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A. NMR charts
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DFILE 3975H_proton- 1- 1.als
COMNT single_pulse
DATIM 21- 01- 2015 16:59:20
OBNUC 1H
EXMOD proton.jxp      
OBFRQ       300.53 MHz
OBSET         1.15 KHz
OBFIN         8.57 Hz
POINT        13107
FREQU      4508.57 Hz
SCANS           64
ACQTM       2.9072 sec
PD       2.0000 sec
PW1         5.60 usec
IRNUC 1H
CTEMP         17.8 c
SLVNT CDCL3
EXREF         0.00 ppm
BF         0.12 Hz
RGAIN           36
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DFILE 3975C- 2_Carbon- 1- 1.als
COMNT single pulse decoupled gated NOE
DATIM 22- 01- 2015 15:12:45
OBNUC 13C
EXMOD carbon.jxp      
OBFRQ       125.77 MHz
OBSET         7.87 KHz
OBFIN         4.21 Hz
POINT        26214
FREQU     31446.54 Hz
SCANS          909
ACQTM       0.8336 sec
PD       2.5000 sec
PW1         3.20 usec
IRNUC 1H
CTEMP         18.3 c
SLVNT CDCL3
EXREF        77.00 ppm
BF         0.12 Hz
RGAIN           60

E:\ nmr\ 3975C- 2_Carbon- 1- 1.als

161
.23

42

151
.19

98
150

.84
68

142
.78

68
142

.40
53

131
.06

41
128

.18
34

121
.77

36
121

.58
28

121
.20

13
120

.16
16

 80
.67

23
 77

.24
80

 77
.00

00
 76

.74
25

 69
.89

38

 34
.87

81
 34

.85
90

 31
.52

06
 31

.47
29

ab
un

da
nc

e
0

1.0
2.0

3.0
4.0

5.0
6.0

7.0
8.0

9.0
10

.0
11

.0
12

.0
13

.0
14

.0
15

.0
16

.0

X : parts per Million : Proton
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X : parts per Million : Carbon13
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Filename         = C:\Users\kishi\AppData\Loc
Author           = delta
Experiment       = proton.jxp
Sample_Id        = sh6006a-gpc
Solvent          = CHLOROFORM-D
Creation_Time    = 27-AUG-2014 18:00:46
Revision_Time    = 15-SEP-2015 17:47:16
Current_Time     = 15-SEP-2015 17:51:53

Comment          = single_pulse
Data_Format      = 1D COMPLEX
Dim_Size         = 13107
Dim_Title        = Proton
Dim_Units        = [ppm]
Dimensions       = X
Site             = ECS 400
Spectrometer     = DELTA2_NMR

Field_Strength   = 9.389766[T] (400[MHz])
X_Acq_Duration   = 2.18365952[s]
X_Domain         = 1H
X_Freq           = 399.78219838[MHz]
X_Offset         = 5[ppm]
X_Points         = 16384
X_Prescans       = 1
X_Resolution     = 0.45794685[Hz]
X_Sweep          = 7.5030012[kHz]
X_Sweep_Clipped  = 6.00240096[kHz]
Irr_Domain       = Proton
Irr_Freq         = 399.78219838[MHz]
Irr_Offset       = 5[ppm]
Tri_Domain       = Proton
Tri_Freq         = 399.78219838[MHz]
Tri_Offset       = 5[ppm]
Clipped          = FALSE
Scans            = 8
Total_Scans      = 8

Relaxation_Delay = 5[s]
Recvr_Gain       = 50
Temp_Get         = 66.7[dC]
X_90_Width       = 12.1[us]
X_Acq_Time       = 2.18365952[s]
X_Angle          = 45[deg]
X_Atn            = 2[dB]
X_Pulse          = 6.05[us]
Irr_Mode         = Off
Tri_Mode         = Off
Dante_Presat     = FALSE
Initial_Wait     = 1[s]
Repetition_Time  = 7.18365952[s]

---- PROCESSING PARAMETERS ----
dc_balance( 0, FALSE )
sexp( 0.2[Hz], 0.0[s] )
trapezoid( 0[%], 0[%], 80[%], 100[%] )
zerofill( 1 )
fft( 1, TRUE, TRUE )
machinephase
ppm

