Proton

[ppm]

X

ECA600
DELTA2_NMR

14.09636928[T] (600[MHz])
2.18103808[s]
1H

600.1723046[MHz]

5 [ppm]
32768

1

0.45849727 [Hz]
15.02403846[kHz]
12.01923077 [kHz]
Proton
600.1723046[MHz]
5[ppm]

Proton
600.1723046[MHz]
5[ppm]

FALSE

8

8

2[s]

40

22.4[dC]
7.215[us]
2.18103808([s]
45[deg]

4[dB]

3.6075[us]

Off

Off

FALSE

1[s]
4.18103808[s]




(thousandths)

0 10.0 20.0 30.0 40.0 50.0 60.0 70.0 80.0 90.0

-10.0

24a (150 MHz, C¢Dg)

LJEOL

220.0210.0200.0190.0180.0170.0160.0150.0140.0130.0120.0110.0100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 10.0 0
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X : parts per Million : Carbon13
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Filename
Author
Experiment
Sample_Id
Solvent
Creation_Time
Revision_Time
Current Time

Comment
Data_Format
Dim_Size

Dim Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X Acq_Duration
X Domain

X" Prescans

X Resolution
X_Sweep

X Sweep Clipped
Irr_Domain

Irr Freq
Irr_Offset
Clipped

Scans
Total_Scans

Relaxation Delay
Recvr_Gain

X"Acq_Time
X_Angle
X_Atn

X Pulse
Irr_Atn Dec
Irr_Atn_Noe
Irr Noise
Irr_Pwidth
Decoupling
Initial Wait
Noe -
Noe_Time
Repetition Time

/Users/HaruhikoFuwa/Docume
delta

carbon. jxp

RI-II-181

BENZENE-D6

10-SEP-2015 06:31:44
21-JAN-2016 09:48:12
21-JAN-2016 09:48:30

single pulse decoupled gat
1D COMPLEX

26214

Carbonl3

[ppm]

X

ECA600
DELTA2_NMR

14.09636928[T] (600[MHz]
0.69206016[s]
C

150.91343039 [MHz]
100 [ppm]
32768

4

1.44496109[Hz]
47.34848485[kHz]
37.87878788 [kHz]
Proton
600.1723046 [MHZ]
5 [ppm]

TRUE

3832

3832

2[s]
52

22.4[dC]
10.5[us]
0.69206016[s]
30([deg]
7.4[dB]
3.5[us]
24.452[dB]
24.452[dB]
WALTZ
76[us]
TRUE

1[s]

TRUE

2[s]
2.69206016([s]
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X : parts per Million : Proton

S40

Filename
Author
Experiment
Sample Id
Solvent
Creation_Time
Revision_Time
Current Time

Comment
Data Format
Dim_Size
Dim Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X Acq_Duration
X Domain
X_Freq
X_Offset
X_Points

X Prescans

X Resolution
X_Sweep

X Sweep Clipped
Irr _Domain

Irr Freq

Irr Offset
Tri_Domain
Tri_Freq
Tri_Offset
Clipped

Scans
Total_Scans

Relaxation Delay
Recvr_Gain~
Temp_Get

X 90 Width

X Acq_Time
x:AngIe

X Atn

X Pulse
Irr_Mode
Tri_Mode
Dante_Presat
Initial Wait
Repetition_Time

/Users/HaruhikoFuwa/Docume

delta

proton. jxp
RI-III-024
BENZENE-D6

12-NOV-2015 15:43:17
21-JAN-2016 09:56:42
21-JAN-2016 09:57:20

single_pulse
1D COMPLEX
26214

Proton

[ppm]

X

ECA600
DELTA2_NMR

14.09636928[T] (600[MHz]

2.18103808([s]

1H
600.1723046[MHz]

5[ppm]
32768
1

0.45849727 [Hz]
15.02403846 [kHz]
12.01923077 [kHz]
Proton
600.1723046[MHZ]
5[ppm]

