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General information. Solvents were purchased from Kanto Chemical Co., Inc. or
Nacalai Tesque, Inc. Et,0 was dried by refluxing over sodium benzophenone ketyl and
distilled under argon. 1-(2-Hydroxyethyl)ethyleneimine (2¢) was purchased from Tokyo
Kasei Co. Ltd., and used after purification by distillation under argon. Other reagents
were used as delivered. Aziridine substrates of 2a, 2b and 2f were prepared by the

literature methods.'

Synthesis of Aziridines (2d-2e and 2g—20).

To an Et,O solution (40.0 mL) of 1-(2-Hydroxyethyl)ethyleneimine (1.50 g, 17.2
mmol) was added NaH (1.2 g, 30 mmmol) under argon atmosphere at 0 °C. The mixture
was stirred for 10 minutes, and appropriate organic bromides (17.2 mmol) dissolved in
Et,0 (10 mL) was added dropwisely at room temperature over a period of 5 minutes.
After stirring for 18 h, H,O (5.0 mL) was added to the solution. The ethereal solution
was washed with brine (50 mL) and dried with Na,SO,. The filtrate was concentrated in
vacuo to give the crude products. The desired aziridines were isolated after purification

by column chromatography using alumina and distillation.

N-[2-Benzyloxy]ethyl]aziridine (2d).

N(\osn
YAN

The title compound was prepared from benzyl bromide by the procedure described
above: yield: 75%; colorless liquid. 'H NMR (399.8 MHz, CDCl,) § 1.17 (m, 2H), 1.75
(m, 2H), 2.44 (t, 2H, °J; = 5.8 Hz; NCH,CH,0), 3.65 (t, 2H, *J,y = 5.8 Hz;

NCH,CH,0), 4.57 (s, 2H; CH,CH,), 7.26-737 (m, 4H; CH,C,H,); “C{'H} NMR
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(100.5 MHz, CDClL;) 6 27.1,61.1,69.8, 73.2, 1274, 127.5, 128.3, 138.4; HRMS (ESI)

calcd for C,;H,(NO 178.1226 (M + H"), found 178.1224.

1-[2-(Allyloxy)ethyl]aziridine (2e).

o

N
AN

The title compound was prepared from allyl bromide by the procedure described above:
yield: 56%; colorless liquid. 'H NMR (399.8 MHz, CDCl;) 6 1.15 (m, 2H), 1.73 (m,
2H), 2.40 (t, 2H, *Jyy = 5.8 Hz; NCH,CH,OCH,), 3.59 (t, 2H, *J; = 5.6 Hz;
NCH,CH,0CH,), 4.01 (m, 2H; CH,CH=CH,), 5.16 (ddt, 1H, *J; = 10.4 Hz, *Jy;; = 1.8
Hz, “Jyy = 1.2 Hz; CH,CH=CH,), 5.30 (ddt, 1H, *Jy, = 17.2 Hz, *J;; = 1.8 Hz, *Jyyyy =
1.8 Hz; CH,CH=CH,), 5.87-5.97 (m, 1H; CH,CH=CH,); "C{'H} NMR (100.5 MHz,
CDCly) 6 61.1,69.7,72.1, 116.7, 134.8; HRMS (ESI) caled for C,H,,NO 128.1070 (M

+ H"), found 128.1073.

1-[2-(Benzoyloxy)ethyl]aziridine (2g).

(\o Bz
2\

The title compound was prepared from benzoyl bromide by the procedure described
above: yield: 55%; colorless liquid. 'H NMR (399.8 MHz, CDCl,) 6 1.22 (m, 2H), 1.81
(m, 2H), 2.33 (t, 2H, °*J,y = 5.5 Hz; NCH,CH,0), 449 (t, 2H, *J,y = 5.5 Hz;
NCH,CH,0),7.41-8.07 (m, 5H; COC(Hy); "C{'H} NMR (100.5 MHz, CDCl;) §27.2,
59.8,128.3,129.6, 130.1, 132.9, 166.5. Anal. Calcd. for C,;H;NO,: C, 69.09; H, 6.85;

N, 7.32. Found: C,6947; H,6.74; N, 7.02.
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1-[2-(3-Fluorophenyl)methyloxy]ethyl]aziridine (2h).
F

-

[ /\@/

AN

The title compound was prepared from 3-fluorobenzyl bromide by the procedure
described above: yield: 72%; colorless liquid. 'H NMR (399.8 MHz, CDCl;) § 1.17 (m,
2H), 1.76 (m, 2H), 2.44 (t, 2H, *J,; = 5.5 Hz; NCH,CH,0), 3.65 (t, 2H, *J,; = 5.5 Hz;
NCH,CH,0), 4.56 (s, 2H; CH,C;H,F), 7.07-7.31 (m, 4H; CH,CH,F); "C{'H} NMR
(100.5 MHz, CDCl,) 627.1,61.0,70.0,72.4,114.1(d), 114.3(d), 122.7, 129.7(d), 141.1,

162.7(d). Anal. Calcd. for C,,H,,FNO: C, 67.67; H, 7.23; N, 7.17. Found: C, 67.89; H,

6.95; N, 6.80.

1-[2-(3-Chlorophenyl)methyloxy]ethyl]aziridine (2i).

N(\O /\©/CI

The title compound was prepared from 3-chlorobenzyl bromide by the procedure
described above: yield: 62%; colorless liquid. 'H NMR (399.8 MHz, CDCl;) § 1.17 (m,
2H), 1.76 (m, 2H), 2.44 (t, 2H, *J,; = 5.5 Hz; NCH,CH,0), 3.64 (t, 2H, *J,;; = 5.5 Hz;
NCH,CH,0), 4.53 (s, 2H; CH,C;H,Cl), 7.20-7.36 (m, 4H; CH,C,H,Cl); "C{'H} NMR
(100.5 MHz, CDCl,) 6 27.1, 61.0,70.0, 72.3, 125.4, 127 4, 127.5, 129.5, 134.2, 140.5.
Anal. Calcd. for C;,H,,CINO: C, 62.42; H, 6.67; N, 6.62. Found: C, 62.53; H, 6.59; N,

6.23.
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1-[2-(3-Bromophenyl)methyloxy]ethyl]aziridine (2j).

Ha
Br
-
N
/\ Hy Hyq
He

The title compound was prepared from 3-bromobenzyl bromide by the procedure
described above: yield: 52%; colorless liquid. 'H NMR (399.8 MHz, CDCl;) § 1.17 (m,
2H), 1.76 (m, 2H), 2.44 (t, 2H, *J,; = 5.5 Hz; NCH,CH,0), 3.64 (t, 2H, *J,;; = 5.5 Hz;
NCH,CH,0), 4.53 (s, 2H; CH,C(H,Br), 7.20 (m, 1H; aromatic), 7.26 (d, 1H, 3JHH =64
Hz; aromatic), 7.41 (d, 1H, *J,; = 1.2 Hz; aromatic), 7.52 (s, 1H; aromatic); “C{'H}
NMR (100.5 MHz, CDCl,) 6 27.1, 61.0, 70.0, 72.3, 1224, 1259, 129.8, 130.4, 130.5,

140.8; HRMS (ESI) calcd for C,;H,,BrNONa 278.0157 (M + Na"), found 278.0163.

1-[2-(3-Iodophenyl)methyloxy]ethyl]aziridine (2k).

Ha
|
-
N
/\ Hy Hq
He

The title compound was prepared from 3-iodobenzyl bromide, but was decomposed at
around 200 °C. The product was purified only with column chromatography: yield:
70%; colorless liquid. 'H NMR (399.8 MHz, CDCl,) 6 1.17 (m, 2H), 1.76 (m, 2H), 2.43
(t,2H, *Jyy; = 5.5 Hz; NCH,CH,0), 3.63 (t, 2H, *J,;; = 5.5 Hz; NCH,CH,0), 4.50 (s, 2H;
CH,CH,I), 7.07 (dd, 1H; aromatic), 7.29 (d, 1H, *J,;4y = 6.4 Hz; aromatic), 7.60 (d, 1H,
*Jun = 8.0 Hz; aromatic), 7.71 (s, 1H; aromatic); "C{'H} NMR (100.5 MHz, CDCl,)
27.1, 61.0, 700, 72.3, 122.4, 1259, 129.8, 1304, 130.5, 140.8. Anal. Calcd. for C.

1H,INO: C,43.48; H, 4.66; N, 4.62. Found: C,43.55; H,4.64; N, 4 .48..
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1-[2-(3-Nitrophenyl)methyloxy]ethyl]aziridine (2I).

Ha
NO
(\O 2
N
/\ Hy Hqd
He

The title compound was prepared from 3-nitrobenzyl bromide by the procedure
described above: yield: 40%; orange liquid. 'H NMR (399.8 MHz, CDCl;) 6 1.19 (m,
2H), 1.78 (m, 2H), 2.47 (t, 2H, *J,; = 5.5 Hz; NCH,CH,0), 3.69 (t, 2H, *J,;;; = 5.5 Hz;
NCH,CH,0), 4.66 (s, 2H; CH,C,H,NO,), 7.50 (m, 1H; aromatic), 7.68 (d, 1H, *J,y =
7.6 Hz; aromatic), 8.13 (d, 1H, *J,;, = 8.2 Hz; aromatic), 8.23 (s, 1H; aromatic); “C{'H}
NMR (100.5 MHz, CDCl,) 6 27.2, 610, 70.5,71.8, 122.0, 122.4, 129.2, 133.1, 140.7,
148.1. Anal. Calcd. for C,,H,,N,O;: C, 59.45; H, 6.35; N, 12.60. Found: C, 59.70; H,

6.13; N, 12.26.

1-[2-(3-Methoxyphenyl)methyloxy]ethyl]aziridine (2m).

OMe
N(\O [ j
/\

The title compound was prepared from 3-methoxybenzyl bromide by the procedure
described above: yield: 60%; colorless liquid. 'H NMR (399.8 MHz, CDCl;) § 1.17 (m,
2H), 1.75 (m, 2H), 2.43 (t, 2H, *J,, = 5.5 Hz; NCH,CH,0), 3.64 (t, 2H, *J,, = 5.5 Hz;
NCH,CH,0), 3.80 (s, 2H; OCH,), 4.54 (s, 2H; CH,CH,NO,), 6.80-6.83 (m, 1H),
6.91-6.93 (m, 2H), 7.24 (m, 1H); "C{'H} NMR (100.5 MHz, CDCl,) §55.1,61.1, 69.8,
73.0, 1128, 113.1, 119.7, 129.3, 140.0, 159.6; HRMS (ESI) caled for C,,H,;;NO

208.1332 (M + H"), found 208.1337.
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1-[2-(3,4-Methylenedioxyphenylmethyloxy)ethyl]aziridine (2n).
(\O/\C[o>
AN d

The title compound was prepared from 3.4-methylenedioxybenzyl bromide by the
procedure described above: yield: 50%; colorless liquid. 'H NMR (399.8 MHz, CDCL,)
81.16 (m, 2H), 1.75 (m, 2H), 2.41 (t, 2H, *J,; = 5.5 Hz; NCH,CH,0), 3.61 (t, 2H, *Jyy
= 5.5 Hz; NCH,CH,0), 3.39 (s, 2H; CH,C;H;0CH,0), 5.94 (s, 2H; CH,C;H,;0CH,0),
6.75-6.86 (m, 3H; CH,CsH,0CH,0); “C{'H} NMR (100.5 MHz, CDCl;) §27.1,61.1,
65.5, 73.0, 100.8, 107.9, 108.3, 121.1, 132.3, 146 .9, 147.6; HRMS (ESI) calcd for C.

LH,NO, 222.1125 (M + H*), found 222.1125.

1-[2-(Thiophen-2-ylmethyloxy)ethyl]aziridine (20).