に に にに に に: sh6006a-gpc_Proton-1-1.jdf
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Filename         = C:\Users\kishi\AppData\Loc
Author           = delta
Experiment       = proton.jxp
Sample_Id        = kk4-129-1
Solvent          = CHLOROFORM-D
Creation_Time    = 17-OCT-2015 13:05:03
Revision_Time    = 19-OCT-2015 17:40:08
Current_Time     = 19-OCT-2015 17:40:42

Comment          = single_pulse
Data_Format      = 1D COMPLEX
Dim_Size         = 13107
Dim_Title        = Proton
Dim_Units        = [ppm]
Dimensions       = X
Site             = ECS 400
Spectrometer     = DELTA2_NMR

Field_Strength   = 9.389766[T] (400[MHz])
X_Acq_Duration   = 2.18365952[s]
X_Domain         = 1H
X_Freq           = 399.78219838[MHz]
X_Offset         = 5[ppm]
X_Points         = 16384
X_Prescans       = 1
X_Resolution     = 0.45794685[Hz]
X_Sweep          = 7.5030012[kHz]
X_Sweep_Clipped  = 6.00240096[kHz]
Irr_Domain       = Proton
Irr_Freq         = 399.78219838[MHz]
Irr_Offset       = 5[ppm]
Tri_Domain       = Proton
Tri_Freq         = 399.78219838[MHz]
Tri_Offset       = 5[ppm]
Clipped          = FALSE
Scans            = 8
Total_Scans      = 8

Relaxation_Delay = 5[s]
Recvr_Gain       = 50
Temp_Get         = 18.7[dC]
X_90_Width       = 12.1[us]
X_Acq_Time       = 2.18365952[s]
X_Angle          = 45[deg]
X_Atn            = 2[dB]
X_Pulse          = 6.05[us]
Irr_Mode         = Off
Tri_Mode         = Off
Dante_Presat     = FALSE
Initial_Wait     = 1[s]
Repetition_Time  = 7.18365952[s]

---- PROCESSING PARAMETERS ----
dc_balance( 0, FALSE )
sexp( 0.2[Hz], 0.0[s] )
trapezoid( 0[%], 0[%], 80[%], 100[%] )
zerofill( 1 )
fft( 1, TRUE, TRUE )
machinephase
ppm

に に にに に に: kk4-129-1_Proton-1-1.jdf
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Filename         = C:\Users\kishi\AppData\Loc
Author           = delta
Experiment       = carbon.jxp
Sample_Id        = kk2-129-1
Solvent          = CHLOROFORM-D
Creation_Time    = 17-OCT-2015 14:07:26
Revision_Time    = 19-OCT-2015 17:43:22
Current_Time     = 19-OCT-2015 17:44:57

Comment          = single pulse decoupled gat
Data_Format      = 1D COMPLEX
Dim_Size         = 26214
Dim_Title        = Carbon13
Dim_Units        = [ppm]
Dimensions       = X
Site             = ECS 400
Spectrometer     = DELTA2_NMR

Field_Strength   = 9.389766[T] (400[MHz])
X_Acq_Duration   = 1.04333312[s]
X_Domain         = 13C
X_Freq           = 100.52530333[MHz]
X_Offset         = 100[ppm]
X_Points         = 32768
X_Prescans       = 4
X_Resolution     = 0.95846665[Hz]
X_Sweep          = 31.40703518[kHz]
X_Sweep_Clipped  = 25.12562814[kHz]
Irr_Domain       = Proton
Irr_Freq         = 399.78219838[MHz]
Irr_Offset       = 5[ppm]
Clipped          = FALSE
Scans            = 102
Total_Scans      = 102

Relaxation_Delay = 2[s]
Recvr_Gain       = 50
Temp_Get         = 19.1[dC]
X_90_Width       = 9.6[us]
X_Acq_Time       = 1.04333312[s]
X_Angle          = 30[deg]
X_Atn            = 6[dB]
X_Pulse          = 3.2[us]
Irr_Atn_Dec      = 21.63[dB]
Irr_Atn_Noe      = 21.63[dB]
Irr_Noise        = WALTZ
Irr_Pwidth       = 0.115[ms]
Decoupling       = TRUE
Initial_Wait     = 1[s]
Noe              = TRUE
Noe_Time         = 2[s]
Repetition_Time  = 3.04333312[s]