Proton
600.1723046[MHZz]
5 [ppm]

FALSE

8

8

2[s]
40

22.1[dC]
7.215[us]
2.18103808[s]
45 [deg]
4[dB]
3.6075[us]
Off

Off
FALSE

1[s]
4.18103808[s]
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X : parts per Million : Carbon13

Filename
Author
Experiment
Sample_Id
Solvent
Creation_Time
Revision_Time
Current_Time

Comment
Data_Format
Dim_Size
Dim Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X_Acq_Duration
X Domain

%%
O
O Fn
5ol
0
ot

X Prescans

X Resolution
X_Sweep

X Sweep_ Clipped
Irr_Domain

Irr Freq

Irr Offset
Clipped

Scans

Total_ Scans

Relaxation Delay
Recvr_Gain
Temp_Get

X 90 _Width

X_Acq_Time
x:AngIe

ITr_Atn_Dec
Irr_Atn_Noe
Irr_Noise
Irr_Pwidth
Decoupling
Initial Wait
Noe -
Noe_Time
Repetition Time

/Users/HaruhikoFuwa/Docume
delta
carbon. jxp
RI-III-024
BENZENE-D6

9-NOV-2015 23:21:12
21-JAN-2016 09:58:06
21-JAN-2016 09:58:26

single pulse decoupled gat
1D COMPLEX

26214

Carbonl3

[ppm]

X

ECA600
DELTA2_NMR

14.09636928[T]
0.69206016([s]

(600 [MHZ])

13C

150.91343039 [MHz]
100 [ppm]

32768

4

1.44496109[Hz]
47.34848485[kHz]
37.87878788 [kHz]
Proton
600.1723046 [MHz]
5[ppm]

TRUE

2560

2560

2[s]

50

22.1[dC]
10.5[us]
0.69206016[s]
30[deg]

7.4[dB]

3.5[us]
24.452[dB]
24.452[dB]

WALTZ

76[us]

TRUE

1[s]

TRUE

[s]
2.69206016[s]
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14.0

6.0 7I0 8‘.0 9‘.0 19.0 11‘.0 12“0 13‘.0 ‘

5.0

4.0

3.0

2.0

1.0

23c¢ (600 MHz, CDClg)

W

2.04
1.83

0.94
200

abundance

JEOL

Solutions for Innovation

9.85

7.06

5.78
6.00

2.93

0.96

10.0 9.0 8.0

X : parts per Million : Proton

7.240 ——

6.0

3.572
3.552

)

2.233
2222
2212

— .

1.873
1.562
0.038
0.033
0.018
0.014

Filename
Author
Experiment
Sample_Id
Solvent
Creation_Time
Revision_Time
Current_Time

Comment
Data_Format
Dim_Size
Dim Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X Acq_Duration
X _Domain
X_Freq

X Offset

X Points

X Prescans

X Resolution
X_Sweep
X_Sweep_Clipped
Irr_Domain

Irr Freq
Irr_Offset
Tri_Domain
Tri_Freq
Tri_Offset
Clipped

Scans

Total_ Scans

Relaxation_Delay
Recvr_Gain
Temp_Get

X 90 _Width
X“Acq_Time

X Angle

X_Atn

X Pulse
Irr_Mode
Tri_Mode
Dante_Presat
Initial Wait
Repetition Time

RI-II-200A proton-1-3.jdf
delta

proton.jxp

RI-II-200A

CHLOROFORM-D

19-0CT-2015 14:33:06
14-JAN-2016 20:07:38
14-JAN-2016 20:07:59

single_pulse
1D COMPLEX
26214

Proton

[ppm]

X

ECA600
DELTA2_NMR

14.09636928([T] (600 [MHz])
2.18103808(s]

1H

600.1723046 [MHz]

5 [ppm]

32768

1

0.45849727[Hz]
15.02403846 [kHz]
12.01923077 [kHz]
Proton
600.1723046 [MHz]
5[ppm]