(\O/\@

AN

The title compound was prepared from 2-bromothiophene by the procedure described
above: yield: 62%; pale yellow liquid. 'H NMR (399.8 MHz, CDCl,) 6 1.16 (m, 2H),
1.74 (m, 2H), 2.42 (t, 2H, *J,; = 5.5 Hz; NCH,CH,0), 3.65 (t, 2H, *J,y = 5.5 Hz;
NCH,CH,0), 4.72 (s, 2H; CH,C,H,S), 6.96-7.27 (m, 3H; CH,C,H,S); "C{'H} NMR
(100.5 MHz, CDCl,) 6 27.1, 61.0, 67.7, 694, 125.6, 126.2, 126.5, 141.1. Anal. Calcd.

for C,H;NOS: C, 58.98; H, 7.15; N, 7.64. Found: C, 58.67; H, 7.04; N, 7.39.
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4c balance : 3 : FALSE
\ sexp  0.2[Ez] : 3.01s]
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Irr_atn_dec

| Irr_atn_noe

———— PROCESSING PARAMETERS —----—
dc_balance : 0 : FALSE
sexp : 2.0[Hz] : 0.0[s]
trapezoid3 : 0[%] 80[%] : 100([%]
< zerofill : 1
fft : 1 : TRUE TRUE
[N machinephase
= 2 ppm
a reference : 77.166[ppm] : 77 [ppm]
-3
~ Derived from: 80-00419-507,r.t.,13C,CDC1
w
-
- -
= Filename = 80-00419-507,r.t.,13C
| Author = delta
3 Experiment = single_pulse_dec
Sample_id g1
Solvent = CHLOROFORM-D
S Creation_time = 22-APR-2010 15:21:33
Revision time = 22-APR-2010 15:22:36
—_ | Current_time = 22-APR-2010 15:22:37
-t
Comment = single pulse decouple
o Data_format = 1D COMPLEX
~ Dim_size = 26214
Dim_title = 13C
EN Dim_units = [ppm]
S | Dimensions =X
Site = ECX 400p
®© | Spectrometer = DELTA2_ NMR
=
| Field_strength = 9.389766[T] (400[MHz]
3 | X_acq duration = 1.04333312(s]
< X_domain = 13c¢
X freq = 100.52530333 [MHz]
2 X_offset = 100 [ppm]
= X_points = 32768
X_prescans =2
a4 X_resolution = 0.95846665 [Hz]
{ X _sweep = 31.40703518[kHz]
Irr domain = 1H
b Irr _freq = 399.78219838 [MHz]
Irr offset = 5[ppm]
- | Clipped = FALSE
=) Mod_return = A
| Scans = 49
a ! | Total_ scans = 49
g =
=l | X_90_width 9.5[us]
g ~ | X_acq_time 1.04333312(s]
g S | X_angle 30 [degl]
2 l X_atn 5.2[dB]
e X_pulse 3.16666667 [us]

21.10216[dB]
21.10216[dB]

LA | [ A (1

% ! LARRE AN P SERRIANRRE RS | Irr_noise WALTZ
160.0  150.0 140.0 130.0 40.0 30.0 0 pecoupling TRUE
IR ‘ Initial wait 1[s]
/1\ [ | Noe TRUE
| Noe_time 3[sl]
Recvr_gain 60
2 [N g & 5 % E Relaxation_delay 3[s]
P AnR w88 & S Repetition time = 4.04333312([s]
2 N EEe ) 5 | Temp_get 22.9[dc]
- - [

X : parts per Million : 13C
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10.0

abundance

abundance

30

20

194

15

X parts per Million : 1H

8.0 7.0 6.0 5.0

X : parts per Million : 1H

4.0

LJEOL

—--- PROCESSING PARAMETERS ----
FALSE

dc_balance : 0 :
sexp : 0.2[Hz] :
trapezoid3 : 0[%]
zerofill : 1

fft : 1 : TRUE :
machinephase

ppm

0

.0[s]
: 80[%] : 100([%]

TRUE

base_correct : None : 0 : Smooth
reference : 7.253[ppm] : 7.26[ppm]

Derived from: 80-tBuaz-dist,rt,1H,CDCl3-

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
Irr_domain
Irr_freq
Irr_offset
Tri_domain
Tri_freq
Tri_offset
Clipped
Mod_return
Scans

| Total_scans

X_90_width
X_acq_time

| X_angle

X_atn

X_pulse

Irr_mode
Tri_mode
Dante_presat
Initial_wait
Recvr_gain
Relaxation_delay
Repetition_time

Temp_get

LU I I I 1)

LU I I I [}

LU I I U I O I I )

80-tBuaz-dist,rt,1H,C
delta
single_pulse.ex2

CHLOROFORM-D

15-JUN-2012 19:01:59
15-JUN-2012 19:10:55
15-JUN-2012 19:11:44

single_pulse
1D REAL
26214

1H

[ppm]

X

ECX 400P
DELTA2_NMR

9.389766[T] (400 [MHz]
3.2768[s]

1H

399.78219838 [MHz]
5 [ppm]

32768

0

0.30517578 [Hz]

10 [kHz]

1H

399.78219838 [MHz]
5 [ppm]

1H

399.78219838 [MHz]
5 [ppm]

FALSE |
1 |
4 |
4

13.2[us] |
3.2768[s] |
45 [deg] |
2.1[dB] |
6.6[us]

Ooff |
Off
FALSE
1[s]

36

2[s]
5.2768[s]
403.5[dC]

S10



Electronic Supplementary Material (ESI) for Green Chemistry
This journal is © The Royal Society of Chemistry 2012

N
|
&A dc_balance : 0 : FALSE
1 sexp : 2.0[Hz] : 0.0[s]
1 trapezoid3 : 0[%] : 80[%] : 100([%]
b= 2b zerofill : 1
S ] fft : 1 : TRUE : TRUE
] machinephase
] | ppm
9\4“ reference : 77.166([ppm] : 77 [ppm]
-
S ] Derived from: 80-tBuaz-dist,rt,13C,CDC13
~ J‘
-
S ] R
} Filename = 80-tBuaz-dist,rt,13C,
i Author = delta
w - Experiment = single_pulse_dec
S Sample_id =1
1 Solvent = CHLOROFORM-D
| 1 Creation_time = 15-JUN-2012 19:09:11
| 1 ! Revision_time = 15-JUN-2012 19:16:25
‘ b Current_time = 15-JUN-2012 19:16:54
| S
| ]1 Comment = single pulse decouple
| i Data_format = 1D COMPLEX
| -] Dim_size = 26214
| - Dim_title = 13C
S Dim_units = [ppm]
Dimensions =X
Site = ECX 400P
2 Spectrometer = DELTA2_NMR
| Field_strength = 9.389766([T] (400[MHZz]
- X_acqg_duration = 1.04333312([s]
X_domain = 13C
g 1 X_freq = 100.52530333 [MHz]
= X_offset = 100 [ppm]
1 X _points = 32768
3 X_prescans =2
] X_resolution = 0.95846665[Hz]
| 8 X_sweep = 31.40703518 [kHz]
| S Irr_domain = 1H
| 4 Irr_freq = 399.78219838 [MHz]
| 1 Irr offset = 5[ppm]
| e 1 Clipped = FALSE
| <4 Mod_return =1
| ° ] Scans = 31
| | Total_scans = 31
| @ b
2 = X_90_width = 8.5[us]
-§ = i X_acq_time = 1.04333312(s]
A1 I | i I X_angle = 30[deg]
2 At S AR I WO B o Wl 553 - S
= " ‘ U A L | | [N x puise = 2.83333333[us]
- =
| < Irr_atn_dec = 20.356[dB]
T3 Irr_atn_noe = 20.356 [dB]
L . . . , e S — T e T Trr noise - wALTZ
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 pecoupling = TRUE
| Initial wait = 1[s]
| / \\ Noe = TRUE
Noe_time = 3[s]
Recvr_gain = 46
S&“.E | :S .I: Relaxation_delay = 3[s]
388 & = 8 Repetition_time = 4.04333312[s]
[N o b ] Temp_get = 403.5[dcC]

X : parts per Million : 13C

S11



Electronic Supplementary Material (ESI) for Green Chemistry
This journal is © The Royal Society of Chemistry 2012

>
C
m
-

|
|
! 2‘1 " ——=—— PROCESSING PARAMETERS ----
| | dc_balance : 0 : FALSE
| J sexp : 0.2[Hz] : 0.0[s]
| | | trapezoid3 : 0[%] : 80[%] : 100[%]
; \ zerofill : 1
| fft : 1 : TRUE : TRUE
| | machinephase
| | ppm
| base_correct : None : 0 : Smooth
| reference : 7.253[ppm] : 7.26[ppm]
27 « e (: ( (8 Derived from: 80-Bnaz,r.t.,1H,CDCl3-1.jd
= o ‘ N | <
[ |
|
| Filename = 80-Bnaz,r.t.,1H,CDC13
Author = delta
Experiment = single_pulse.ex2
| Sample_id =1
J ) Solvent = CHLOROFORM-D
7 Creation_time = 21-FEB-2012 11:34:42
Revision_time = 21-FEB-2012 11:40:02
Current_time = 21-FEB-2012 11:40:23
Comment = single_pulse
- Data_format = 1D REAL
o Dim_size = 26214
1 Dim_title = 1H
4 Dim_units = [ppm]
Dimensions =X
Site = ECX 400P
Spectrometer = DELTA2_NMR
| Field_strength = 9.389766[T] (400[MHZz]
| | X_acq_duration = 3.2768[s]
| | X_domain = 1H
| | Xx_freq = 399.78219838[MHz]
| | X_offset = 5[ppm]
| | X_points = 32768
1 | X_prescans =0
S| | X_resolution = 0.30517578[Hz]
= | X_sweep = 10[kHz]
1 | Irr_domain = 1H
{ | Irr_freq = 399.78219838 [MHz]
Irr_offset = 5[ppm]
| Tri_domain = 1H
| Tri_freq = 399.78219838[MHz]
| Tri_offset = 5[ppm]
| Clipped = FALSE
@ | Mod_return =1
E] | Scans =8
| “ Total_scans =8
= |
2 4 [l X_90_width = 13.2[us]
= { | \ It X_acq_time = 3.2768[s]
‘ - J L I Y X_angle = 45[deg]
| X_atn = 2.1[dB]
e T WL L LR | T T Ll 1 R 7] X_pulse = 6.6[us]
} 6.0 5.0 40 3.0 ; 2.0 0 Irr_mode = Off
{ ] \ Tri_mode = Off
| /\ /[ / Dante_presat = FALSE
| Initial_wait = 1[s]
; v 2R ) ) e Recvr_gain = 40
| 2 $%m m%g F);," Il:s Relaxation_delay = 2[s]
| w S < S - Repetition_time = 5.2768([s]
- e ey e - Temp_get = 24.7[4c]
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N
l/‘z

0.25

0.2
Y Y PN T

abundance

0.27

0.19 0.21

0.17
1

0.03

01

0

-0.01

@

A A A

-
160.0 150.0

SaE
140.0 130.0

=

138.3728
128.2661
127.5033

X : parts per Million : 13C

—

127.4271

- BJEOL

——=—— PROCESSING PARAMETERS ----
dc_balance : 0 FALSE
sexp : 2.0[Hz] 0.0[s]

| trapezoid3 : 0["6] : 80[%] : 100[%]
| zerofill : 1

fft : 1 : TRUE : TRUE
machinephase

ppm

reference : 77.166[ppm] : 77 [ppm]

Derived from: 80-Bnaz,r.t.,13C,CDC1l3-1.j

R ———

T T

120. 110.0

00 96[0

T

N

1 T
100.0 80.0 |

T

77.2656
76.9510
76.6268
73.1562
69.8096

61.0950

T

40.0

T T

30.0

20.0 10.0 0

80-Bnaz,r.t.,13C,CDC1l

21-FEB-2012 11:43:15
21-FEB-2012 11:47:08
21-FEB-2012 11:47:33

Creation_time
Revision_time
Current_time

Filename =
Author = delta
Experiment = single_pulse_dec
Sample_id =1
Solvent = CHLOROFORM-D

=

Comment = single pulse decouple
Data_format = 1D COMPLEX
Dim_size = 26214

Dim_title = 13C

Dim_units = [ppm]

Dimensions =X

Site = ECX 400P
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 =2

X_resolution = 0.95846665[Hz]
X_sweep = 31.40703518[kHz]
Irr_domain = 1H

Irr_freq = 399.78219838[MHz]
Irr_offset = 5[ppm]

Clipped = FALSE

Mod_return =1

Scans = 70

Total_scans = 70

X_90_width = 8.5[us]
X_acq_time = 1.04333312[s]
X_angle = 30[deg]

X_atn = 3.6[dB]

X_pulse = 2.83333333[us]
Irr_atn_dec = 20.356[dB]
Irr_atn_noe = 20.356[dB]
Irr_noise = WALTZ

Decoupling = TRUE
| Initial_wait = 1[s]
| Noe = TRUE
| Noe_time = 3[s]
| Recvr_gain = 48
| Relaxation_delay = 3[s]
Repetition_time = 4.04333312([s]
Temp_get = 25[dcC]

27.1042
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|
‘ % 1 ‘ | J 4
| ' \
1
N | | | |
| | ] 1
L\ | | s ‘ | 0 SR :
N i ‘ 1 1] ‘ ‘ | ———— PROCESSING PARAMETERS —---—
| ?& [ 1 e Fies 7 I dc_balance : 0 : FALSE
<] % | ] [= ‘(ﬂ BE] | | il : sexp : 0.2[Hz] : 0.0[s]
| RO | ! ( : | & ||l « | 3 | trapezoid3 : 0[%] : 80[%] : 100([%]
o 1 | | | | | ‘ zerofill : 1
1 !\f | ( [l | £ft : 1 : TRUE : TRUE
1 3 | 1 ' ‘ b l { J ( I | | machinephase
2 | I e ! | | ppm
- fh 1| J i | base_correct : None : 0 : Smooth
g = Wi i o ( i | reference : 7.253[ppm] : 7.26[ppm]
oo ’ ! | | | | | Derived from: 80-allyl,r.t.,1H,CDCL3-1.j
=1 a1 | ( Il
< ) 0 <9 & ; / ‘; | | i
- | 11l / | | L
7 VNN | J J | j J J ) r SN
AARARANY 1 ‘ | Filename = 80-allyl,r.t.,1H,CDCL
| | Author = delta
| : Experimgnt = single_pulse.ex2
3 | | Sample_id =1
} ol { 1 | Solvent = CHLOROFORM-D
24 | ] | | Creation_time = 21-MAY-2011 11:53:36
i [ | Revision_time = 21-MAY-2011 11:56:36
=1 7 I~ Current_time = 21-MAY-2011 11:56:52
2 1o { | 1 |
iy { ] I | | Comment = single_pulse
{ ‘ ‘ Ei | i I | Data_format = 1D REAL
| 1 ! | [ | Dim_size = 26214
| { [ 1] w || | Dim_title = 1H
| i ] | ! “ | | | | | Dim_units = [ppm]
I ls 1 I | il | Dimensions =%
(. | o1 | ' | site = ECX 400P
EE A t B 1/ ¢ M || | Spectrometer = DELTA2_NMR
(I O I S 5 ek | 1
-] I I R B - | | | Field_strength = 9.389766([T] (400 [MHz]
S | | | T | ‘ X_acq duration = 3.2768[s]
[ o AN | [ X_domain = 1H
v [ \ T | X_freq = 399.78219838 [MHz]
o ’ i | | X _offset = 5[ppm]
i H‘ i ‘ i | X_points = 32768
| | L : X_prescans =0
= 11 1l X s pe Ml 11 ‘ ‘ | X_resolution = 0.30517578[Hz]
P | | | X_sweep = 10[kHz]
ol I i | Irr_domain = 1H
| Irr_freq = 399.78219838 [MHz]
ol 31 | Irr offset = 5[ppm]
- o e / | Tri_domain = 1H
i | | Tri_freq = 399.78219838 [MHz]
| 3 | Tri_offset = 5[ppm]
; 1 | } Clipped = FALSE
@ | | | Mod_return =1
= I | Scans =8
,.g 1 ‘ i | Total_scans =8
g | I | |
2 | 1 “ | X_90_width = 13.2[us]
. | i ‘. I | I | X_acq_time = 3.2768[s]
-t NN Ao e Jl | X angle = 45[deg]
Il | | X_atn = 2.1[dB]
; = BN o 8 O B I il % ST | 2 : SR R o JI SR 0 e IS O il Mo e =3 r—— X pulse b
10.0 9.0 8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 0 ; Irr_mode = Off
[ /ﬂ }\' U l A A l\ | | Tri_mode = Off
/ ‘\\ /\\ N / \ /\ /\ | Dante_presat = FALSE
| Initial_wait = 1[s]
5 Qune weg 23 1S epg  er g3 | Rocyr gesa S 3
@ S8R 852 =8 &= N aa Fe | Relaxation delay = 2[s]
o QA xR (32 5% P eSS v b tug fg ] Ll 3 ohed Repetition time = 5.2768[s]
= v W < e el - - Temp_get = 25.6[4C]