---- PROCESSING PARAMETERS ----
dc_balance( 0, FALSE )
sexp( 2.0[Hz], 0.0[s] )
trapezoid( 0[%], 0[%], 80[%], 100[%] )
zerofill( 1 )
fft( 1, TRUE, TRUE )
machinephase
ppm

に に にに に に: kk2-129-1_Carbon-1-1.jdf

4

N
S
O O

Br

O

3c

N
S
O O

Br

O

3c

N
S
O O

Me

O

3b



ab
un

da
nc

e
0

1.
0

2.
0

3.
0

4.
0

5.
0

6.
0

X : parts per Million : Proton

8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 0

   
7.

90
5

   
7.

90
1

   
7.

88
4

   
7.

82
1

   
7.

81
8

   
7.

80
3

   
7.

80
0

   
7.

78
5

   
7.

78
0

   
7.

77
7

   
7.

76
2

   
7.

75
8

   
7.

74
2

   
7.

74
0

   
7.

64
0

   
7.

62
2

   
7.

62
0

   
7.

60
0

   
7.

59
7

   
7.

57
4

   
7.

56
9

   
7.

56
5

   
7.

55
6

   
7.

55
1

   
7.

54
6

   
7.

51
9

   
7.

51
5

   
7.

51
1

   
7.

49
9

   
7.

49
6

   
7.

49
1

   
7.

48
8

   
7.

46
8

   
7.

44
9

   
7.

26
0

2.
07

2.
03

1.
99

1.
01

1.
00

ab
un

da
nc

e
0

1.
0

2.
0

X : parts per Million : Proton

7.9 7.8 7.7 7.6 7.5

   
7.

90
5

   
7.

90
1

   
7.

88
4

   
7.

82
1

   
7.

81
8

   
7.

80
3

   
7.

80
0

   
7.

78
5

   
7.

78
0

   
7.

77
7

   
7.

76
2

   
7.

75
8

   
7.

74
2

   
7.

74
0

   
7.

64
0

   
7.

62
2

   
7.

62
0

   
7.

60
0

   
7.

59
7

   
7.

57
4

   
7.

56
9

   
7.

56
5

   
7.

55
6

   
7.

55
1

   
7.

54
6

   
7.

51
9

   
7.

51
5

   
7.

51
1

   
7.

49
9

   
7.

49
6

   
7.

49
1

   
7.

48
8

   
7.

46
8

   
7.

44
9

2.
07

2.
03

1.
99

1.
01

1.
00

ab
un

da
nc

e
-0

.0
10

0.
01

0.
02

0.
03

0.
04

0.
05

0.
06

0.
07

0.
08

0.
09

0.
1

0.
11

0.
12

0.
13

0.
14

0.
15

0.
16

0.
17

X : parts per Million : Carbon13

130.0 120.0 110.0 100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 10.0 0

 1
35

.2
75

 1
34

.4
55

 1
34

.0
17

 1
33

.8
55

 1
33

.0
44

 1
31

.6
24

 1
30

.4
03

 1
29

.9
84

 1
28

.2
20

 1
27

.8
57

 1
26

.3
03

 1
24

.3
01

  8
4.

38
9

  7
7.

31
5

  7
7.

00
0

  7
6.

68
5

 (t
ho

us
an

dt
hs

)
-1

0.
0

10
.0

30
.0

50
.0

70
.0

X : parts per Million : Carbon13

135.0 134.0 133.0 132.0 131.0 130.0 129.0 128.0 127.0 126.0 125.0

 1
35

.2
75

 1
34

.4
55

 1
34

.0
17

 1
33

.8
55

 1
33

.0
44

 1
31

.6
24

 1
30

.4
03

 1
29

.9
84

 1
28

.2
20

 1
27

.8
57

 1
26

.3
03

 1
24

.3
01

ab
un

da
nc

e
0

1.
0

2.
0

3.
0

X : parts per Million : Proton

8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 0

   
7.

90
3

   
7.

89
9

   
7.

88
6

   
7.

88
2

   
7.

82
4

   
7.

82
0

   
7.

80
5

   
7.

80
2

   
7.

78
7

   
7.

78
4

   
7.

77
9

   
7.

76
4

   
7.

76
1

   
7.

74
6

   
7.

74
2

   
7.

