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Revision_time 13-JUL-2018 07:50:48
Current_Time 13-JUL-2018 07:51:07
Content single pulse decouple
Data_format 1D COMPLEX
Dim_size 26214
24 Dim_title 13c
F Dim units [ppm]
Dimensions
Site ECA 500
Spectrometer DELTA2_NMR
Field strength 11.62926421[T] (500([M
X_acq duration 0.8388608[s]
X_domain 3c
X freq 124.5010059 [MHz]
X offset 100 [ppm]
X points 32768
X prescans 4
X resolution 1.1920929 [Hz]
X_sweep 39.0625 [kHz]
ITr_domain
= Irr_freq 495.13191398 [MHz]
S Irr_offset 5 [ppm:
i Clipped FALSE
Mod_return =1
Scans 16291
Total scans 16291
X_90_width 10.83[us]
X acq_time 0.8388608[s]
X_angTe 30[deg]
X atn 9.5[dB]
X pulse 3.61[us]
ITr_atn_dec 20.548[dB]
Irr_atn_noe 20.548[dB]
Irr_noise WALTZ
Decoupling TRUE
Initial_wait 1[s]
= Noe - TRUE
N Noe_ time 2[s]
Recvr_gain 60
Relaxation delay = 2[s]
Repetition_time 2.8388608[s]
Temp_get 24.3[dC]
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Solvent CHLOROFORM-D
Creation_time 10-JUL-2018 12:14:08
Revision_time = 10-JUL-2018 15:13:29
Current_time = 10-JUL-2018 15:14:53
Content single pulse
Data_format 1D COMPLEX

Dim_size 13107

Dim_title 1H
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site ECA 500
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1H
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Mod_return =1
Scans 8
Total_scans 8
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1.76422912[s]
45[deg]
3.3[dB]
6.315[us]
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Recvr_gain
Relaxation_delay = 5[s]
Repetition_time = 6.76422912(s]
Temp_get = 23.4[dC]

Cl




10.0 20.0 30.0 40.0 50.0 60.0 70.0 80.0 90.0

(thousandths)

T T T
200.0 190.0 180.0

X : parts per Million : 13C

=1

149.4738
77.3552
77.0967
76.8382
67.5887
60.1394
55.2945
45.1259
23.4673

0.0852

- o
ey
=X
b B ]
St
Fom
————

HJEOL

11-JUL-2018 06:58:51
11-JUL-2018 07:49:14
11-JUL-2018 07:49:40

Creation_time
Revision time
Current_Eime
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Author = delta

Experiment = single_pulse_dec
sample id = S#657465

Solvent = CHLOROFORM-D

Content = single pulse decouple
Data_format = 1D COMPLEX

Dim_size = 26214

Dim_title = 13c
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Dimensions =X
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Spectrometer = DELTA2_NMR
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Field strength
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X_acq_duration
main

Relaxation_delay
Repetition_time
Temp_get

2[s]
2.8388608(s]
24.8[dC]

X_dor =1

X freq = 124.5010059 [MHz]
X offset = 100 [ppm]

X points = 32768

X prescans =4

X resolution = 1.1920929[Hz]
X_sweep = 39.0625[kHz]
ITr_domain = 1H

Irr_freq = 495.13191398 [MHz]
Irr_offset = 5[ppm]
Clipped = FALSE
Mod_return =1

Scan = 17075
Total_scans = 17075
X_90_width = 10.83[us]

X acq_time = 0.8388608(s]
X_angTe = 30[deg]

X atn = 9.5[dB]

X pulse = 3.61[us]
Irr_atn dec = 20.548[dB]
Irr_atn_noe = 20.548[dB]
Irr_noise = WALTZ
Decoupling = TRUE

Initial wait = 1[s]