X : parts per Million : 1H
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abundance

-1
o
=

0.13 0.15 0.17 0.19

0.11

0.03 0.05 0.07 0.09

0.01

-0.01

150.0  140.0 130.0 120.0

134.7973

X : parts per Million : 13C

116.7007

110.0

100.0

M

]

M
i

AN

77.2656
76.9510
76.6268
72.0979

69.6952

61.0855

S A

o 1

———— PROCESSING PARAMETERS —----—
FALSE

dc_balance : 0
sexp : 2.0[Hz]

trapezoid3 : 0[%]

zerofill : 1
fft : 1 : TRUE :
machinephase

0.

0[s]
80[%] : 100[%]

TRUE

ppm
reference : 77.166[ppm] : 77 [ppm]

Derived from: 80-allyl,r.t.,13C,CDC1l3-1.

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
Irr_domain
Irr_freq
Irr_offset
Clipped
Mod_return
Scans
Total_scans

X _90_width
X_acq_time
X_angle
X_atn
X_pulse
Irr_atn_dec
Irr_atn_noe
Irr_noise
Decoupling
Initial wait
Noe
Noe_time
Recvr_gain

Relaxation_delay

| Repetition_time

Temp_get

W mwuwnwnunun

LU U L T I I 1}

LU I T T O T )

LU I (O [

80-allyl,r.t.,13C,CDC

delta
single_pulse_dec
1

CHLOROFORM-D

21-MAY-2011 11:47:36
21-MAY-2011 11:47:21
21-MAY-2011 11:48:10

single pulse decouple

1D COMPLEX
26214

13c

[ppm]

X

ECX 400P
DELTA2_NMR

9.389766[T]
1.04333312([s]
13cC

100.52530333 [MHZz]

100 [ppm]
32768

2

0.95846665[Hz]
31.40703518[kHz]
1H

399.78219838 [MHZz]

5 [ppm]
FALSE
T

94

94

8.5[us]
1.04333312([s]
30[deg]
3.6[dB]
2.83333333[us]
20.356[dB]
20.356[dB]
WALTZ

TRUE

1[s]

TRUE

3[s]

48

3[s]
4.04333312([s]
25.4[dcC]

(400 [MHZ]
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“OTBDMS T BRI o 0 e '
jusZe pJEDL

@f | dc_balance : 0

| | sexp : 0.2[Hz] -
| trapezoid3 : 0[%]

8.0

17.0

FALSE

0.0[s]

1 80[%] : 100[%]

=
%) i zerofill : 1
= || ££t : 1 : TRUE : TRUE
I ! 1 | | machinephase
= | {11 | ppm
— | I base_correct : None : 0 : Smooth
[/ | reference : 7.253 [ppm] : 7.26[ppm]
Il [ Vv |
= 1 el “ ‘ | Derived from: 80-1125,r.t.,1H,CDC13-1.jd
e I 1 | ‘ = i
<. B | : ] \ 83 1
S bl €51 s \ | R —
I 5 ! \ | Fi =
[ | =l - N s Filename = 80-1125,r.t.,1H,CDC13
=) [l ‘ ‘3 | ‘{ | Author = delta
= | | ‘g | | Experiment = single_pulse.ex2
| o | 12 1 Sample_id =1
Il { | Solvent = CHLOROFORM-D
= \/ A ioies sagaratenignos Creation_time = 26-MAY-2011 16:18:14
= J NN | 3 Revision_time = 26-MAY-2011 16:19:32
A i Current_time = 26-MAY-2011 16:20:23
i | |
§ i . | Z [ Comment = single_pulse
g -9 Data_format = 1D REAL
S, | ° Dim_size = 26214
= X2 parts per Million s 1H 3 Dim title = 1n
% Dim_units = [ppm]
| | Dimensions =X
& g oz & | | site = ECX 400P
=~ - Rl | Spectrometer = DELTA2_NMR
X : purts per Million : 1H | |
A B ] | Field_strength = 9.389766[T] (400[MHz]
S | | X_acq duration = 3.2768([s]
e | X_domain = 1H
] X _freq = 399.78219838[MHz]
a1 | X_offset = 5[ppm]
| w ] x | X_points = 32768
{ QN [« 2 - | X_prescans =0
| | 1.8 & ) | X_resolution = 0.30517578[Hz]
=] ( ( i | X_sweep = 10[kHz]
. | | | Irr_domain = 1H
[ | Irr_freq = 399.78219838[MHz]
- { [ | | | Irr_offset = 5[ppm]
P | J / Tri_domain = 1H
T < i ¥ “ 4 Tri_freq = 399.78219838[MHz]
Tri_offset = 5[ppm]
< Clipped = FALSE
g N | Mod_return =1
£ | | | Scans =8
| -
-E = ‘ 1 [ Total_scans =8
B0, e |
2 | i [ X_90_width = 13.2[us]
& | | X_acq_time = 3.2768[s]
o . PO s { IR v SR ) | X_angle = 45[deg]
X _atn = 2.1[dB]
r 2 LI LTS5 3 ) P P L I | X_pulse = 6.6[us]
8.0 7.0 6.0 5.0 Irr_mode = Off
/ / Tri_mode = Off
| | / / / / //"‘\ Dante_presat = FALSE
Initial wait = 1[s]
5 oo a ) awn ) o Recvr_gain = 36
2 Exf Sag. S8 o gas=S £8 Relaxation delay = 2(s]
N X e Lol 5 =R SS Repetition_time = 5.2768[s]
~ eehen SR —— —_——eSss =254 Temp_get = 25.6[4C]

X : parts per Million : 1H
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=
0.23

|
VAR |
| ] I — e
Qf 7 | —-—- PROCESSING PARAMETERS —-—-
o | | dc_balance : 0 : FALSE
{ | | sexp : 2.0[Hz] : 0.0[s]
| | trapezoid3 : O0[%] : 80[%] : 100[%]
| | zerofill : 1
=N | | £ft .+ 1 : TRUE : TRUE
= | machinephase
L | | ppm
I | reference : 77.166[ppm] : 77 [ppm]
et 1 Derived from: 80-1125,r.t.13C,CDCl3-1.jd
—
o‘ i |
a Filename = 80-1125,r.t.13C,CDCL3
S Author = delta
| Experiment = single_pulse_dec
Sample_id =
| Solvent = CHLOROFORM-D
] Creation_time = 26-MAY-2011 16:26:51
S Revision_time = 26-MAY-2011 16:26:42
Current_time = 26-MAY-2011 16:28:06
Comment = single pulse decouple
= Data_format = 1D COMPLEX
| Dim_size = 26214
Dim_title = 13C
Dim_units = [ppm]
Dimensions =X
R site = ECX 400P
= Spectrometer = DELTA2_NMR
| Field_strength = 9.389766([T] (400[MHz]
X_acq duration = 1.04333312[s]
= X_domain = 13C
= | Xx_freq = 100.52530333 [MHz]
X_offset = 100 [ppm]
X_points = 32768
| X_prescans =2
w | X_resolution = 0.95846665[Hz]
= X_sweep = 31.40703518 [kHz]
Irr_domain = 1H
Irr_ freq = 399.78219838[MHz]
Irr_offset = 5[ppm]
o Clipped = FALSE
g Mod_return =1
Scans = 62
| | Total_scans = 62
o
B { ‘ X_90_width = 8.5[us]
s 2 i X_acq_time = 1.04333312[s]
E < | | 7 i L | w X_angle = 30[deg]
0 ’ il v LT Ll | i L ) ™ \ Vil d el I/ X_atn = 3.6[dB]
S b A AN M A b b 2252, i T T
< Irr_atn_dec = 20.356[dB]
T | Irr_atn_noe = 20.356[dB]
BFLY LEREERE N SRR I A SR RS LA T SIS B TR o o 0 T- 0 T = WALTZ
130.0  120.0 110.0 100.0 90.0 80.0 -20.0| pecoupling = TRUE
/‘\ I | | Initial_wait = 1[s]
/I\ |\ | ‘ | Noe = TRUE
- : Noe_time = 3[s]
~ Recvr_gain = 46
§§§ §§ aﬁ § < ‘ Relaxation_delay = 3[s]
R EOR:] SR %% ] v | Repetition time = 4.04333312[s]
NS gad N % ! | Temp_get = 25.6[dC]
I
l

X : parts per Million : 13C
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[ o
| =—=—— PROCESSING PARAMETERS —----—
| | | dc_balance : 0 : FALSE
2 29 | sexp : 0.2[Hz] : 0.0[s]
| trapezoid3 : 0[%] : 80[%] : 100[%]
| zerofill : 1
| £fft ¢+ 1 : TRUE : TRUE
:~ (= | machinephase
| s /o /N | ppm
5 ( |~ [ | base_correct : None : 0 : Smooth
I ] | reference : 7.253[ppm] : 7.26[ppm]
- |
= ‘ | | Derived from: 80-Bzoxyethylaz,r.t.,1H,CD
i
s | |
- |
| Filename = 80-Bzoxyethylaz,r.t.,
{ Author = delta
a Experiment = single_pulse.ex2
=) Sample_id =1
f Solvent = CHLOROFORM-D
/ Creation_time = 20-MAY-2011 11:24:16
A ( Revision_time = 20-MAY-2011 11:39:40
= Current_time = 20-MAY-2011 11:39:49
Comment = single_pulse
| Data_format = 1D REAL
g | Dim_size = 26214
| Dim_title = 1H
| | | Dim_units = [ppm]
| | Dimensions =X
w | site = ECX 400P
= 3 | } | Spectrometer = DELTA2_NMR
’ i ) ] | Field_strength = 9.389766([T] (400[MHz]
w | /A ) e | Y, | X_acq duration = 3.2768[s]
| I | X_domain = 1H
[ | X_freq = 399.78219838 [MHz]
! " | X _offset = 5[ppm]
- | i | | X_points = 32768
< I ] | X_prescans =
1 i | X_resolution = 0.30517578[Hz]
1 ‘ | | X_sweep = 10[kHz]
| “ i | | Irr_domain = 18
S | | Irr_freq = 399.78219838 [MHz]
| I I | Irr_offset = 5[ppm]
[ I | | Tri_domain = 1H
= 4 ‘ | | | Tri_freq = 399.78219838 [MHz]
pxa| | | | | | Tri_offset = 5[ppm]
i | ‘ | clipped = FALSE
8 | “ l | | Mod_return =1
E | | | | Scans =8
K| - [ 1 “ ‘ | Total_scans =8
g I | D J
é’ i z I I | j‘ | x_90_width = 13.2[us]
\ AIR] i I I/ /A | X_acq_time = 3.2768[s]
o < w Nmad T U i b SATTSERY A L WS s O Sl ISR X_angle = 45[deg]
| X_atn = 2.1[dB]
= i S R T T e L S — X pulse - 6.60us]
10.0 9.0 8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 0 | Irr_mode = Off
”/‘\ /H ) )\ ’l | Tri_mode = Off
7 \ o) X v Al \ | Dante_presat = FALSE
| Initial_wait = 1[s]
TS ;RS =] gaLw gz o\ | Recvr_gain = 36
28 2888 £33 328 S8SE B Relaxation delay = 2[s]
QS ST 0yt Lnin VKX AqA Repetition_time = 5.2768[s]
®0ed S~ < < NN e | Temp_get = 25.2[dC]

X : parts per Million : 1H
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A AR

il
i
|
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i et T LR L i e N
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| |
//k\ [

|

- o (= N

Bm= g R I

el 2 & e

NN T @ IS

dc_balance : 0
sexp : 2.0[Hz]
trapezoid3 :
zerofill : 1
fft : 1 : TRUE
machinephase
ppm
reference :

——-— PROCESSING PARAMETERS ----—

: FALSE

0.
01[%]

0[s]

80([%] : 100[%]

: TRUE

77.166[ppm] :

77 [ppm]

Derived from: 80-1089,r.t.,13C,CDC13-1.j

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
Irr_domain
Irr_freq
Irr_offset

| Clipped

Mod_return
Scans

| Total_ scans

X_90_width
X_acq_time

| X_angle

X _atn
X_pulse
Irr_atn_dec
Irr_atn_noe

| Irr_noise

Decoupling
Initial wait
Noe
Noe_time
Recvr_gain

‘ Relaxation_delay
Repetition_time

Temp_get

wwmwnuwnn

LU (I I 1)

LA T 1 T 1 1}

80-1089,r.t.,13C,CDCL
delta
single_pulse_dec

1

CHLOROFORM-D

10-MAY-2011 16:00:28
10-MAY-2011 15:59:53
10-MAY-2011 16:00:24

single pulse decouple
1D COMPLEX

26214

13C

[ppm]

X

ECX 400P
DELTA2_NMR

9.389766[T] (400([MHz]
1.04333312([s]

13c

100.52530333 [MHz]

100 [ppm]

32768

2
0.95846665 [Hz]
31.40703518 [kHz]
1H

399.78219838 [MHz]
5 [ppm]

TRUE

3

85

85

8.5[us]
1.04333312([s]
30[deg]
3.6[dB]
2.83333333[us]
20.356[dB]
20.356[dB]
WALTZ

TRUE

1[s]

TRUE

3[s]

60

3[s]
4.04333312([s]
26.4[dcC]
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[ &
o
| =
J
I | e
| @ | &
1= | @
| Il
i BE
= |
| [ ]
| P A
|
1
-
N
1
1
| e
i —
3 |
'8 “
-]
|2
I'E I {‘
| 8
|2 | ‘
| ® . l L
i PO B Y L P L S
|

AJEDL

204
2.07

4.5559
2.4551
2.4414
2.4276
1.7673
1.7559

—=—-— PROCESSING PARAMETERS ----

dc_balance : 0 :
sexp : 0.2[Hz] :

trapezoid3 : 0[%]

zerofill : 1
fft : 1 : TRUE :
machinephase
ppm

base_correct : None

FALSE
0.