65
8

   
7.

65
4

   
7.

64
0

   
7.

63
7

   
7.

54
4

   
7.

53
0

   
7.

52
4

   
7.

51
0

   
7.

50
4

   
7.

49
0

   
7.

42
2

   
7.

41
8

   
7.

41
5

   
7.

40
2

   
7.

39
8

   
7.

39
5

   
7.

33
7

   
7.

33
1

   
7.

32
8

   
7.

31
5

   
7.

30
9

   
7.

30
5

   
7.

30
0

   
7.

28
9

   
7.

28
6

   
7.

28
2

   
7.

28
0

   
7.

26
8

   
7.

26
4

   
7.

25
9

  -
0.

00
0

2.
36

2.
13

1.
03

1.
01

1.
00

1.
00

ab
un

da
nc

e
0

1.
0

2.
0

3.
0

X : parts per Million : Proton

7.9 7.8 7.7 7.6 7.5 7.4 7.3 7.2

   
7.

90
3

   
7.

89
9

   
7.

88
6

   
7.

88
2

   
7.

82
4

   
7.

82
0

   
7.

80
5

   
7.

80
2

   
7.

78
7

   
7.

78
4

   
7.

77
9

   
7.

76
4

   
7.

76
1

   
7.

74
6

   
7.

74
2

   
7.

65
8

   
7.

65
4

   
7.

64
0

   
7.

63
7

   
7.

54
4

   
7.

53
0

   
7.

52
4

   
7.

51
0

   
7.

50
4

   
7.

49
0

   
7.

42
2

   
7.

41
8

   
7.

41
5

   
7.

40
2

   
7.

39
8

   
7.

39
5

   
7.

33
7

   
7.

33
1

   
7.

32
8

   
7.

31
5

   
7.

30
9

   
7.

30
5

   
7.

30
0

   
7.

28
9

   
7.

28
6

   
7.

28
2

   
7.

28
0

   
7.

26
8

   
7.

26
4

   
7.

25
9

2.
36

2.
13

1.
03

1.
01

1.
00

1.
00

5

N
S
O O

Cl

O

3d

N
S
O O

F

O

3e

N
S
O O

Cl

O

3d



ab
un

da
nc

e
0

0.
1

0.
2

0.
3

X : parts per Million : Carbon13

160.0 150.0 140.0 130.0 120.0 110.0 100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 10.0 0

 1
64

.0
03

 1
61

.5
24

 1
34

.4
17

 1
33

.9
98

 1
33

.8
45

 1
33

.0
35

 1
30

.9
66

 1
30

.8
89

 1
30

.3
27

 1
30

.2
51

 1
27

.8
77

 1
24

.2
53

 1
23

.9
77

 1
23

.9
48

 1
18

.7
04

 1
18

.4
94

 1
15

.4
62

 1
15

.2
24

  8
4.

37
0

  7
7.

31
5

  7
7.

00
0

  7
6.

67
6

ab
un

da
nc

e
-0

.0
1

0.
01

0.
03

0.
05

0.
07

0.
09

0.
11

0.
13

0.
15

X : parts per Million : Carbon13

134.0 133.0 132.0 131.0 130.0 129.0 128.0 127.0 126.0 125.0 124.0 123.0 122.0 121.0 120.0 119.0 118.0 117.0 116.0 115.0

 1
34

.4
17

 1
33

.9
98

 1
33

.8
45

 1
33

.0
35

 1
30

.9
66

 1
30

.8
89

 1
30

.3
27

 1
30

.2
51

 1
27

.8
77

 1
24

.2
53

 1
23

.9
77

 1
23

.9
48

 1
18

.7
04

 1
18

.4
94

 1
15

.4
62

 1
15

.2
24

ab
un

da
nc

e
0

1.0
2.0

3.0
4.0

5.0
6.0

7.0
8.0

9.0
10

.0
11

.0
12

.0
13

.0
14

.0
15

.0
16

.0
17

.0

X : parts per Million : Fluorine19

50.0 40.0 30.0 20.0 10.0 0 -10.0 -20.0 -30.0 -40.0 -50.0 -60.0 -70.0 -80.0 -90.0 -100.0 -110.0 -120.0 -130.0 -140.0