Noe = TRUE
Noe_time = 2[s]
Recvr_gain = 60
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Experiment single pulse.ex2
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( S Creation_time 4-JUL-2018 15:04:43
< Revision_time 4-JUL-2018 15:54:48
Current_Time 4-JUL-2018 15:57:15
Content single pulse
Data_format 1D COMPLEX
- Dim_size 13107
N Dim_title 1H
=4 Dim_units [ppm]
Dimensions
Site ECA 500
Spectrometer DELTA2_NMR
Field strength 11.62926421[T] (500([M
X_acq_duration 1.76422912[s]
X_domain 1H
X freq 495.13191398 [MHz]
X offset = 5[ppm]
X points = 16384
X prescans =1
X resolution 0.5668198 [Hz]
X_sweep 9.28677563 [kHz]
ITr_domain 1
Irr_freq 495.13191398 [MHz]
Irr_offset 5 [ppm]
Tri~domain
495.13191398 [MHz]
Tri_offset 5 [ppm]
Clipped FALSE
Mod_return 1
Scans 8
Total_scans 8
X_90_width 12.63[us]
X acq_time 1.76422912(s]
X angTe = 45[deg]
X atn 3.3[dB]
X pulse 6.315[us]
ITr_mode Off
Tri_mode Off
Dante_presat FALSE
Initial_wait 1[s]
Recvr_gain 46
Relaxation delay = 5[s]
Repetition_time 6.76422912[s]
Temp_get 23.7[dc]
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Filename
Author
Experiment
Sample id
Creation_time
Revision_time
Current_time

Content
Data_format.
Dim_Size
Dim_title
Dim_units
Dimensions
site

i
Spectrometer

Field strength
X_acq_duration
X_domain

X freq

X offset

X points

X prescans
X_resolution
X_sweep
Irr_domain
Irr_freq
Irr_offset
Tri_domai

Tri_offset
Clipped
Mod_return
Scans
Total_scans

Dante_presat
Initial_wait
Recvr_gain
Relaxation_delay
Repetition_time
Temp_get

delta
single_pulse
S#331488

= CHLOROFORM-D

single pulse
1D COMPLEX
13107

1H

ECA 500
DELTA2_NMR

16384
1

12.63[us]

21.7[dc]

MeO

11.62926421[T]
1.76422912[s]

yama-17-09-26-5. jdf

.ex2

26-SEP-2017 09:11:02
26-SEP-2017 09:20:58
26-SEP-2017 09:21:30

1H
495.13191398 [MHz]
5[ppm]

0.5668198 [Hz]
9.28677563 [kHz]

495.13191398 [MHz]
5 [ppm]

495.13191398 [MHz]
pm]

1.76422912[s]
de:

5[s]
6.76422912[s]

7b

(500 [M



026 027 028 029

023 024 025

019 02 021 022

0.18

0.16 0.17

013 014 015

0.1 011 012

0.09

abundance
0 001 0.02 0.03 004 0.05 006 0.07 0.08

—0.01

Filename yama-17-09-26-8 . jdf
Author delta
Experiment single pulse dec
Sample id S#334906
Solvent = CHLOROFORM-D

~ Creation_time 26-SEP-2017 11:39:33
Revision_time 26-SEP-2017 11:48:18
Current_Time 26-SEP-2017 11:49:11
Content single pulse decouple
Data_format 1D COMPLEX

Ei Dim_size 26214
Dim_title 13c
Dim_units [ppm]
Dimensions

! Site ECA 500
Spectrometer DELTA2_NMR

E Field_strength
X_acq_duration

11.62926421[T] (500 [M
0.8388608[s]

X_domain 3c

1 X freq 124.5010059 [MHz]
X offset 100 [ppm]
X points 32768

B X prescans 4
X resolution 1.1920929 [Hz]
X_sweep 39.0625 [kHz]
ITr_domain

! Irr_freq 495.13191398 [MHz]
Irr_offset 5 [ppm:
Clipped FALSE

Bl Mod_return =1
Scans 3098
Total scans 3098
X_90_width 10.83[us]
X acq_time 0.8388608[s]

i X_angTe 30[deg]
X atn 9.5[dB]
X pulse 3.61[us]
ITr_atn_dec 20.548[dB]
Irr_atn_noe 20.548[dB]
Irr_noise WALTZ
Decoupling TRUE