0[s]
80[%] : 100[%]

TRUE

: 0 : Smooth

reference : 7.253[ppm] : 7.26[ppm]

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
Irr_domain
Irr_freq
Irr_offset
Tri_domain
Tri_freq
Tri_offset
Clipped

| Mod_return
| Scans

Total_scans

X_90_width
X_acqg_time
X_angle

| X atn

X_pulse

Irr_mode
Tri_mode
Dante_presat
Initial_wait
Recvr_gain
Relaxation_delay
Repetition_time
Temp_get

LU I I L 1)

W wwnwwnnnn

| Derived from: 80-1439,r.t.,1H,CDC13-2.3d

80-1439,r.t.,1H,CDC13
delta
single_pulse.ex2

1

CHLOROFORM-D

20-JAN-2012 15:28:35
20-JAN-2012 15:35:25
20-JAN-2012 15:35:51

single_pulse

X
ECX 400P
DELTA2_NMR

9.389766[T] (400 [MHz]
3.2768[s]

1H

399.78219838 [MHz]

5 [ppm]

32768

0

0.30517578[Hz]

10 [kHz]

1H

399.78219838 [MHz]
5 [ppm]

1H

399.78219838 [MHz]
5 [ppm]

FALSE

1

8

8

13.2[us]
3.2768([s]
45 [deg]
2.1[daB]
6.6[us]
Ooff

Ooff
FALSE
1[s]

38

2[s]
5.2768[s]
24[ac]

X : parts per Million : 1H
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A A - - I ——

(57 ] AJEOL

0.22

0.0
0.0

1 I —==— PROCESSING PARAMETERS ----
sl 1 l: I dc_balance : 0 : FALSE

| sexp : 2.0[Hz] : 0.0[s]
trapezoid3 : 0[%] : 80([%] : 100[%]
zerofill : 1
fft : 1 : TRUE : TRUE
machinephase
ppm
reference : 77.166([ppm] : 77 [ppm]

20
200

| Derived from: 80-1439,r.t.,13C,CDC1l3-2.j

100

0 0.1 0.02 0.03 0.04 0.05 006 0.07 0.08 0.09 0.1 0.11 0.12 0.13 0.14 0.15 0.16 0.17 0.18 0.19 0.2 0.21

| Revision_time

20-JAN-2012 16:02:49

| | S FC——— —
ol i | | | Filename = 80-1439,r.t.,13C,CDC1l
& i ‘ﬁ | Author = delta
‘ d 3 Experiment = single_pulse_dec
! LN A ? | sample_id =1
| i Solvent = CHLOROFORM-D
= | Creation_time = 20-JAN-2012 15:56:53

1200

Current_time

20-JAN-2012 16:04:29

‘ | Comment = single pulse decouple
Data_format = 1D COMPLEX
] § = 5 Dim_size = 26214
] s 3 i Dim_title = 13C
5 £ peris 8 | Dim_units = [ppm]
{ o Dimensions =X
] Site = ECX 400P
i Spectrometer = DELTA2_NMR
J Field_strength = 9.389766[T] (400[MHz]
j‘ X_acq_duration = 1.04333312[s]
1 X_domain = 13C
| X_freq = 100.52530333 [MHz]
=l ‘ X_offset = 100 [ppm]
] [ X_points = 32768
1 | X_prescans =2
] X_resolution = 0.95846665[Hz]
1 X_sweep = 31.40703518[kHz]
1 Irr_domain = 1H
] Irr_freq = 399.78219838 [MHz]
] Irr_offset = 5[ppm]
Clipped = FALSE
Mod_return =1
| Scans = 59
| Total_scans = 59
@
E] | X_90_width = 8.5[us]
3 I | X_acq_time = 1.04333312[s]
g | X_angle = 30[deg]
2 o b ot sl bl & . X_atn = 3.6[dB]
[ ® WMW | Wy M‘ M’M f | X_pulse = 2.83333333[us]
| : =N . 4 HLe ' | Irr_atn_dec = 20.356[dB]
| Irr_atn_noe = 20.356[dB]
T PR IEERERRRERT Irr_noise = WALTZ
170.0 140.0 130.0 120.0 80.0 70.0 Decoupling = TRUE
| { Initial wait = 1[s]
| \ \ | Noe = TRUE
Noe_time = 3[s]
| Recvr_gain = 46
29 0 o2 T 2tRkn ﬁg@gfe R @ | Relaxation_delay = 3[s]
] = eE @ #¥sy S]EE8 g = | Repetition_time = 4.04333312[s]
g€g 3 a8 § ZZ== EESRE ¢ 8 | Temp_get = 24.21¢0]
—— - R R R s fan fhan ‘
,X: parts per Million : 13C S o - | ~ — S
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| y
3 @ dEDL
| 'S
&
1 “ o I
2| Cl { —--- PROCESSING PARAMETERS ——---—
4 | dc_balance : 0 : FALSE
= | sexp : 0.2[Hz] : 0.0[s]
| 1 / trapezoid3 : 0[%] : 80([%] : 100([%]
| 1 ” zerofill : 1
| 1 [ - © [ & (e fft : 1 : TRUE : TRUE
‘ =4 °: | =~ machinephase
| - - I & ppm
4 ‘ | base_correct : None : 0 : Smooth
| reference : 7.253[ppm] : 7.26[ppm]
| Derived from: 80-1437,r.t.,1H,CDC13-2.jd 3
| | |
| 1
| = | -
‘ <] 83 Filename = 80-1437,r.t.,1H,CDC13
| =1 Author = delta
" | Experiment = single_pulse.ex2
| 1 Sample_id =
| | [ Solvent = CHLOROFORM-D
| | Creation_time = 20-JAN-2012 15:23:10
| Revision_time = 20-JAN-2012 15:31:35
Jf‘ / 4 / Current_time = 20-JAN-2012 15:32:10
| Comment = single_pulse |
‘ 3 Data_format = 1D REAL ;
| Dim_size = 26214 |
-l \ I | Dim_title = 1K |
& 1 ‘ I \ Dim_units = [ppm] |
| | I Dimensions =X
| Site = ECX 400P |
| Spectrometer = DELTA2_NMR i
\ Field_strength = 9.389766[T] (400 [MHz] ‘
| X_acq duration = 3.2768[s] |
X_domain = 1H }
X_freq = 399.78219838[MHz] |
X _offset = 5[ppm] ‘
| X_points = 32768
| X_prescans =0 ‘
X_resolution = 0.30517578[Hz] |
= X_sweep = 10[kHz] |
— Irr_domain = 1H |
Irr_freq = 399.78219838[MHz]
| Irr_offset = 5[ppm]
| | Tri_domain = 1H
Tri_freq = 399.78219838 [MHz]
| | Tri_offset = 5[ppm]
| | i | Clipped = FALSE
8 { i Mod_return =1
= 1 | 1 | Scans =8
.§ | | Total_scans =8
2 X_90_width = 13.2[us]
. ‘ X_acq_time = 3.2768[s]
M~ | X angle = 45[deg]
X_atn = 2.1[dB]
o X_pulse = 6.6[us]
6.0 5.0 Irr_mode = Off
Tri_mode = Off
Dante_presat = FALSE
Initial_wait = 1[s]
n %:;e =8 Recvr_gg:.n = 36
& NI [ Relax?t:}on_dc.alay = 2[s8]
n e 5 Repetition_time = 5.2768[s]
= e en e Temp_get = 24[4C]
X : parts per Million : 1H
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abundance
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X : parts per Million : 13C

?

i

ST e
800 700 600
| { |
,
/\\\ \\
oS fv)
goo58 8§
§8883 S
~Seveao hed
| ol o o o o b-

MMM IO

27.1328

LJED

—=—=— PROCESSING PARAMETERS ----
dc_balance : 0 : FALSE
sexp : 2.0[Hz] : 0.0[s]
trapezoid3 : O0[%] : 80([%] : 100([%]
zerofill : 1
fft : 1 : TRUE : TRUE
| machinephase
ppm
reference : 77.166[ppm] : 77 [ppm]

| perived from: 80-1437,r.t.,13C,CDCl3-1.j

20-JAN-2012 16:07:15
20-JAN-2012 16:11:49
20-JAN-2012 16:12:12

Creation_time
| Revision_time
| Current_time

| Filename =
Author = delta
Experiment = single_pulse_dec
Sample_id =
Solvent = CHLOROFORM-D

Comment = single pulse decouple
Data_format = 1D COMPLEX

| Dim_size = 26214

Dim_title = 13C

Dim_units = [ppm]

| Dimensions =X

| Site = ECX 400P

| Spectrometer = DELTA2_NMR

Field_strength
X_acq _duration

9.389766[T] (400[MHZz]
1.04333312([s]

| Xx_domain = 13¢
| X_freq = 100.52530333 [MHz]
| X_offset = 100 [ppm]
| X_points = 32768
| X_prescans = 2
| X_resolution = 0.95846665[Hz]
| X_sweep = 31.40703518[kHz]
[ Irr_domain = 1H
Irr_freq = 399.78219838[MHz]
| Irr_offset = 5[ppm]
| Clipped = TRUE
| Mod_return =1
[ Scans = 50
Total_scans = 50
|
‘ X_90_width = 8.5[us]
X_acq_time = 1.04333312[s]
| x_angle = 30[deg]
| X_atn = 3.6[dB]
X_pulse = 2.83333333[us]
Irr_atn_dec = 20.356[dB]
Irr_atn_noe = 20.356[dB]
Irr_noise = WALTZ
Decoupling = TRUE
Initial_wait = 1[s]
Noe = TRUE
Noe_time = 3[s]
Recvr_gain = 60
Relaxation_delay = 3[s]
Repetition time = 4.04333312([s]
Temp_get = 24.2[d4cC]
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2.01
2.0

: | | , —
- 2] Br | ---- PROCESSING PARAMETERS —----
- | ‘ | dc_balance : 0 : FALSE
{ | sexp : 0.2[Hz] : 0.0[s]
| 1 | trapezoid3 : O0[%] : 80[%] : 100[%]
[ zerofill : 1
| £ft : 1 : TRUE : TRUE
| machinephase
ppm
base_correct : None : 0 : Smooth
reference : 7.253[ppm] : 7.26[ppm]
| Derived from: 80-1443,r.t.,1H,CDCl3-2.jd
CH . - et
& | | Filename = 80-1443,r.t.,1H,CDC13
| Author = delta
Experiment = single_pulse.ex2
1 Sample_id =1
1 Solvent = CHLOROFORM-D
Creation_time = 20-JAN-2012 15:33:21
Revision_time = 20-JAN-2012 15:39:34
Current_time = 20-JAN-2012 15:39:59
|
1 | | Comment = single_pulse
| 1 | pata_format = 1D REAL
| Dim_size = 26214
[ = Dim_title = 1H
| < ‘ Dim_units = [ppm]
| { | Dimensions =
| i | site = ECX 400P
| Spectrometer = DELTA2_NMR
1 ‘ Field_strength = 9.389766([T] (400[MHz]
| X_acq duration = 3.2768[s]
X_domain = 1H
X_freq = 399.78219838 [MHz]
X_offset = 5[ppm]
[ X_points = 32768
| X_prescans =0
| 1 X_resolution = 0.30517578[Hz]
| S | X_sweep = 10[kHz]
[ - Irr_domain = 1H
1 I { Irr_freq = 399.78219838[MHz]
| | Irr_offset = 5[ppm]
| Tri_domain = 1H
| Tri_freq = 399.78219838[MHz]
Tri_offset = 5[ppm]
Clipped = FALSE
g Mod_return =1
=1 1 Scans =8
3 1 Total_scans =8
=
2 1 ! X_90_width = 13.2[us]
| ® 1 | } | Il X_acq_time = 3.2768[s]
[ .| JJUY LM s | X_angle = 45[deg]
| X_atn = 2.1[dB]
T ke S D vl s £ AL T A | L3 | X_pulse = 6.6[us]
9.0 8.0 7.0 6.0 5.0 4.0 3.0 | Irr_mode = Off
| Il \ ) Tri_mode = Off
; \ | N\ Dante_presat = FALSE
| | Initial_v'vait = 1[s8]
[ NN o 0 90 = —mo vy =k | Recvr_gain = 38
| SRESD 2 b EYS 883 $8 K¢ | Relaxation delay = 2[s]
NN - w) e T 5 e | Repetition_time = 5.2768[s]
‘ N A - eenen N - — | Temp_get = 24[4cC]
\