-1
10

.20
5

abu
nda

nce
0

1.0
2.0

3.0
4.0

5.0
6.0

7.0
8.0

9.0
10.0

11.0
12.0

13.0

X : parts per Million : Proton

8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 0

   7.
873

   7.
859

   7.
857

   7.
764

   7.
761

   7.
741

   7.
720

   7.
717

   7.
651

   7.
498

   7.
482

   7.
478

   7.
329

   7.
308

   7.
260

   2.
441

   0.
001

3.21

2.07 2.072.02
1.001.00

abu
nda

nce
0

1.0
2.0

3.0
4.0

5.0
6.0

7.0
8.0

X : parts per Million : Proton

7.9 7.8 7.7 7.6 7.5 7.4 7.3 7.2

   7.
876

   7.
873

   7.
859

   7.
857

   7.
764

   7.
761

   7.
745

   7.
741

   7.
720

   7.
717

   7.
651

   7.
632

   7.
630

   7.
498

   7.
494

   7.
482

   7.
478

   7.
473

   7.
329

   7.
308

   7.
260

3.21

2.07 2.072.02

1.001.00

Filename         = C:\Users\kishi\AppData\Loc
Author           = delta
Experiment       = proton.jxp
Sample_Id        = sh6006b-conc
Solvent          = CHLOROFORM-D
Creation_Time    = 27-AUG-2014 18:44:53
Revision_Time    = 15-SEP-2015 18:06:33
Current_Time     = 15-SEP-2015 18:07:04

Comment          = single_pulse
Data_Format      = 1D COMPLEX
Dim_Size         = 13107
Dim_Title        = Proton
Dim_Units        = [ppm]
Dimensions       = X
Site             = ECS 400
Spectrometer     = DELTA2_NMR

Field_Strength   = 9.389766[T] (400[MHz])
X_Acq_Duration   = 2.18365952[s]
X_Domain         = 1H
X_Freq           = 399.78219838[MHz]
X_Offset         = 5[ppm]
X_Points         = 16384
X_Prescans       = 1
X_Resolution     = 0.45794685[Hz]
X_Sweep          = 7.5030012[kHz]
X_Sweep_Clipped  = 6.00240096[kHz]
Irr_Domain       = Proton
Irr_Freq         = 399.78219838[MHz]
Irr_Offset       = 5[ppm]
Tri_Domain       = Proton
Tri_Freq         = 399.78219838[MHz]
Tri_Offset       = 5[ppm]
Clipped          = FALSE
Scans            = 8
Total_Scans      = 8

Relaxation_Delay = 5[s]
Recvr_Gain       = 42
Temp_Get         = 24.8[dC]
X_90_Width       = 12.1[us]
X_Acq_Time       = 2.18365952[s]
X_Angle          = 45[deg]
X_Atn            = 2[dB]
X_Pulse          = 6.05[us]
Irr_Mode         = Off
Tri_Mode         = Off
Dante_Presat     = FALSE
Initial_Wait     = 1[s]
Repetition_Time  = 7.18365952[s]

---- PROCESSING PARAMETERS ----
dc_balance( 0, FALSE )
sexp( 0.2[Hz], 0.0[s] )
trapezoid( 0[%], 0[%], 80[%], 100[%] )
zerofill( 1 )
fft( 1, TRUE, TRUE )
machinephase
ppm
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Filename         = C:\Users\kishi\AppData\Loc
Author           = delta
Experiment       = carbon.jxp
Sample_Id        = sh6006b-conc
Solvent          = CHLOROFORM-D
Creation_Time    = 27-AUG-2014 18:46:06
Revision_Time    = 15-SEP-2015 18:11:05
Current_Time     = 15-SEP-2015 18:11:52

Comment          = single pulse decoupled gat
Data_Format      = 1D COMPLEX
Dim_Size         = 26214
Dim_Title        = Carbon13
Dim_Units        = [ppm]
Dimensions       = X
Site             = ECS 400
Spectrometer     = DELTA2_NMR

Field_Strength   = 9.389766[T] (400[MHz])
X_Acq_Duration   = 1.04333312[s]
X_Domain         = 13C
X_Freq           = 100.52530333[MHz]
X_Offset         = 100[ppm]
X_Points         = 32768
X_Prescans       = 4
X_Resolution     = 0.95846665[Hz]
X_Sweep          = 31.40703518[kHz]
X_Sweep_Clipped  = 25.12562814[kHz]
Irr_Domain       = Proton
Irr_Freq         = 399.78219838[MHz]
Irr_Offset       = 5[ppm]
Clipped          = FALSE
Scans            = 345
Total_Scans      = 345