Proton
600.1723046 [MHZ]
5[ppm]

FALSE

8

8

2[s]

38
22.1[dC]
7.215[us]
2.18103808([s]
45[deg]
4[dB]
3.6075[us]
Off

Off

FALSE

1[s]
4.18103808[s]
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abundance

23¢ (150 MHz, CDClg)

JEOL

220.0210.0200.0190.0180.0170.0160.0150.0140.0130.0120.0110.0100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 10.0 0

X : parts per Million : Carbon13

N ) N

970~

140.864
114.562 ——
85.598
84.306
81.155
77.211
77.000
76.789
75.142
72.979
43728
40.185
35.857
25.794
24214
19.369
18.201
17.876
15.578
4

Creation_Time
Revision_Time

19-0CT-2015 17:10:12
14-JAN-2016 20:08:39

Solutions for Innovation
Filename = RI-II-200A Carbon-1-3.jdf
Author = delta
Experiment = carbon.jxp
Sample_Id = RI-II-200A
Solvent = CHLOROFORM-D

Current Time

Comment
Data_Format
Dim_Size
Dim Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X_Acq_Duration
X_Domain
X_Freq
X_Offset
X_Points
X_Prescans
X_Resolution
X_Sweep

X Sweep Clipped
Irr_Domain

Irr Freq

Irr Offset
Clipped

Scans
Total_Scans

Relaxation_Delay
Recvr_Gain
Temp_Get
X_90_Width

X Acq_Time
X_Angle

X_Atn

X_Pulse

ITr_Atn Dec
Irr_Atn Noe

Irr Noise

Irr Pwidth
Decoupling
Initial Wait
Noe

Noe_ Time
Repetition Time

14-JAN-2016 20:08:51

single pulse decoupled gat
1D COMPLEX

26214

Carbonl3

[ppm]

X

ECA600
DELTA2_NMR

14.09636928[T] (600[MHz])
0.69206016[s]

13c

150.91343039 [MHz]

100 [ppm]

32768

4

1.44496109 [Hz]
47.34848485[kHz]
37.87878788[kHz]
Proton
600.1723046 [MHz]
5[ppm]

TRUE

192

192

2[s]

54

22.1[dC]
10.5[us]
0.69206016([s]
30[deg]

7.4[dB]

3.5[us]
24.452[dB]
24.452[dB]

WALTZ

76[us]

TRUE

1[s]

TRUE

[s]
2.69206016[s]
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X : parts per Million : Proton

Filename
Author
Experiment
Sample_Id
Solvent
Creation_Time
Revision_Time
Current_Time

Comment

Data_ Format
Dim Size
Dim Title
Dim _Units
Dimensions
Site
Spectrometer

Field Strength
X_Acq_Duration
X_Domain

X Freq

X Offset

X _Points
X_Prescans

X Resolution
X_Sweep
X_Sweep_Clipped
Irr_Domain

Irr Freq
Irr_Offset
Tri_Domain
Tri_Freq
Tri_Offset
Clipped

Scans

Total_ Scans

Relaxation_ Delay
Recvr_Gain
Temp_Get
X_90_Width

X Acq_Time

X Angle

X Atn

X Pulse
Irr_Mode
Tri_Mode
Dante_Presat
Initial Wait
Repetition Time

RI-II-200B_proton-1-3.jdf
delta

proton. jxp

RI-II-200B

CHLOROFORM-D

19-0CT-2015 14:45:35
14-JAN-2016 20:11:22
14-JAN-2016 20:11:45

single_pulse
1D COMPLEX
26214

Proton

[ppm]
X

ECA600
DELTA2_NMR

14.09636928[T] (600 [MHz])
2.18103808[s]

1H

600.1723046 [MHz]
5[ppm]

32768

1

0.45849727 [Hz]
15.02403846[kHz]
12.01923077 [kHz]
Proton
600.1723046 [MHZ]
5[ppm]

Proton
600.1723046[MHz]
5[ppm]