L X : parts per Million : 1H |
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abundance

5 Z; Br
B | §E
7 f 1
37‘ H
g | 1 |
3 L
_‘- ik e w ‘ i o
S N
E R — '
S
=} 1 ‘:
| %
R " O TRV A A TV TP
160.0 156.0 140.0 138.0 ;20.0 116.0 10().0 90.0 80.0 - (70‘0
“\\ “‘ r/\\ \\ \
5 TR WL aavao
:  FERdd FESHE

—=--— PROCESSING PARAMETERS ----

dc_balance : 0 : FALSE

sexp : 2.0[Hz] : 0.0[s]

| trapezoid3 : 0[%] : 80[%] : 100[%]
zerofill : 1

fft : 1 : TRUE : TRUE
machinephase

ppm

| reference : 77.166[ppm] : 77 [ppm]

Derived from: 80-1443,r.t.,13C,CDC1l3-1.j

Filename

| Creation_time

80-1443,r.t.,13C,CDCL

20-JAN-2012 15:41:40

Revision_time 20-JAN-2012 15:46:50

| Author = delta
Experiment = single_pulse_dec
Sample_id =

| Solvent = CHLOROFORM-D

X : parts per Million : 13C

61.0283 — -
=]

T

50.0

40.0

30.0

27.1424

20.0

10.0

0

Current_time 20-JAN-2012 15:47:40

Comment = single pulse decouple
Data_format = 1D COMPLEX
Dim_size = 26214

Dim_title = 13C

Dim_units = [ppm]

Dimensions =X

Site = ECX 400P
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 =2

X_resolution = 0.95846665[Hz]
X_sweep = 31.40703518[kHz]
Irr_domain = 1H

Irr_freq = 399.78219838[MHz]
Irr_offset = 5[ppm]

Clipped = FALSE
| Mod_return =1

Scans = 51

Total_scans = 51

X_90_width = 8.5[us]
X_acq_time = 1.04333312[s]
X_angle = 30[deg]

X_atn = 3.6[dB]

X_pulse = 2.83333333[us]
Irr_atn_dec = 20.356[dB]
Irr_atn_noe = 20.356[dB]
Irr_noise = WALTZ

Decoupling = TRUE

| Initial_wait = 1[a]

Noe = TRUE

Noe_time = 3[s]

Recvr_gain = 46

| Relaxation_delay = 3[s]
Repetition_time = 4.04333312([s]
Temp_get = 23.8[dC]
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{ O g |
|
N (2 (3 (= B @dEDL
= | .
1 S | ' 3 ‘\ 5\" |
! Sy- | [ ; L —— —
1 | : ——=-— PROCESSING PARAMETERS ---- ‘
| | | dc_balance : 0 : FALSE |
] 2k | [ sexp : 0.2[Hz] : 0.0[s] i
| | trapezoid3 : 0[%] 80[%] : 100[%]
| ( zerofill : 1 ‘
| f£ft : 1 : TRUE : TRUE |
1 ‘ | machinephase |
| ppm |
| base_correct : None : 0 : Smooth |
| ) : g reference : 7.253[ppm] : 7.26[ppm] |
o ga (& | ‘ ; ; ‘
< ‘gc = I | Derived from: 80-I,r.t.,1H,CDCl3-1.jdf
. | S
| ‘ | | | Filename 80-I,r.t.,1H,CDC13-4.
| | | Author = delta
[ | | Experiment = single_pulse.ex2
| I | | | Sample_id =1
' ' ' ' ! Solvent = CHLOROFORM-D
Creation_time = 11-FEB-2012 18:54:54
== Revision_time = 11-FEB-2012 19:00:34
1 Current_time = 11-FEB-2012 19:00:53
Comment = single_pulse
| Data_format = 1D REAL
Dim_size = 26214
| Dim_title = 1H
1 | Dim_units = [ppm]
1 | Dimensions =X |
1 | site = ECX 400P |
| | spectrometer = DELTA2_NMR
S |
o i | Field_strength = 9.389766([T] (400[MHZz] |
| | | X_acq duration = 3.2768[s] |
| | | X_domain = 1H |
1 I | X_freq = 399.78219838 [MHz]
1 | X_offset = 5[ppm]
| X_points = 32768
| X_prescans =0
| X_resolution = 0.30517578 [Hz] |
| I X_sweep = 10[kHz]
fl | Irr_domain = 1H
{ | Irr_freq = 399.78219838 [MHz]
S’ w | Irr_offset = 5[ppm]
| Tri_domain = 1H
f Tri_freq = 399.78219838 [MHz]
Tri_offset = 5[ppm]
’ | Clipped = FALSE
) | | Mod_return = 1
2 f [ i Scans =8
3 i I 1 | Total_scans =8
= | | | it
|2 1. ‘ | X_90_width = 13.2[us]
< n ili i | ‘ X_acq_time = 3.2768[s]
o JUL WA PR Ve e e N N W X_angle = 45[deg]
1 X_atn = 2.1[dB]
| T Y LA T 3 T SRR AN AL L L R A A NE N WEEC T X_pulse = 6.6[us]
9.0 8.0 | 7.0 6.0 5.0 4.0 g 3.0 | 2.0 | | Irr_mode = Off
/ ) ) | A Tri_mode = Off
///l /’/ / ‘\ /‘\ /‘\ /\ /\\ Dante_presat = FALSE
' ' Initial_wait = 1[s]
0 Recvr_gain = 40
R Rk n wve LTI 55 e Repetition_time = 5.2768([s]
N NS - cenen Nl - —— Temp_get = 24.7[4C]
X : parts per Million : 1H
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abundance
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140.8327
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X : parts per Million : 13C

vl

I Rt

130.0014
126.5308

130.0

120.0

94.2753

90.0

——

WWWMMMWM

—— T

i ‘ | |
A At o b

B !

50.0

T

60.0 40.0

61.0283

I R

300

27.1424

20.0

10.0

| Revision_time

——=-- PROCESSING PARAMETERS —----
dc_balance : 0 : FALSE
sexp : 2.0[Hz] : 0.0[s]
trapezoid3 : 0[%] : 80([%] :
zerofill : 1

fft : 1 : TRUE :
machinephase
ppm
reference :

100[%]

TRUE

77.166 [ppm] : 77 [ppm]

Derived from: 80-I-az,r.t.,13C,CDC1l3-1.j

80-I-az,r.t.,13C,CDC1

11-FEB-2012 19:24:33
11-FEB-2012 19:28:46

Creation_time

Filename =

Author = delta
Experiment = single_pulse_dec
| sample_id =
| Solvent = CHLOROFORM-D

| Current_time

Comment

11-FEB-2012 19:29:20

= single pulse decouple

Data_format = 1D COMPLEX

| Dim_size = 26214
Dim_title = 13C
Dim_units = [ppm]
Dimensions =X
Site = ECX 400P
Spectrometer = DELTA2_NMR
Field strength = 9.389766[T] (400[MHZz]
X_acq_duration = 1.04333312([s]

| X_domain = 13C
X _freq = 100.52530333 [MHz]
X_offset = 100 [ppm]
X_points = 32768
X_prescans =2
X_resolution = 0.95846665[Hz]
X_sweep = 31.40703518[kHz]
Irr_domain = 1H
Irr_freq = 399.78219838[MHz]
Irr_offset = 5[ppm]
Clipped = FALSE
Mod_return =1
Scans = 68
Total_scans = 68

| X_90_width = 8.5[us]
X_acq_time = 1.04333312[s]
X_angle = 30[deg]
X_atn = 3.6[daB]
X_pulse = 2.83333333[us]
Irr_atn_dec = 20.356[dB]
Irr_atn_noe = 20.356[dB]
Irr_noise = WALTZ
Decoupling = TRUE
Initial_wait = 1[s]
Noe = TRUE
Noe_time = 3[s]
Recvr_gain = 48
Relaxation_delay = 3[s]
Repetition_time = 4.04333312(s]
Temp_get = 25[dcC]
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A PN ~ |0
\‘O/ \ N
w ]
« 4
< ]
en ]
o
*2' ———— PROCESSING PARAMETERS -—-—
RE dc_balance : 0 : FALSE
o sexp : 0.2[Hz] : 0.0[s]
- trapezoid3 : O0[%] : 80[%] : 100([%]
] zerofill : 1
3 £ft : 1 : TRUE : TRUE
<] a @ machinephase
o «q N (o - q ppm
b « « - 2] & base_correct : None : 0 : Smooth
2 « o reference : 7.253[ppm] : 7.26[ppm]
o ] Derived from: 80-1411-und,r.t.,1H,CDCl3-
-
]
=1
e Filename = 80-141l1-und,r.t.,1H,C
— 1 Author = delta
] ;\(a Experiment = single_pulse.ex2
e a8 <) f; Sample_id =1
] - Solvent = CHLOROFORM-D
<1 Creation_time = 9-DEC-2011 12:29:35
= Revision_time = 9-DEC-2011 12:31:34
o ] Current_time = 9-DEC-2011 12:31:36
e ‘ Cormment = single_pulse
] Data_format = 1D
- Dim_size = 26214
] Dim_title = 1H
::_, Dim_units = [ppm]
] Dimensicns =X
<3 Site = ECX 400P
- b Spectrometer = DELTA2_NMR .,
g' Field_strength = 9.389766[T] (400[MHz]
] X_acq_duration = 3.2768([s]
® ] X_domain = 1H
EE X_freq = 399.78219838 [MHz]
3 X _offset = 5[ppm]
g_. X_points = 32768
] X prescans =0
81 X_resolution = 0.30517578 [Hz]
CE X_sweep = 10[kHz]
] Irr_domain = 1H
24 Irr freq = 399.78219838 [MHz]
] Irr_offset = 5[ppm]
< Tri_domain = 1H
<] Tri_freq = 399.78219838[MHz]
] Tri_offset = 5[ppm]
P Clipped = FALSE
@ ] Mod_return =1
= a Scans =8
S Total_scans =8
E gw_ X_90_width = 14[us]
“ 3 LJ J J X_acq_time = 3.2768[s]
=] _J A Y, L._l___._____;‘.J b A+ | X angle = 45[deg]
] X_atn = 2.1[dB]
L L e e e e L e 0 L e BV T = 7rus]
9.0 8.0 7.0 6.0 5.0 4.0 390 2.0 1.0 0 Irr_mode = Off
Tri_mode = Off
4 Dante_presat = FALSE
Initial_wait = 1[s]
Recvr_gain = 38
== Yalinnga a9 8 nee I b - Repetition_time = 5.2768[s]
Wod 08 NSNS NI w - iR i el - - - Temp_get = 403.4[dC]
X : parts per Million : 1H
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LdJEOD

—==— PROCESSING PARAMETERS ----
dc_balance : 0 : FALSE

sexp : 2.0[Hz] : 0.0[s]
trapezoid3 : 0[%] : 80[%] : 100([%]
zerofill : 1

fft : 1 : TRUE : TRUE
machinephase

ppm

reference : 77.166([ppm] : 77 [ppm]

Derived from: 80-1411,r.t.,13C,CDC13-1.j

& Filename = 80-1411,r.t.,13C,CDCl
= Author = delta
Experiment = single_pulse_dec
Sample_id = 1
Solvent = CHLOROFORM-D
Creation_time = 9-DEC-2011 13:17:56
Revision_time = 9-DEC-2011 13:17:17
Current_time = 9-DEC-2011 13:17:46
Comment = single pulse decouple
Data_format = 1D COMPLEX
Dim_size = 26214
| Dim_title = 13C
| Dim_units = [ppm]
| Dimensions =X
| site = ECX 400P
| Spectrometer = DELTA2_NMR
| Field_strength = 9.389766[T] (400[MHz]
=ni | X_acq duration = 1.04333312([s]
ST X_domain = 13C
| X_freq = 100.52530333 [MHz]
1 X offset = 100 [ppm]
| | X_points = 32768
1 | X_prescans =2
| | X_resolution = 0.95846665[Hz]
i | X_sweep = 31.40703518[kHz]
Irr_domain = 1H
1 Irr_freq = 399.78219838[MHz]
i | Irr_offset = 5[ppm]
| Clipped = FALSE
| Mod_return =1
| Scans = 101
| | Total_scans = 101
g !
2 i X_90_width = 11.8[us]
3 ‘ X_acqg_time = 1.04333312[s]
| g \ X_angle = 30[deg]
|2 X_atn = 6[dB]
- = WW#W WWMWWW#W Wi MMWWWMWMMWWWMW X pulse - 3,93333333 (us)
| Irr_atn_dec = 21.035[dB]
Irr_atn_noe = 21.035[dB]
Frr e AR B R R RS T A § i ! JBAL T Irr_noise = WALTZ
160.0 15&0 140.0 130,0 70£ Decoupling = TRUE
| ‘ { / /\ [ ‘\ l:l‘:'nitiul_wuit = ;r[!gé
| | oe =
‘ l Noe_time = 3[s]
| Recvr_gain = 50
‘ 05 S é‘ 8 ] Ta88R § § Relaxation_delay = 3[s]
z : S8 83 YT & = Repetition_time = 4.04333312[s]
2 g @ BN Eeeng 2 5 Temp_get = 403.4[d4cC]
- - - i v -
X : parts per Million : 13C
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A~ __OMe o or