Relaxation_Delay = 2[s]
Recvr_Gain       = 50
Temp_Get         = 25.1[dC]
X_90_Width       = 9.6[us]
X_Acq_Time       = 1.04333312[s]
X_Angle          = 30[deg]
X_Atn            = 6[dB]
X_Pulse          = 3.2[us]
Irr_Atn_Dec      = 21.63[dB]
Irr_Atn_Noe      = 21.63[dB]
Irr_Noise        = WALTZ
Irr_Pwidth       = 0.115[ms]
Decoupling       = TRUE
Initial_Wait     = 1[s]
Noe              = TRUE
Noe_Time         = 2[s]
Repetition_Time  = 3.04333312[s]

---- PROCESSING PARAMETERS ----
dc_balance( 0, FALSE )
sexp( 2.0[Hz], 0.0[s] )
trapezoid( 0[%], 0[%], 80[%], 100[%] )
zerofill( 1 )
fft( 1, TRUE, TRUE )
machinephase
ppm
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Filename         = C:\Users\kishi\Documents\R
Author           = delta
Experiment       = carbon.jxp
Sample_Id        = kk3-137-2
Solvent          = CHLOROFORM-D
Creation_Time    =  1-APR-2015 23:13:58
Revision_Time    =  3-APR-2015 12:02:32
Current_Time     = 15-SEP-2015 18:15:24

Comment          = single pulse decoupled gat
Data_Format      = 1D COMPLEX
Dim_Size         = 26214
Dim_Title        = Carbon13
Dim_Units        = [ppm]
Dimensions       = X
Site             = ECS 400
Spectrometer     = DELTA2_NMR

Field_Strength   = 9.389766[T] (400[MHz])
X_Acq_Duration   = 1.04333312[s]
X_Domain         = 13C
X_Freq           = 100.52530333[MHz]
X_Offset         = 100[ppm]
X_Points         = 32768
X_Prescans       = 4
X_Resolution     = 0.95846665[Hz]
X_Sweep          = 31.40703518[kHz]
X_Sweep_Clipped  = 25.12562814[kHz]
Irr_Domain       = Proton
Irr_Freq         = 399.78219838[MHz]
Irr_Offset       = 5[ppm]
Clipped          = FALSE
Scans            = 342
Total_Scans      = 342

Relaxation_Delay = 2[s]
Recvr_Gain       = 50
Temp_Get         = 19.5[dC]
X_90_Width       = 9.6[us]
X_Acq_Time       = 1.04333312[s]
X_Angle          = 30[deg]
X_Atn            = 6[dB]
X_Pulse          = 3.2[us]
Irr_Atn_Dec      = 21.63[dB]
Irr_Atn_Noe      = 21.63[dB]
Irr_Noise        = WALTZ
Irr_Pwidth       = 0.115[ms]
Decoupling       = TRUE
Initial_Wait     = 1[s]
Noe              = TRUE
Noe_Time         = 2[s]
Repetition_Time  = 3.04333312[s]

---- PROCESSING PARAMETERS ----
dc_balance( 0, FALSE )
sexp( 2.0[Hz], 0.0[s] )
trapezoid( 0[%], 0[%], 80[%], 100[%] )
zerofill( 1 )
fft( 1, TRUE, TRUE )
machinephase
ppm
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Revision_Time    = 16-SEP-2015 16:12:25
Current_Time     = 16-SEP-2015 16:13:12

Comment          = single_pulse
Data_Format      = 1D COMPLEX
Dim_Size         = 13107
Dim_Title        = Proton
Dim_Units        = [ppm]
Dimensions       = X
Site             = ECS 400
Spectrometer     = DELTA2_NMR