FALSE

8

2[s]

38

22.1[dC]
7.215[us]
2.18103808([s]
45 [deg]

4[dB]
3.6075[us]
Off

Off
FALSE

1[s]
4.18103808[s]
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abundance

23d (150 MHz, CDCl)
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220.0210.0200.0190.0180.0170.0160.0150.0140.0130.0120.0110.0100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 10.0 O

X : parts per Million : Carbon13

140.873

115.012 ——

AN

84.526
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637

78
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76.789

[sa)
(=]
n
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22N W

43.881
37.724
35.857
31.003
27.135
25.794

<
<
<
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475

19

17.885
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~
=)
)
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-10.0 -20.0
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4

Filename
Author
Experiment
Sample_Id
Solvent
Creation Time
Revision_Time
Current_Time

Comment
Data_Format
Dim_Size
Dim Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X_Acq Duration
X _Domain

X Freq

X _Offset
X_Points
X_Prescans
X_Resolution
X_Sweep

X _Sweep_Clipped
Irr_Domain

Irr Freq
Irr_Offset
Clipped

Scans
Total_Scans

Relaxation_ Delay
Recvr_Gain
Temp_Get
X_90_Width

X Acq_Time
X_Angle

X_Atn

X_Pulse
Irr_Atn_Dec
Irr_Atn_Noe

Irr Noise
Irr_Pwidth
Decoupling
Initial Wait
Noe

Noe_Time
Repetition Time

RI-II-200B_Carbon-1-3.jdf
delta

carbon. jxp

RI-II-200B

CHLOROFORM-D

19-0CT-2015 17:29:38
14-JAN-2016 20:12:26
14-JAN-2016 20:12:36

single pulse decoupled gat
1D COMPLEX

26214

Carbonl3

[ppm]

X

ECA600
DELTA2_NMR

14.09636928[T]
0.69206016([s]
13C
150.91343039 [MHz]
100 [ppm]

32768

4

1.44496109[Hz]
47.34848485[kHz]
37.87878788[kHz]
Proton
600.1723046 [MHZ]
5[ppm]

FALSE

216

216

(600 [MHZz])

2[s]
6

5

22.4[dC]
10.5[us]
0.69206016([s]
30[deg]
7.4[dB]
3.5[us]
24.452[dB]
24.452[dB]
WALTZ

76 [us]

TRUE

1[s]

TRUE

2[s]
2.69206016[s]
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X : parts per Million : Proton
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Filename
Author
Experiment
Sample_Id
Solvent
Creation_Time
Revision_Time
Current_Time

Comment
Data_Format
Dim_Size
Dim Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X_Acq_Duration
X_Domain
X_Freq

X Offset
X_Points

X Prescans
X_Resolution
X_Sweep

X Sweep_Clipped
Irr Domain
Irr_Freq

Irr Offset
Tri_Domain
Tri_Freq
Tri_Offset
Clipped

Scans
Total_Scans

Relaxation Delay
Recvr_Gain~
Temp_ Get
X_90_Width
X_Acq_Time

X Angle

X Atn

X_Pulse
Irr_Mode
Tri_Mode
Dante_Presat
Initial Wait
Repetition Time

RI-III-009 proton-2-3.jdf
delta

proton. jxp

RI-III-009

CHLOROFORM-D

27-0CT-2015 23:12:38
14-JAN-2016 21:00:05
14-JAN-2016 21:00:25

single_pulse
1D COMPLEX
26214

Proton

[ppm]

X

ECA600
DELTA2_NMR

14.09636928([T] (600 [MHz])
2.18103808[s]

1H
600.1723046 [MHz]
5[ppm]

32768

1

0.45849727 [Hz]
15.02403846[kHz]
12.01923077 [kHz]
Proton
600.1723046 [MHz]
5[ppm]

Proton
600.1723046 [MHz]
5[ppm]

FALSE

8

8

2[s]

44

221[dC]
7.215[us]
2.18103808([s]
45[deg]