B Initial_wait 1[s]
Noe - TRUE
Noe_time 2[s]

Relaxation delay
Repetition_time
1 Temp_get

2[s]
2.8388608[s]
21.8[dc]

L
/

MeO
7b
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3.7987
3.5296
3.5021
3.4838

1.5473
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Filename
Author
Experiment
Sample id
Creation_time
Revision_time
Current_time

Content
Data_format.
Dim_Size
Dim_title
Dim_units
Dimensions
site

i
Spectrometer

Field strength
X_acq_duration
X_domain

X freq

X offset

X points

X prescans
X_resolution
X_sweep
Irr_domain
Irr_freq
Irr_offset
Tri_domai

Tri_offset
Clipped
Mod_return
Scans
Total_scans

Dante_presat
Initial_wait
Recvr_gain
Relaxation_delay
Repetition_time
Temp_get

Cl

yama-18-07-10-4.jdf
delta

single pulse.ex2
S#6349%8
CHLOROFORM-D
3-JUL-2018 04:37:55
2-AUG-2018 08:41:21
2-AUG-2018 08:42:17

single pulse
1D COMPLEX
13107

1H

ECA500
DELTA2_NMR

11.7473579[T] (500 [MH
1.74587904[s]

1H
500.15991521 [MHz]
5.0[ppm]

16384
1
0.57277737 [Hz]
9.38438438 [kHz]
1H

500.15991521 [MHz]
5.0[ppm]

1H

500.15991521 [MHz]
5.0[ppm]

FALSE

1

8
8

12.39[us]
1.74587904[s]
de:

5[s]
6.74587904[s]
21.9[dc]

BnN
© /

NH N

7c
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158.3078
139.0594
138.3250
136.4364
1285196
128.4147
127.2701
126.6119
125.1430
124.5803
123.0827
121.1751
119.9923
1188763
113.7352
113.6398
111.1694

80.7517

77.0985

76.8409

53.6628

44.8112

21.3851

Filename
Author
Experiment
Sample id
Creation_time
Revision_time
Current_time

Content
Data_format.
Dim_Size
Dim_title
Dim_units
Dimensions
site

i
Spectrometer

Field_strength
X_acq_duration

X_domain

X freq

X offset

X points

X prescans
X_resolution
X_sweep
ITr_domain
Irr_freq
Irr_offset
Clipped
Mod_return
Scans
Total_scans

Decoupling

Relaxation delay
Repetition_time

Temp_get

yama-18-07-10-3. jdf
delta
single pulse_dec
S#638276
CHLOROFORM-D
3-JUL-2018 18:12:21
15-JUL-2018 12:51:40
15-JUL-2018 12:52:16

single pulse decouple
1D COMPLEX

ECA500
DELTA2_NMR

11.7473579[T] (500 [MH
0.83361792[s]

13c
125.76529768 [MHz]
ppm]

4

1.19959034 [Hz]
39.3081761 [kHz]
1H

500.15991521 [MHz]
5.0[ppm]

FALSE

1
17138
17138

11.43[us]
0.83361792[s]

23.1[dc]

7c
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13.349
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2.608
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Filename
Author
Experiment
Sample id
Creation_time
Revision_time
Current_time

Content
Data_format.
Dim_Size
Dim_title
Dim_units
Dimensions
site

i
Spectrometer

Field strength
X_acq_duration
X_domain

X freq

X offset

X points

X prescans
X_resolution
X_sweep
Irr_domain
Irr_freq
Irr_offset
Tri_domai

Tri_offset
Clipped
Mod_return
Scans
Total_scans

Dante_presat
Initial_wait
Recvr_gain
Relaxation_delay
Repetition_time
Temp_get

$5-18-07-15-02-13. jdf
delta

single pulse.ex2
S#379614

CHLOROFORM-D
17-JUL-2018 09:45:32
17-JUL-2018 10:42:06
17-JUL-2018 10:42:43

single_pulse

1D COMPLEX
13107
1H

ECA 500
DELTA2_NMR

11.62926421[T] (500 [M
1.76422912]s]