D O' \
[ .
N F —
o ]
7 2m ---~ PROCESSING PARAMETERS -—--
1 dc_balance : 0 : FALSE
1 sexp : 0.2[Hz] : 0.0[s]
trapezoid3 : 0[%] : 80[%] : 100[%]
] zerofill : 1
<] fft : 1 : TRUE : TRUE
& ] 0 machinephase
] g ppm
] « base_correct : None : 0 : Smooth
] reference : 7.253[ppm] : 7.26[ppm]
34 Derived from: 80-1451,r.t.,1H,CDC13-1.jd
1 o] . ~
] & ] > ] ] Filename = 80-1451,r.t.,1H,CDC13
=~ \al A Author = delta
] | Experiment = single_pulse.ex2
q | Sample_id =1
] Solvent = CHLOROFORM-~D
] 9 Creation_time = 3-FEB-2012 10:31:09
<] - Revision_time = 3-FEB-2012 10:37:08
8 fg Current_time = 3-FEB-2012 10:37:35
] <
] Comment = single_pulse
] Data_format = 1D REAL
q Dim_size = 26214
= Dim_title = 1H
b Dim units = [ppm]
] Dimensions =
] site = ECX 400P
) Spectrometer = DELTA2_NMR
3f Field strength = 9.389766[T] (400[MH=z]
X_acq duration = 3.2768[s] -
1 X_domain = 1H
] X_freq = 399.78219838[MHz]
] X_offset = 5[ppm]
<] X_points = 32768
Dol X_prescans =0
E X_resolution = 0.30517578([Hz]
] X_sweep = 10[kHz]
] Irr_domain = 1H
bl - Irr_freq = 399.78219838[MHz]
gA Irr_offset = 5[ppm]
] Tri_domain = 1H
] Tri_freq = 399.78219838[MHz]
] Tri_offset = 5[ppm]
b Clipped = FALSE
8 -] Mod_return =1
= pech Scans =8
g ] Total_scans =8
= ]
2 ] X_90_width = 13.2[us]
< 1 JL X_acq_time = 3.2768[s]
1 X_angle . = 45[degq]
1 X_atn = 2.1[aB]
T e e e DU e X_pulse = 6.6[us]
8.0 7.0 Irr_mode = Off
It Tri_mode = Off
Dante_presat = FALSE
Initial_wait = 1[s]
- Recvr_gain = 36
%Egggf 5 gm\é%\ gg Relaxation_delay = 2[g]
NN AR w KR\ 55 Repetition time = 5.2768[s]
[ AR -~ e - Temp_get = 24.6ldc]
X : parts per Million : 1H
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3 oM
A\ O'A _-OMe
E dEDL
N~ s :
<]
-] 2m ———— PROCESSING PARAMETERS —---
] de_balance : 0 : FALSE
] sexp : 2.0[Hz] : 0.0[s]
| trapezoid3 : 0[%] : 80[%] : 100(%]
] zerofill : 1
] £ft : 1 : TRUE : TRUE
S 4 machinephase
] ppm
] reference : 77.166[ppml : 77 [ppm]
" 1 Derived from: 80-1451,r.t.,13C,CDC13-1.j
S
[ Filename = 80-1451,r.t.,13C,CDCl
S Author = delta
] Experiment = single_pulse_dec
] Sample_id =1
] Solvent = CHLOROFORM-D
] Creation_time = 3-FEB~2012 10:38:35
34 Revision_time = 3-FEB-2012 10:43:21
] Current_time = 3-FEB-2012 10:44:27
] Comment = single pulse decouple
Data_format = 1D COMPLEX
4 Dim_size = 26214
=} Dim_title = 13C
Dim_units = [ppm]
Dimensions =X
Site = ECX 400P
- Spectrometer = DELTA2_NMR
<1 Field_strength = 9.389766[T] (400 [MHz]
] X_acq duration = 1.04333312[s]
k| X_domain = 13C
] X_freq = 100.52530333 [MHz]
e ] X_offset = 100 [ppm]
! X_points = 32768
bl X_prescans =2
] X_resolution = 0.95846665 [Hz]
] X_sweep = 31.40703518 [kHz]
] Irr_domain = 1H
a4 Irr_freq = 399.78219838 [Miz]
b Irr_offset = 5[ppm]
] Clipped = TRUE
] Mod_return =1
] Scans = 51
- Total_scans = 51
@ S
& ] X_90_width = 8.5[us]
g ] X_acq_time = 1.04333312([s]
=1 ] X_angle = 30[degl
2 ] i ‘ ‘ ‘ X_atn = 3.6[dB
® © ’W W f h & \ o mw‘w i N X_pulse = 2.83333333[us]
! Irr_atn_dec = 20.356[dB]
Irr_atn_noe = 20.356[dB]
L B B L B L B B L L L B e T IO L LA B L BN SN ILNLL L BN BUNMEMRLN SRR i - T3 =) = WALTZ
200.0190.0 180.0 170.0 160.0 150.0 140.0 1300 120.0 10.0 1000 90.0 80.0 70,0 60.0 50.0 40.0 30.0 20.0 10.0 0 pecoupling = TRUE
Initial_wait = 1[s]
4 Noe = TRUE
Noe_time = 3[s]
Recvr_gain = 60
3 qa Q e R R E g g Relaxation_delay = 3[s]
3 2 3 = 2 SRTE8 B I = Repetition_time = 4.04333312(s]
a g ﬁ' g «od REERe © ¥ 5 Temp_get = 24.814C]
-4 Lol - Al -
X : parts per Million : 13C
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]
r ‘\O/ \(j:k)>
VAR :
L 2n % —~-— PROCESSING PARAMETERS ----
N I dc_balance : : FALSE
sexp : 0.2[Hz] : 0.0[s]
trapezoid3d : 0[%] : 80[%] : 100[%]
zerofill : 1
1 fft : 1 : TRUE : TRUE
machinephase
1 ppm
N : -« =N n base_correct : None : 0 : Smooth
1 ) ) - ] reference : 7.253[ppm] : 7.26[ppm]
- - § -
] — Derived from: 80-1381,r.t.,1H,CDC13-1.jd
4 Filename = 80-1381,r.t.,1H,CDC13
Author = delta
4 Experiment = single_pulse.ex2
« sample_id =1
B Solvent = CHLOROFORM-D
Creation_time = 15-NOV-2011 15:24:35
1 Revision_time = 15-NOV-2011 15:25:30
Current_time = 15-NOV-2011 15:25:42
Comment = single_pulse
Data_format = 1D REAL
Dim_size = 26214
Dim_title = 1H
Dim_units = [ppm]
Dimensions =X
Site = ECX 400P
Spectrometer = DELTA2_NMR
Field_strength = 9.389766[T] (400[MHz]
] X_acq _duration = 3.2768[s]
X_domain = 1H
< X_£freq = 399.78219838[MHz]
- X_offset = 5[ppm]
4 X_points = 32768
X_prescans = 0 .
4 X_resolution = 0.30517578[Hz]
X_sweep = 10[kHz]
4 Irr_domain = 1H
Irr_freq = 399.78219838[MHz]
Irr_offset = 5[ppm]
Tri_domain = 1H
b Tri_freq = 399.78219838[MHz]
Tri_offset = 5[ppm]
1 Clipped = FALSE
@ Mod_return =1
E 1 Scans =8
i Total_scans =8
E X_90_width = 13.2[us]
= \L L X_acq_time = 3.2768[s]
X_angle = 45[deg]
X_atn = 2.1[dB]
T LI v X_pulse = 6.6[us]
9.0 8.0 Irr_mode = Off
Tri_mode = Off
Dante_presat = FALSE
Initial_wait = 1[s]
P AN =0 - e @ ace o oo Recvr_gain = 40
® aa 12N NS S acF - nn Relaxation_delay = 2[s]
gesisd &< I -1 g3 &Y 24 Repet tion time’ - 5.3768ls]
SRR g L3 “ienen [T - v Temp_get = 25.8[dC]
e
X : parts per Million : 1H \ \
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>

abundance
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1 1

2n

| PRSI AU IS AR |

P IV I AT ST ST Ao

14

Pl BT S IR |

i

‘O//\ 70
T

WWWMWW%L&\JWJ[WWWWW

==== PROCESSING PARAMETERS ~-——-—
FALSE
0.0

dc_balance : 0
sexp : 2.0[Hz]
trapezoid3
zerofill : 1
££t : 1 : TRUE :
machinephase

ppm
reference : 77.166[ppm] :

: 01%]

.0[s]
s 80[%] : 100[%]
TRUE

77 [ppml]

Derived from: 80-1381,r.t.,13C,CDC1l3-1.j

Il

SA——

B B e R R R R R R

140.0 130.0 IT0.0 llO.)K 100.0
\ s

170.0 160.0 150.0

—

47.6499
46.9348

—

X : parts per Million : 13C

132.2706

121.0675

s
1=
(4]
]

107.9193

=3
-

R L e I I B R R R AR R LR

90.0 80.0

100.8447

/\\ <0 0 6‘0.0 50.0 40.0 30.0 20.0 10.0
=N N =
OIS nen n =
SRR g
SEE 5

[

N

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
Irr_domain
Irr_freq
Irr_offset
Clipped
Mod_return
Scans
Total_scans

X_90_width
X_acqg_time
X_angle

X_atn

X _pulse
Irr_atn_dec
Irr_atn_noe
Irr_noise
Decoupling
Initial_wait
Noe

Noe_time
Recvr_gain
Relaxation_delay
Repetition_time
Temp_get

[ B ] LTI T T T 1§ annoan

nmnauwuemwnnnn

A

LU I (S I IO

80-1381,r.t.,13C,CDCL
delta
single_pulse_dec

1

CHLOROFORM-D

15-NOV-2011 15:3
15-NOV~-2011 15:
15-NOV-2011 15:36

:07

single pulse decouple
1D COMPLEX

26214

13¢C

[ppm]

X

ECX 400P
DELTA2_NMR

9.389766[T] (400[MHz]
1.04333312[s]

13¢

100.52530333 [MHz]

100 [ppm]

32768

2

0.95846665 [Hz]
31.40703518 [kHz]

1H
399.78219838 [MHz]
5 [ppm]

FALSE

1

102

102

8.5[us]
1.04333312(s]
30[degl]
3.6[dB}
2.83333333[us]
20.356[daB]
20.3561[dB]
WALTZ

TRUE

1[s]

TRUE

3[s]

48

3[s]
4.04333312([s]
26[dc]
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X : parts per Million : 1H

<
=
w0 ~ =-=-— PROCESSING PARAMETERS =----
) =] <
< ] ~ 0 dc_balance : 0 : FALSE
| & sexp.: 0,2[Hz] : 0.0[s]
] trapezoid3 : 0[%] : 80[%] : 100([%]
ol zerofill : 1
< . ££t : 1 : TRUE : TRUE
R machinephase
] ppm
base_correct : None : 0 : Smooth
1 reference : 7.253[ppm]l : 7.26[ppnm]
] . Derived from: 80-1405,r.t.,1H,CDCL3-1.3jd
= (a
&
1 <
1 Filename = 80-1405,r.t.,1H,CDCL3
| Author = delta
P Experiment = gingle_pulse.ex2
1 Sample_id =1
R Solvent = CHLOROFORM-D
] Creation_time = 2-DEC-2011 10:38:36
Revision_time = 2-DEC-2011 10:40:57
1 ) Current_time = 2-DEC-2011 10:41:10
Comment = single_pulse
Data_format = 1D REAL
Dim_size = 26214
pim_title = 1H
4 Dim_units = [ppm]
-3 Dimensions =X
o site = ECX 400®
1 Spectrometer = DELTA2_NMR
| Field_strength = 9.389766[T] (400[MHZ]
X_acq duration = 3,2768[s]
1 X_domain = 1H
B X_freq = 399.78219838[MHZ]
] X_offset = 5[ppm]
X_points = 32768
1 X_prescans =0
1 X_resolution = 0.30517578[Hz]
R X_sweep = 10[kHz]
| Irr_domain = 1H
Irr_freq = 399.78219838 [MHz]
Bl Irr_offset = 5[ppm]
1 Tri_domain = 1H
4 rri_freq = 399.78219838([MHz]
Tri_offset = 5[ppm]
1 Clipped = FALSE
@ 4 Mod_return =1
= J Scans =8
K ] Total_scans =8
g
_§ 1 L U X_90_width = 13.2[us]
4 X_acqg _time = 3.2768[s]
A J\. A . AJ J \___..‘J X_angle = 45[deg]
X_atn = 2.1[dB]
e e B e A e B B e L L B o e e e L e e D' E ) = 6.6[us]
9.0 8.0 6.0 5.0 4.0 3.0 0 1 Irr_mode = Off
Tri_mode = Off
7 Dante_presat = FALSE
- Initial_wait = 1[s}
- - <+ Recvr_gain = 40
£3EsE 585 538 5835 &% 3| BTN s it
R MM © wee gL Ny e ? Repetition time = 5.2768[s]
A < cienen N o LR Temp_get = 25.3[4C]




Electronic Supplementary Material (ESI) for Green Chemistry
This journal is © The Royal Society of Chemistry 2012

728 S

0.]3

0.2
1

0.1

abundance

- A PP oA i

A

trapezoid3 : 0[%]

zerofill : 1

0.