4[dB]
3.6075[us]
Off

Ooff

FALSE

1[s]
4.18103808([s]




(thousandths)

o‘ |
o]
o
B Solutions for Innovation
(=i
%f Filename = RI-III-009 Carbon-1-3.jdf
] Author = delta
B Experiment = carbon. jxp
] Sample_Id = RI-III-009
B Solvent = CHLOROFORM-D
o ] Creation_Time = 27-0CT-2015 23:16:15
o Revision_Time = 14-JAN-2016 21:01:00
[ Current_ Time = 14-JAN-2016 21:01:15
] 3c (150 MHz, CDC|3) Comment = single pulse decoupled gat
] Data_Format = 1D COMPLEX
4 Dim_Size = 26214
Q; Dim_Title = Carbonl3
% B Dim Units = [ppm]
] Dimensions =X
B Site = ECA600
] Spectrometer = DELTA2_NMR
S ] Field Strength = 14.09636928[T] (600[MHz])
S X Acq Duration = 0.69206016([s]
L X Domain = 13C
7 X Freq = 150.91343039[MHz]
4 X Offset = 100 [ppm]
] X _Points = 32768
= X_Prescans =4
: X_Resolution = 1.44496109[Hz]
S X_Sweep = 47.34848485 [kHz]
] X _Sweep_Clipped = 37.87878788[kHz]
1 Irr Domain = Proton
] Irr Freq = 600.1723046[MHz]
] Irr Offset = 5[ppm]
(= Clipped = TRUE
S Scans = 2650
] Total_Scans = 2650
B Relaxation Delay = 2[s]
] Recvr_Gain = 54
o] Temp_Get = 22[dC]
S X_90_Width = 10.5[us]
Q] X_Acq_Time = 0.69206016[s]
] X Angle = 30[deg]
1 X Atn = 7.4[dB]
4 X Pulse = 3.5[us]
] Irr_Atn_Dec = 24.452[dB]
(= Irr Atn Noe = 24.452[dB]
= Irr_Noise = WALTZ
— Irr_Pwidth = 76[us]
] Decoupling = TRUE
= Initial_Wait = 1[s]
] Noe = TRUE
Noe_Time = 2[s]
o Repetition Time = 2.69206016[s]

220.0210.0200.0190.0180.0170.0160.0150.0140.0130.0120.0110.0100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 10.0 0 -10.0 -20.0
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X : parts per Million : Proton

Filename
Author
Experiment
Sample_Id
Solvent
Creation Time
Revision_Time
Current_Time

Comment
Data_Format
Dim_Size
Dim_Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X_Acq_Duration
X Domain

X Freq

X _Offset
X_Points
X_Prescans
X_Resolution
X_Sweep

X _Sweep_Clipped
Irr_Domain

Irr Freq

Irr Offset
Tri_Domain
Tri_Freq

Tri_ Offset
Clipped

Scans
Total_Scans

Relaxation Delay
Recvr_Gain
Temp_Get
X_90_Width
X_Acq_Time

X Angle

X_Atn

X_Pulse
Irr_Mode
Tri_Mode
Dante_Presat
Initial Wait
Repetition Time

RI-III-011_proton-1-3.jdf
delta

proton. jxp

RI-III-011

CHLOROFORM-D

28-0CT-2015 15:37:42
14-JAN-2016 21:03:39
14-JAN-2016 21:04:04

single_pulse
1D COMPLEX
26214

Proton

[ppm]
X

ECA600
DELTA2_NMR

14.09636928[T] (600[MHz])
2.18103808([s]

1H

600.1723046 [MHz]

5 [ppm]

32768

1

0.45849727 [Hz]
15.02403846[kHz]
12.01923077[kHz]

Proton

600.1723046 [MHz]

5[ppm]

Proton
600.1723046 [MHz]
5[ppm]

FALSE

8

8

2[s]
44
22.1[dC]

7.215[us]
2.18103808([s]