1H
495.13191398 [MHz]
5[ppm]

16384

1

0.5668198 [Hz]
9.28677563 [kHz]

495.13191398 [MHz]
5 [ppm]

495.13191398 [MHz]
pm]

12.63[us]

1.76422912[s]
[de

6.315[us]

Off

Off
FALSE

5[s]
6.76422912[s]
23.1[dc]

0.2

0.1

. OH

abundance
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(thousandths)

| AJEOL

E Filename
Author
Experiment
Sample id

$5-18-07-25-01-4.jdf
delta

single pulse_dec
S#674109
CHLOROFORM-D
26-JUL-2018 07:53:05
26-JUL-2018 08:43:58
26-JUL-2018 08:44:55

1

Creation_time
Revision_time
Current_Eime

Content single pulse decouple
B! Data_format 1D COMPLEX
Dim_size 26214
3 Dim_title 13c
Dim_units [ppm]
Dimensions
Site ECA 500
Spectrometer DELTA2_NMR

Field strength
X_acq_duration
X_domain

X freq

4 X _offset

11.62926421[T] (500 [M
0.8388608[s]

3c
124.5010059 [MHz]
100 [ppm]
32768
4

I
»
]
R
0
0
a
8
E
3

X_resolution
X_sweep
ITr_domain
Irr_freq
3 Irr_offset
Clipped
Mod_return
Scans
Total_scans

1.1920929 [Hz]
39.0625 [kHz]

495.13191398 [MHz]
5 [ppm]
TRUE

1
17633
17633

10.83[us]
0.8388608[s]

20.548[dB]
WALTZ

Decoupling TRUE

Recvr_gain
Relaxation_delay
Repetition_time
Temp_get

2[s]
2.8388608[s]
24.7[dc]
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Filename
Author
Experiment
Sample id
Creation_time
Revision_time
Current_time

Content
Data_format.
Dim_Size
Dim_title
Dim_units
Dimensions
site

i
Spectrometer

Field strength
X_acq_duration
X_domain

X freq

X offset

X points

X prescans
X_resolution
X_sweep
Irr_domain
Irr_freq
Irr_offset
Tri_domai

Tri_offset
Clipped
Mod_return
Scans
Total_scans

Dante_presat
Initial_wait
Recvr_gain
Relaxation_delay
Repetition_time
Temp_get

$5-18-07-13-01-4.jdf
delta

single pulse.ex2
S#411021
CHLOROFORM-D
13-JUL-2018 10:38:28
13-JUL-2018 11:31:06
13-JUL-2018 11:36:39

single_pulse

1D COMPLEX
13107
1H

ECA 500
DELTA2_NMR

11.62926421[T] (500 [M
1.76422912]s]

1H
495.13191398 [MHz]
5[ppm]

16384

1

0.5668198 [Hz]
9.28677563 [kHz]

495.13191398 [MHz]
5 [ppm]

495.13191398 [MHz]
pm]

12.63[us]
1.76422912[s]
de:

5[s]
6.76422912[s]
23.7[dc]

Cl



(thousandths)

80.0

70.0

60.0

40.0

30.0

20.0

10.0

-

LJEOL

T T T
200.0 190.0 180.0

200.4893

X : parts per Million : 13C

v
&
a
<
s
2

139.1042
138.6446
134.7093
131.6836
128.5813
128.3994
127.8057
127.2408
125.5939
1253162
123.1140
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112.4283
112.1123
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53.5901

44.6088

21.2938
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Filename
Author
Experiment
Sample id
Creation_time
Revision_time
Current_time

Content
Data_format.
Dim_Size
Dim_title
Dim_units
Dimensions
site

i
Spectrometer

Field strength
X_acq_duration
X_domain

X freq

X offset

X points

X prescans
X_resolution
X_sweep
Irr_domain
Irr_freq
Irr_offset
Clipped
Mod_return
Scans
Total_scans