Ols

H 80[%] s 100([%]

£fft : 1 : TRUE : TRUE

machinephase
ppm

reference : 77.166[ppm]l : 77 [ppm]

Derived from:

80-1405-1.j4f

160.0 150.0 ITO .0 130.0 120.0

N

141.1473
126.5022
126.1780
125.6060

X : parts per Million : 13C

4

B o o o o e L o L I L L B L B L L

110.0

1000 900 30, /‘ 70.)0\
oo w o o0
8ns 32
S8 S8
L nnd ar
[l o o N-A-1

60.0

60.9615

LR L I B B L I L

40.0 30.0 20.0 10.0 1

27.0852

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
Irr_domain
Irr_freq
Irr_offset
Clipped
Mod_return
Scans
Total_scans

X_90_width
X_acq_time
X_angle

X_atn

X _pulse
Irr_atn_dec
Irr_atn_noe
Irr_noise
Decoupling
Initial_wait
Noe

Noe_time
Recvr_gain
Relaxation_delay
Repetition_time
Temp_get

muwmwwoesnn

LU T T T (T IO

LU I (A IO O}

80-1405-4.3df
delta
single_pulse_dec
1

CHLOROFORM-D
2-DEC-2011 11:15:02
2-DEC-2011 11 207
2-DEC-2011 11:14:49

single pulse decouple
1D COMPLEX

26214

13c

[ppm]

x

ECX 400P
DELTA2_NMR

9.389766([T] (400 [MHz]
1.04333312(s]

13c

100.52530333 [MHz]

100 [ppm]

32768

2

0.95846665 [Hz]
31.40703518[kHz]
1H

399.78219838 [MHz]
5 [ppm]

FALSE

1

101

101

8.5[us]
1.04333312(s]
30[deg]
3.6[dB]
2.83333333[us]
20.356[dB]
20.356[aB]
WALTZ

TRUE

1[s]

TRUE

3[=]

52

3[s]
4.04333312(s]
25.6[dC]
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4.0

3.0

2.0

1.0
N\

10.0 9.0 8.0

7.3439  ~_
7.2988
7.2973

X : parts per Million : 1H

5.23

BHJEOL

~—=—— PROCESSING PARAMETERS ----—
dc_balance : 0 : FALSE

sexp : 0.2[Hz] : 0.0[s]

trapezoid3 : 0[%] : 80[%] : 100([%]
zerofill : 1

fft : 1 : TRUE : TRUE
machinephase

ppm

reference : 7.252[ppm] : 7.26[ppm]
phase : 0 : 0 : 50[%]

| Derived from: 80-00424-519,r.t.,1H,CDC13

80-00424-519,r.t.,1H,

1-MAY-2010 00:29:41
1-MAY-2010 00:30:07
1-MAY-2010 00:30:23

Creation_ time
Revision time
Current_time

Filename =

Author = delta
Experiment = single_pulse.ex2
Sample_id Cl |

Solvent = CHLOROFORM-D

Comment = single pulse
| pata_format = 1D COMPLEX
Dim_size = 26214
Dim title = 1H
| Dim_units = [ppm]
Dimensions =X
Site = ECX 400pP
Spectrometer = DELTA2 NMR

| Field strength

9.389766[T] (400[MHz]

Tri_freq 399.78219838 [MHz]

X_acq _duration = 3.2768[s]
X_domain = 1H
X_freq = 399.78219838 [MHz]
X_offset = 5[ppm]
X _points = 32768
X_prescans =0

| X _resolution = 0.30517578[Hz]
X_sweep = 10[kHz]
Irr_domain = 1H
Irr freq = 399.78219838[MHz]
Irr_ offset = 5[ppm]
Tri_domain = 1%

4.4340
4.3065
4.2843
3.4416
3.4233
3.4210

| Tri_offset 5 [ppm]
Clipped FALSE
Mod_return 10
Scans 16
Total_scans 16
X 90 _width = 12.8[us]
X acq time = 3.2768[s]

. X_angle = 45[deg]
X _atn = 2.1[dB]

| X _pulse = 6.4[us]

| Irr_mode = Off
Tri_mode = Off
Dante_ presat = FALSE
Initial_ wait = 1[s]
Recvr gain = 44
Relaxation_delay = 2[s]
Repetition time = 5.2768[s]
Temp_get = 23.6[d4dC]
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C6H5/;\N\_/o | @ dEDL

ji ——=—— PROCESSING PARAMETERS -——-—
i dc_balance : 0 : FALSE
- ‘ sexp : 2.0[Hz] : 0.0[s]
- 3a | | trapezoid3 : 0[%] : B80[%] : 100([%]
| | zerofill : 1
| 1‘ £ft : 1 : TRUE : TRUE
i machinephase
o i ppm
g 4 i reference : 77.166[ppm] : 77 [ppm]
} | Derived from: 80-00424-519,r.t.,13C,CDCl
\ 1
f ‘ |
® | | i
1= |
3 | Filename = 80-00424-519,r.t.,13C
- | Author = delta
o | Experiment = single pulse_dec
= | sample_id =1
| Solvent = CHLOROFORM-D
} Creation_time = 1-MAY-2010 01:35:36
| Revision_ time = 1-MAY-2010 01:35:03
M | Current_time = 1-MAY-2010 01:36:40
28 I |
< E Wi A . Comment = single pulse decouple
* PP e L R A pata_format = 1D COMPLEX
—r— - e { Dim_size = 26214
1370 1360 1350 1340 1330 1320 1L 1300 1200 ko 1270 1260 Dim title - 13c
w | | Dim units = [ppm]
S | Dimensions =X
| Site = ECX 400P
P H 28 | Spectrometer = DELTA2_ NMR
@ S S — B | Field strength = 9.389766[T] (400 [MHz]
S | X_acq duration = 1.04333312[s]
| X_domain = 13C
| X _freq = 100.52530333 [MHz]
| X_offset = 100 [ppm]
| X_points = 32768
;‘ | X prescans =2
X_resolution = 0.95846665[Hz]
X_sweep = 31.40703518[kHz]
Irr domain = 1H
Irr_ freq = 399.78219838[MHz]
N Irr offset = 5[ppm]
[ Clipped = TRUE
Mod_return =1
Scans = 889
Total_scans = 889
51 —
g 3 X_90_width = 9.5[us]
3 X_acq_time = 1.04333312(s]
g X_angle = 30[deg]
3 X_atn = 5.2[dB]
& X_pulse = 3.16666667 [us]
< oy A e Irr_ atn_dec = 21.10216[dB]
Irr_atn noe = 21.10216[dB]
! T R L s R T | Irr_noise = WALTZ
180.0 170.0 100.0 90.0 6 Decoupling = TRUE
! Initial wait = 1[s]
/| | Noe = TRUE
| Noe_time = 3[s]
Recvr_gain = 60
S g 283 .‘,‘32@ 2 3 % Relaxation_delay = 3[s]
2 2 =8 SRS &8 % & | Repetition time = 4.04333312[s]
.o’o; ﬁ ﬁﬁ'& Eoe b 2 Q Temp_get = 24[dC]
- =

X : parts per Million : 13C
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5.0

2.0

1.0

abundance

4.02

1.95
197

7.3345
7.3177
7.2589

|
i X : parts per Million : 1H

| dc_balance : 0 :

sexp : 0.2[Hz]

trapezoid3 : 0[%]

zerofill : 1

| ££€t ¢ 1 : TRUE :

| Derived from: 80-benzyloxyethyl-2-oxazol |

machinephase
ppm

base_correct : None

—=—=— PROCESSING PARAMETERS ----

FALSE

0.

0[s]
80([%] : 100[%]

TRUE

: 0 : Smooth

reference : 7.253[ppm] : 7.26[ppm]

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
Irr_domain
Irr_freq
Irr_offset
Tri_domain
Tri_freq
Tri_offset
Clipped
Mod_return
Scans

| Total_scans

X_90_width

| X_acq_time

X_angle

X_atn

X_pulse
Irr_mode
Tri_mode
Dante_presat
Initial_wait
Recvr_gain
Relaxation_delay
Repetition_time
Temp_get

wwwwunnn

LU I I T (I

LU A I [ 1 1}

L T T T T T T

80-benzyloxyethyl-2-o

delta
single_pulse.ex2
5

CHLOROFORM-D

23-JAN-2012 18:47:02

23-JAN-2012 18:53:10
23-JAN-2012 18:53:23

single_pulse
1D REAL
26214

1H

[ppm]

X

ECX 400P
DELTA2_NMR

9.389766[T] (400([MHz]

3.2768[s]

1H

399.78219838 [MHz]
5 [ppm]

32768

0

0.30517578 [Hz]

10 [kHz]

1H

399.78219838 [MHz]
5 [ppm]

1H

399.78219838 [MHz]
5 [ppm]

FALSE

1

16

16

13.2[us]
3.2768([s]
45 [deg]
2.1[dB]
6.6[us]
Off

Off
FALSE
1([s]

38

2[s]
5.2768[s]
24.1[4C]
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Bwaz

a

T
I O
| ] ‘
Bn O'-'J | [
\/\N 0 ‘ 3
] \_/ | =——— PROCESSING PARAMETERS —----
S 3 | dc_balance : 0 : FALSE
= I sexp : 2.0[Hz] : 0.0[s]
] 3d i trapezoid3 : O0[%] : 80[%] : 100[%]
zerofill : 1
1 fft : 1 : TRUE : TRUE
] machinephase
S ppm
| reference : 77.166[ppm] : 77 [ppm]
] Derived from: 80-benzyloxyethyl-2-oxazol
|
S .
1 ; =
] | Filename = 80-benzyloxyethyl-2-o
=~ 1 Author = delta
S | | Experiment = single_pulse_dec
1 [ Sample_id =
| Solvent = CHLOROFORM-D
| Creation_time = 23-JAN-2012 18:57:02
o | Revision_time = 23-JAN-2012 19:01:36
| = [ Current_time = 23-JAN-2012 19:02:08
1 Comment = single pulse decouple
1 | Data_format = 1D COMPLEX
] | Dim_size = 26214
| wn | Dim_title = 13C
| | Dim_units = [ppm]
Dimensions =X
] | Site = ECX 400P
1 | Spectrometer = DELTA2_NMR
-
| =3 | Field_strength = 9.389766[T] (400[MHZ] |
| 1 X_acq _duration = 1.04333312[s] |
| ] X_domain = 13C |
1 X_freq = 100.52530333 [MHZz]
] X_offset = 100 [ppm]
o4 X_points = 32768 ‘
1 | X_prescans =2
] | X_resolution = 0.95846665 [Hz]
i | X_sweep = 31.40703518 [kHz] ‘
| | Irr_domain = 1H
ad | Irr_freq = 399.78219838[MHz]
<] | Irr_offset = 5[ppm] |
| 1 Clipped = TRUE
| | Mod_return =1
: | | Scans = 81
i ‘ Total_scans = 81
] S | |
2 ! X_90_width = 8.5[us] |
3 1 | X_acq_time = 1.04333312(s]
E 1‘\ | X_angle = 30[deg]
2 1 ’ . A | i i i ) ) (| X_atn = 3.6[dB]
= o bl b 0 WMMWMMWMW L S A T e e = 2.83333333 us]
{ . ‘ m : L | Irr_atn_dec = 20.356[dB]
Irr_atn_noe = 20.356[dB]
P T T T T T T s RAREAEELS L AR T R B R R e e REASE SRR Trr nolme = WALTEZ |
180.0 170.0 160.0 150.0 140.0 130.0 120.0 110.0 100.0 90.0 80.0 70.0 60.0 50.0 400 30.0 20.0 10.0 0 pecoupling = TRUE |
| A f | | | | Initial_wait = 1[s] |
| N AN \ I\ Noe = TRUE ‘
: ’ g Noe_time = 3[s] |
| | Recvr_gain = 60
2 § KR §§9’£§ % §§ | Relaxation_delay = 3[s]
‘ 3 g aeh {&ITEL B a2 | Repetition_time = 4.04333312[s]
i ® I EISES EReR® ¢ “3 | Temp_get = 24.4[dc]
| - - -

| X : parts per Million : 13C
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20
208
%
2

Creation_time 11-FEB-2012 19:03:52

Revision_time 11-FEB-2012 19:09:14

1 (

[ pox

| | = | vl U

4 { | i |

E | | I ~--- PROCESSING PARAMETERS ———-

! [ [ | | ] | | dc_balance : 0 : FALSE

| | ( | 1 | sexp : 0.2[Hz] : 0.0[s]

] | ] | trapezoid3 : 0[%] : 80[%] : 100[%]

1 | | | zerofill : 1

g , | |z [ fft : 1 : TRUE : TRUE

| { | | machinephase

| ’ [ ! [ ppm

| | 1 | base_correct : None : 0 : Smooth

3 ) | | reference : 7.253[ppm] : 7.26[ppm]

]

1 | ' [ Derived from: 80-al-one,r.t.,1H,CDC13-1.
1 | | o | |

| y ;

| J J ) ; ‘ - S -
| Filename = 80-al-one,r.t.,1H,CDC
Author = delta

| Experiment = single_pulse.ex2

1e | Sample_id =1

14 Solvent = CHLOROFORM-D

EH -

Current_time 11-FEB-2012 19:10:15

0 01 02 03 04 05 06 07 08 09 1.0 1.1 12 13 14 15 1.6 1.7 18 1.9 2.0 2.1 22 23 24 25 26 2.7 2829

|
] |
| } Comment = single_pulse
1 [ | pata_format = 1D REAL
4 ‘ Dim_size = 26214
] |8 Dim_title = 1H
1 }‘; Dim_units = [ppm]
— I Dimensions =X
1 | site = ECX 400P
3 | Spectrometer = DELTA2_NMR
4 Field_strength = 9.389766[T] (400[MHz]
1 X_acq_duration = 3.2768[s]
4 X_domain = 1H
1 X _freq = 399.78219838 [MHz]
i X_offset = 5[ppm]
] X_points = 32768
] X_prescans =0
E X_resolution = 0.30517578[Hz]
i . | X_sweep = 10[kHz]
f | | Irr_domain = 1H
Il Irr_freq = 399.78219838 [MHz]
1 [ | Irr_offset = 5[ppm]
|| Tri_domain = 1H
3 | ‘ | Tri_freq = 399.78219838 [MHz]
1 ; L Tri_offset = 5[ppm]
3 [ ‘ Clipped = FALSE
@ E | | i Mod_return =1
g ] | | | ; I i Scans =8
K] i | i | ,“1 il | Total_scans =8
£ ] i i [ TIl!
|2 4 1 i jlfM I N | | X_90_width = 13.2[us]
| i | IU In| J! . i | X_acq_time = 3.2768[s]
1 J L I " R A o, \ ol |l X_angle = 45[deg]
1 T [ X_atn = 2.1[dB]
R S o i M i . - e i R e —— X_pulse = 6.6[us]
8.0 7.0 6.0 5.0 § 4.? § 3.0 2.0 1.0 Irr_mode = Off
‘ b A I | IR | Tri_mode = Off
‘ /A i\ /\\ “ }\ | Dante_presat = FALSE
| | Initial_wait = 1[s]
- Recvr_gain = 36
2 S5E ESR 235 3 2E8s Relaxation delay = 2[s]
a % oQ aaa MEN QS W Repetition_time = 5.2768[s]
=~ W v TFF ed e Temp_get = 24.5[4C]
X : parts per Million : 1H
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0.02 0.03 004 005 006 007 0.08 0.09
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0.01

abundance
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X : parts per Million : 13C

- A N

LJEOL.