3.6075[us]
Off

Off

FALSE

1[s]
4.18103808([s]
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Filename
Author
Experiment
Sample_Id
Solvent
Creation_Time
Revision_Time
Current Time

Comment
Data_Format
Dim_Size

Dim Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X_Acq_Duration
X_Domain
X_Freq

X _Offset
X_Points
X_Prescans
X_Resolution
X_Sweep

X Sweep_Clipped
Irr Domain

Irr Freq

Irr Offset
Clipped

Scans
Total_Scans

Relaxation Delay
Recvr_Gain
Temp_Get
X_90_Width
X_Acq_Time

X _Angle

X_Atn

X_Pulse

Irr Atn_Dec
Irr_Atn Noe

Irr Noise

Irr Pwidth
Decoupling
Initial Wait
Noe

Noe_ Time
Repetition Time

X : parts per Million : Carbon13

220.0210.0200.0190.0180.0170.0160.0150.0140.0130.0120.0110.0100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 10.0 0

140.682

115175 —

7N

87.446
84.890
84.430
78.685
77.211
77.000
76.789
73.563
71.226

NS

44.187
39.630
34.431
31.453

on
I
«@
=
o

824

27

26.598
24.626
17.751
15.999

-10.0 -20.0

RI-III-011_Carbon-1-4.jdf
delta

carbon. jxp

RI-III-011

CHLOROFORM-D

30-0CT-2015 23:12:34
14-JAN-2016 21:04:59
14-JAN-2016 21:05:11

single pulse decoupled gat
1D COMPLEX

26214

Carbonl3

[ppm]

X

ECA600
DELTA2_NMR

14.09636928[T]
0.69206016[s]
13c
150.91343039 [MHz]
100 [ppm]

32768

(600 [MHZz])

4

1.44496109[Hz]
47.34848485 [kHz]
37.87878788 [kHz]
Proton
600.1723046[MHz]
5[ppm]

TRUE

2600

2600

2[s]

56

21.9[dC]
10.5[us]
0.69206016[s]
30[deg]

7.4[dB]

3.5[us]
24.452[dB]
24.452[dB]

WALTZ

76[us]

TRUE

1[s]

TRUE

2[s]
2.69206016[s]
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8.0

7.0

6.0

5.0

4.0

3.0

2.0

1.0

abundance

] Filename = /Users/HaruhikoFuwa/Docume
4 2 Author = delta
T : Experiment = proton.jxp
b N Sample Id = RI-III-003
i Solvent = BENZENE-D6
b Creation_Time = 31-0CT-2015 09:42:24
] Revision_Time = 21-JAN-2016 10:04:10
4 Current_Time = 21-JAN-2016 10:04:34
7 Comment = single_pulse
] 24¢ (600 MHz, C¢Dg) Data_Format = Ip Comphex
— Dim_Size = 26214
] Dim Title = Proton
] Dim Units = [ppm]
i S Dimensions =X
] ! Site = ECA600
] S Spectrometer = DELTA2_NMR
4 Field_Strength = 14.09636928[T] (600[MHz])
. X_Acq Duration = 2.18103808[s]
] X_Domain = 1H
g X _Freq = 600.1723046[MHZz]
T X_Offset = 5[ppm]
] X Points = 32768
4 X_Prescans =1
q X Resolution = 0.45849727[Hz]
B X_Sweep = 15.02403846[kHz]
i X Sweep Clipped = 12.01923077[kHz]
b — Irr Domain = Proton
1 < S Irr Freq = 600.1723046 [MHz]
] g “ Irr_Offset = 5[ppm]
q Tri_Domain = Proton
7 Tri_Freq = 600.1723046[MHZz]
] Tri_Offset = 5[ppm]
— Clipped = FALSE
] Scans =8
] Total Scans =8
] o -
B Q Relaxation_Delay = 2[s]
] I Recvr_Gain = 40
] Temp_Get = 21.7[dC]
] X_90_Width = 7.215[us]
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