Decoupling

Relaxation delay
Repetition_time
Temp_get

$5-18-07-13-01-7. jdf
delta

single pulse_dec
S#657893
CHLOROFORM-D
15-JUL-2018 07:38:49
15-JUL-2018 08:30:13
15-JUL-2018 08:30:54

single pulse decouple
1D COMPLEX

ECA 500
DELTA2_NMR

11.62926421[T] (500 [M
0.8388608[s]

3c
124.5010059 [MHz]
100 [ppm]
32768
4

1.1920929 [Hz]
39.0625 [kHz]

495.13191398 [MHz]
5 [ppm]
TRUE

1
48352
48352

10.83[us]
0.8388608[s]

20.548[dB]
WALTZ
TRUE

2[s]
2.8388608[s]
24.7[dc]

Cl
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abundance

LJEOL

15-MAR-2018 18:20:57
15-MAR-2018 18:21:44

| Revision_time
J ‘ r Current_time

(-—1

3

B

=
Filename yama-18-03-15-4-4. jdE
Author delta
Experiment single pulse.ex2

: Sample_id 54658498
(= [ (g a Solvent = CHLOROFORM-D
‘ = 2 = Creation_time 15-MAR-2018 17:50:10

| Content single pulse

1l Data_format 1D COMPLEX
Dim_size 13107
Dim_title 1
Dim_units [ppm]
Dimensions
site ECA 500
Spectrometer DELTA2_NMR

Field_strength
X_acq_duration

11.62926421[T] (500 [M
1.76422912]s]

X_domain 1H

X freq 495.13191398 [MHz]
X offset = 5[ppm]

X points =

C 16384
X prescans 1

X resolution 0.5668198 [Hz]

X_sweep 9.28677563 [kHz]
ITr_domain

Irr_freq 495.13191398 [MHz]
Irr offset 5[ppm]

Tri_domain

495.13191398 [MHz]
pm]

Tri_offset 5[p)
Clipped FALSE
Mod_return 1

Scans 8
Total_scans 8
X_90_width 12.63[us]
X acq_time 1.76422912(s]
X angTe = 45[deg]
X atn 3.3[dB]
X pulse 6.315[us]
ITr_mode Off
Tri_mode Off
Dante_presat FALSE
Initial_wait 1[s]
Recvr gain 46

Relaxation delay
Repetition_time
Temp_get

5[s]
6.76422912[s]
23.7[dc]
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=] Filename

abundance

—0.01

i LJEOL

yama-18-03-15-4-3. jdf

Author delta
Experiment single pulse dec
Sample id S#658826
Solvent = CHLOROFORM-D

16-MAR-2018 07:01:28
16-MAR-2018 07:34:35
16-MAR-2018 07:35:19

Creation_time
Revision_time
Current_Eime

Content single pulse decouple
Data_format 1D COMPLEX

Dim_size 26214

Dim_title 13c

Dim_units [ppm]

Dimensions

Site ECA 500

Spectrometer DELTA2_NMR

Field_strength
X_acq_duration

11.62926421[T] (500 [M
0.8388608[s]

X_domain 3c
X freq 124.5010059 [MHz]
X offset 100 [ppm]
X points 32768

a X prescans 4

q X resolution 1.1920929 [Hz]
X_sweep 39.0625 [kHz]
ITr_domain
Irr_freq 495.13191398 [MHz]

=4 Irr_offset 5 [ppm:
Clipped FALSE
Mod_return =1
Scans 16697
Total scans 16697
X_90_width 10.83[us]
X acq_time 0.8388608[s]
X_angTe 30[deg]
X atn 9.5[dB]

25 X pulse 3.61[us]
ITr_atn_dec 20.548[dB]
Irr_atn_noe 20.548[dB]
Irr_noise WALTZ
Decoupling TRUE

S Initial_wait 1[s]
Noe - TRUE
Noe_time 2[s]
Recvr_gain

Relaxation delay
S Repetition_time
Temp_get

2[s]
2.8388608[s]
24.1[dc]
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