Field_Strength   = 9.389766[T] (400[MHz])
X_Acq_Duration   = 2.18365952[s]
X_Domain         = 1H
X_Freq           = 399.78219838[MHz]
X_Offset         = 5[ppm]
X_Points         = 16384
X_Prescans       = 1
X_Resolution     = 0.45794685[Hz]
X_Sweep          = 7.5030012[kHz]
X_Sweep_Clipped  = 6.00240096[kHz]
Irr_Domain       = Proton
Irr_Freq         = 399.78219838[MHz]
Irr_Offset       = 5[ppm]
Tri_Domain       = Proton
Tri_Freq         = 399.78219838[MHz]
Tri_Offset       = 5[ppm]
Clipped          = FALSE
Scans            = 8
Total_Scans      = 8

Relaxation_Delay = 5[s]
Recvr_Gain       = 54
Temp_Get         = 23[dC]
X_90_Width       = 12.1[us]
X_Acq_Time       = 2.18365952[s]
X_Angle          = 45[deg]
X_Atn            = 2[dB]
X_Pulse          = 6.05[us]
Irr_Mode         = Off
Tri_Mode         = Off
Dante_Presat     = FALSE
Initial_Wait     = 1[s]
Repetition_Time  = 7.18365952[s]

---- PROCESSING PARAMETERS ----
dc_balance( 0, FALSE )
sexp( 0.2[Hz], 0.0[s] )
trapezoid( 0[%], 0[%], 80[%], 100[%] )
zerofill( 1 )
fft( 1, TRUE, TRUE )
machinephase
ppm
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Revision_Time    = 15-SEP-2015 18:20:59
Current_Time     = 15-SEP-2015 18:21:11

Comment          = single_pulse
Data_Format      = 1D COMPLEX
Dim_Size         = 13107
Dim_Title        = Proton
Dim_Units        = [ppm]
Dimensions       = X
Site             = ECS 400
Spectrometer     = DELTA2_NMR

Field_Strength   = 9.389766[T] (400[MHz])
X_Acq_Duration   = 2.18365952[s]
X_Domain         = 1H
X_Freq           = 399.78219838[MHz]
X_Offset         = 5[ppm]
X_Points         = 16384
X_Prescans       = 1
X_Resolution     = 0.45794685[Hz]
X_Sweep          = 7.5030012[kHz]
X_Sweep_Clipped  = 6.00240096[kHz]
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Tri_Domain       = Proton
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Clipped          = FALSE
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Total_Scans      = 8

Relaxation_Delay = 5[s]
Recvr_Gain       = 50
Temp_Get         = 460.0[dC]
X_90_Width       = 12.1[us]
X_Acq_Time       = 2.18365952[s]
X_Angle          = 45[deg]
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X_Pulse          = 6.05[us]
Irr_Mode         = Off
Tri_Mode         = Off
Dante_Presat     = FALSE
Initial_Wait     = 1[s]
Repetition_Time  = 7.18365952[s]

---- PROCESSING PARAMETERS ----
dc_balance( 0, FALSE )
sexp( 0.2[Hz], 0.0[s] )
trapezoid( 0[%], 0[%], 80[%], 100[%] )
zerofill( 1 )
fft( 1, TRUE, TRUE )
machinephase
ppm
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1H-NMR spectra in d8-toluene : a) catalyst 1a, b) mCPBA, c) catalyst 1a + mCPBA, d) catalyst 1a + mCPBA + D2O, e) 

ketimine 2j, and f) catalyst 1a + ketimine 2j.
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2D-NOESY NMR spectrum of catalyst 1a and mCPBA in d8-toluene.

14

X : parts per Million : Proton
10.0 9.0 8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 0

Y 
: p

art
s p

er 
Mi

llio
n :

 Pr
oto

n
11

.0
10

.0
9.0

8.0
7.0

6.0
5.0

4.0
3.0

2.0
1.0

0

abundance
0 1.0 2.0

ab
un

da
nc

e
0

1.0
2.0

Filename         = C:\Users\kishi\AppData\Loc
Author           = delta
Experiment       = noesy.jxp
Sample_Id        = mCPBA-Tris
Solvent          = TOLUENE-D8
Creation_Time    = 21-OCT-2015 15:54:13
Revision_Time    = 21-OCT-2015 18:26:02
Current_Time     = 22-OCT-2015 11:55:13

Comment          = phase sensitive noesy
Data_Format      = 2D COMPLEX COMPLEX
Dim_Size         = 819, 194
Dim_Title        = Proton Proton
Dim_Units        = [ppm] [ppm]
Dimensions       = X Y
Site             = ECS 400
Spectrometer     = DELTA2_NMR

Field_Strength   = 9.389766[T] (400[MHz])
X_Acq_Duration   = 0.16416768[s]
X_Domain         = 1H
X_Freq           = 399.78219838[MHz]
X_Offset         = 5.65579351[ppm]
X_Points         = 1024
X_Prescans       = 4
X_Resolution     = 6.09133296[Hz]
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X_Sweep_Clipped  = 4.99001996[kHz]
Y_Domain         = 1H
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Y_Points         = 97
Y_Prescans       = 0
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Irr_Domain       = Proton
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Irr_Offset       = 5[ppm]
Tri_Domain       = Proton
Tri_Freq         = 399.78219838[MHz]
Tri_Offset       = 5[ppm]
Clipped          = FALSE
Scans            = 4
Total_Scans      = 388

Relaxation_Delay = 1.5[s]
Recvr_Gain       = 38
Temp_Get         = 19.6[dC]
Mix_Time         = 0.5[s]
X_Acq_Time       = 0.16416768[s]
X_Atn            = 2[dB]
X_Pulse          = 12.1[us]
Y_Acq_Time       = 51.31776[ms]
Y_P1_Correction  = 180

---- PROCESSING PARAMETERS ----
sexp( 5.0[Hz], 0.0[s] )
trapezoid( 0[%], 0[%], 80[%], 100[%] )
zerofill( 1 )
fft( 1, TRUE, TRUE )
ppm
machinephase
[transpose]
sexp( 5.0[Hz], 0.0[s] )
trapezoid( 0[%], 0[%], 80[%], 100[%] )
zerofill( 2 )
fft( 1, TRUE, TRUE )
ppm
machinephase
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Filename         = C:\Users\kishi\AppData\Loc
Author           = delta
Experiment       = noesy.jxp
Sample_Id        = Ph-Tris
Solvent          = TOLUENE-D8
Creation_Time    = 22-OCT-2015 11:20:59
Revision_Time    = 22-OCT-2015 11:29:51
Current_Time     = 22-OCT-2015 12:25:08

Comment          = phase sensitive noesy
Data_Format      = 2D COMPLEX COMPLEX
Dim_Size         = 819, 172
Dim_Title        = Proton Proton
Dim_Units        = [ppm] [ppm]
Dimensions       = X Y
Site             = ECS 400
Spectrometer     = DELTA2_NMR

Field_Strength   = 9.389766[T] (400[MHz])
X_Acq_Duration   = 0.13656064[s]
X_Domain         = 1H
X_Freq           = 399.78219838[MHz]
X_Offset         = 5[ppm]
X_Points         = 1024
X_Prescans       = 4
X_Resolution     = 7.3227542[Hz]
X_Sweep          = 7.4985003[kHz]
X_Sweep_Clipped  = 5.99880024[kHz]
Y_Domain         = 1H
Y_Freq           = 399.78219838[MHz]
Y_Offset         = 5[ppm]
Y_Points         = 86
Y_Prescans       = 0
Y_Resolution     = 23.42719204[Hz]
Y_Sweep          = 5.99736116[kHz]
Irr_Domain       = Proton
Irr_Freq         = 399.78219838[MHz]
Irr_Offset       = 5[ppm]
Tri_Domain       = Proton
Tri_Freq         = 399.78219838[MHz]
Tri_Offset       = 5[ppm]
Clipped          = FALSE
Scans            = 4
Total_Scans      = 344

Relaxation_Delay = 1.5[s]
Recvr_Gain       = 50
Temp_Get         = 19[dC]
Mix_Time         = 0.5[s]
X_Acq_Time       = 0.13656064[s]
X_Atn            = 2[dB]
X_Pulse          = 12.1[us]
Y_Acq_Time       = 42.68544[ms]
Y_P1_Correction  = 180

---- PROCESSING PARAMETERS ----
sexp( 5.0[Hz], 0.0[s] )
trapezoid( 0[%], 0[%], 80[%], 100[%] )
zerofill( 1 )
fft( 1, TRUE, TRUE )
ppm
machinephase
[transpose]
sexp( 5.0[Hz], 0.0[s] )
trapezoid( 0[%], 0[%], 80[%], 100[%] )
zerofill( 2 )
fft( 1, TRUE, TRUE )
ppm
machinephase
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