—=——— PROCESSING PARAMETERS ----
dc_balance : 0 FALSE

sexp : 2.0[Hz] 0.0[s]
trapezoid3 : 0[%] : 80[%] : 100([%]
| zerofill : 1

fft : 1 : TRUE : TRUE
machinephase

ppm

reference : 77.166[ppm] : 77 [ppm]

Derived from: 80-all,r.t.,13C,CDC1l3-1.jd

| Filename

11-FEB-2012 19:14:05
11-FEB-2012 19:
11-FEB-2012 19:

Creation_time
Revision_time
Current_time

= 80-all,r.t.,13C,CDC13
| Author = delta
Experiment = single_pulse_dec
Sample_id =1
| Solvent = CHLOROFORM-D

Comment = single pulse decouple
Data_format = 1D COMPLEX

Dim_size = 26214

Dim_title = 13C

Dim_units = [ppm]

Dimensions =X

Site = ECX 400P
Spectrometer = DELTA2_NMR

Field_strength 9.389766[T] (400[MHZz]

T T T T T T T T T T T T T T T T T T

117.0344
45,9827
44.1807

|

| X_acq_duration = 1.04333312[s]

| X_domain = 13C
X_freq = 100.52530333 [MHz]
| X_offset = 100 [ppm]

| X_points = 32768
X_prescans = 2
X_resolution = 0.95846665 [Hz] |
X_sweep = 31.40703518[kHz] |
Irr_domain = 1H |
Irr_freq = 399.78219838[MHz]
Irr_offset = 5[ppm]
Clipped = FALSE
Mod_return =1
Scans = 51
Total_scans = 51
X_90_width = 8.5[us]

i X_acq_time = 1.04333312([s]

|| X_angle = 30[deg]

| X_atn = 3.6[dB]
X _pulse = 2.83333333[us]
Irr_atn_dec = 20.356[dB]
Irr_atn_noe = 20.356[dB]
Irr_noise = WALTZ
Decoupling = TRUE
Initial_wait = 1[s]
Noe = TRUE
Noe_time = 3[s]
Recvr_gain = 46
Relaxation_delay = 3[s]
Repetition_time = 4.04333312([s]
Temp_get = 24.8[dC]
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X : parts per Million : 1H

| ===— PROCESSING PARAMETERS ----—

| dc_balance : 0 : FALSE
sexp : 0.2[Hz] : 0.0[s]

| trapezoid3 : 0([%] : 80[%] :
zerofill : 1

| £ft : 1 : TRUE :

| machinephase

100 ([%]

TRUE

| ppm
| reference : 7.254[ppm] : 7.26[ppm]

|
| Derived from: 80-817-2,r.t.,1H,CDCl3-2.j

|

|

\
L U T S
|

| 80-817-2,r.t.,1H,CDCL

30-0CT-2010 14:18:13
30-0CT-2010 14:34:39
30-0CT-2010 14:34:55

| Creation_time
| Revision_time
i Current_time

|
| Comment

Filename =
| Author = delta
Experiment = single_pulse.ex2
Sample_id =1
i Solvent = CHLOROFORM-D

= single_pulse
| Data_format = 1D COMPLEX
Dim_size = 26214
Dim_title = 1H
Dim_units = [ppm]
Dimensions =X
Site = ECX 400P
Spectrometer = DELTA2_NMR
Field strength = 9.389766[T] (400[MHz]
X_acq_duration = 3.2768[s]
X_domain = 1H
X_freq = 399.78219838[MHz]
| X_offset = 5[ppm]
; X_points = 32768
| X_prescans =0
| X_resolution = 0.30517578[Hz]
| X_sweep = 10[kHz]
Irr_domain = 1H
Irr_freq = 399.78219838[MHz]
Irr_offset = 5([ppm]
| Tri_domain = 1H
| Tri_freq = 399.78219838 [MHz]
| Tri_offset = 5[ppm]
| Clipped = FALSE
Mod_return =1
Scans =4
Total_scans =4
X_90_width = 1l4[us]
X_acq_time = 3.2768[s]
X_angle = 45[deg]
X_atn = 2.1[dB]
| X_pulse = 7[us]
Irr_mode = Off
Tri_mode = Off
Dante_presat = FALSE
| Initial_wait = 1[s]
| Recvr_gain = 32
| Relaxation_delay = 2[s]
| Repetition_time = 5.2768[s]
| Temp_get = 403.5[dcC]
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)

weond, LJEOD

——-— PROCESSING PARAMETERS ----—

0.08

dc_balance : 0 : FALSE
: 0.0[s]

zerofill : 1

fft : 1 : TRUE : TRUE
machinephase

ppm

reference : 77.166([ppm] : 77 [ppm]

007

0.06

i

3f ‘ | Sexp 2.0[Hz]
‘ | trapezoid3 : 0[%] : 80[%] : 100[%]
|
|
! | Derived from: 80-817,r.t.,13C,CDCl3-1.3jd
|

0.2
005

Creation_time
Revision_time

30-0CT-2010 14:28:20
30-0CT-2010 14:38:34

5 Filename = 80-817,r.t.,13C,CDC13
< Author = delta
Experiment = single_pulse_dec
Sample_id C R
Solvent = CHLOROFORM-D

0.03

Current_time

30-0CT-2010 14:39:00

g i Comment = single pulse decouple
| Data_format = 1D COMPLEX
it Dim_size = 26214
It Dim_title = 13C
g I Dim_units = [ppm]
| \ [ Dimensions =X
b site = ECX 400P
‘é '} ‘l '!l u;l \ ga y r il' l |' [ Spectrometer = DELTA2_NMR
ﬁ,h\ i 1 A ﬂ\y
S !'. ’[4 h }'&W AWMMW | "‘ ’" Iﬂjl\“ Field strength = 9.389766[T] (400 [MHz]
~ S X_acq_duration = 1.04333312[s]
1 | e X_domain = 13C
it X_freq = 100.52530333 [MHz]
I X_offset = 100 [ppm]
X_points = 32768
1 28 X_prescans =2
e X_resolution = 0.95846665[Hz]
X : parts per Million : 13C X_sweep = 31.40703518[kHz]
Irr_domain = 1H
| | Irr_freq = 399.78219838[MHz]
| Irr_offset = 5[ppm]
| Clipped = FALSE
Mod_return =1
Scans = 101
| Total_scans = 101
GJ
g | X_90_width = 11.8[us]
3 X_acq_time = 1.04333312(s]
g X_angle = 30[deg]
= X_atn = 6[dB]
N MMWWMMWWMWWMWMW m WM«W WWW HWW“MM X_pulse = 3.93333333[us]
M%Ww \ u\ Hm m " | ; TN rrr_atn_dec = 21.035[dB]
Irr_atn_noe = 21.035[dB]
I ML "L ! D I UL L et Sy moiige = WALTZ
180.0170.0  160.0 1500 140.0 1300 1200 1100 100.0 900 800 70.0 ?0.0 50.0 : 40.0 30.0 20.0 10.0 0 -10.0 —20.0| pecoupling = TRUE
[ " /‘\ A A | | ‘ Initial_wait = 1[s]
| / [\ | | Noe = TRUE
[ ' A ! e Noe_time = 3[s]
— Recvr_gain = 50
§ aS3 a8 23 E g e Relaxation_delay = 3[s]
w 2 ISEQH &R 23 ] 8 wi Repetition time = 4.04333312[s]
2 NS e g v % ! Temp_get = 403.5[dC]

X : parts per Million : 13C
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et BT RN L S, R PR
! ———- PROCESSING PARAMETERS —--——-
| dc_balance : 0 : FALSE
| sexp : 0.2[Hz] : 0.0[s]
| trapezoid3 : 0[% 80[%] : 100[%]
| zerofill : 1
| ££t : 1 : TRUE : TRUE
| machinephase
- | ppm
i
| Derived from: 80-1103,r.t.,1H,CDCl13-3.jd
| Filename = 80-1103,r.t.,1H,CDC13
Author = delta
| Experiment = single_pulse.ex2
i | | Sample_id =
) & Solvent = CHLOROFORM-D
=] 23 | creation_time = 20-MAY-2011 15:14:12
2 it T’ | Revision time = 20-MAY-2011 15:18:44
- It i Current_time = 20-MAY-2011 15:18:55
i‘ | | | comment = single_pulse
I | | Data_format = 1D COMPLEX
S i | Dim_size = 26214
2 ] | Dim_title = 1H
o | i | Dim_units = [ppm]
it | Dimensions =X
I | site = ECX 400P
| | | Spectrometer = DELTA2_NMR
Field_strength = 9.389766[T] (400[MHz]
| X_acqg_duration = 3.2768([s]
X _domain = 1H
=) | | X_freq = 399.78219838 [MHZz]
- X_offset = 5[ppm]
X_points = 32768
| X_prescans =0
X_resolution = 0.30517578[Hz]
X_sweep = 10[kHz]
Irr_domain = 1H
Irr_freq = 399.78219838[MHz]
Irr_offset = 5[ppm]
Tri_domain = 1H
Tri_freq = 399.78219838[MHz]
Tri_offset = 5[ppm]
1 Clipped = FALSE
3 ‘ | Mod_return =1
=4 | | Scans = 8
-‘-; ‘ { Total_scans =8
-§ | il | X_90_width = 13.2[us]
i | | J[ | X_acq_time = 3.2768[s]
ot e Wl — \ S |, T il | X_angle = 45[deg]
X_atn = 2.1[dB]
B R e S T P R ] T Vi B Gy ! X_pulse = 6.6[us]
| 0 4.0 " 2.0 1.0 0 Irr_mode = Off
\ \ ! | | Tri_mode = Off
/1N /,, I\ O\ /‘ \ /\ | Dante_presat = FALSE
' | Initial_wait = 1[s]
a2g8g3an 2888 58% < e ReTerarion ey = a1
AES BT ain BTS2 xS in ] Relaxation delay = 2[s]
SSNn N ol w oo ooN o < Repetition_time = 5.2768[s]
06 00 66 I~ I~ I~ I~ I~ FFFF enen - = Temp_get = 25.2[dC]

X : parts per Million : 1H |
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X : parts per Million : 13C
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|
\
t

| ;«
° WwwwwmwwwwWWWWMW«WMW awwmw AN

B  EARREEEEEREES S e

129.5151

128.4568
45.2295
43.4656

| ==—— PROCESSING PARAMETERS ----

dc_balance : 0 :
sexp : 2.0[Hz] :

trapezoid3 : 0[%]

zerofill : 1

fft : 1 : TRUE :
machinephase
ppm

FALSE
0.0[s]

80[%] : 100([%]

TRUE

reference : 77.166[ppm]l : 77[ppm]

Derived from: 80-1103,r.t.,13C,CDC13-2.j

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

| Irr_domain
Irr_freq
Irr_offset
Clipped
Mod_return
Scans

| Total_scans

| X_90_width
X_acq_time
X_angle

UM % e

Irr_atn_noe
| Irr_noise

0 Decoupling

Initial_wait

Noe

Noe_time
Recvr_gain
Relaxation_delay
Repetition_time
Temp_get

LU I I | I O 11

LU I L A T 1}

O T T T T B T

80-1103,r.t.,13C,CDC1
delta
single_pulse_dec

1

CHLOROFORM-D

20-MAY-2011 15:23:24
20-MAY-2011 15:23:59
20-MAY-2011 15:24:18

single pulse decouple
1D COMPLEX

26214

13cC

[ppm]

X

ECX 400pP
DELTA2_NMR

9.389766[T] (400 [MHZz]
1.04333312(s]

13c

100.52530333 [MHz]
100 [ppm]

32768

2

0.95846665 [Hz]
31.40703518 [kHz]
1H
399.78219838 [MHz]
5 [ppm]

FALSE

1

67

67

8.5[us]
1.04333312(s]
30[deg] |
3.6[dB] |
2.83333333[us] |
20.356[dB]

20.356[dB]

WALTZ

TRUE

1[s]

TRUE

3[s]

48

3[s]

4.04333312[s]

25.4[dcC]
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™ o] N 6]
% | =]
3
7 \_/ —==- PROCESSING PARAMETERS ----
1 3h dc_balance : 0 : FALSE
1 5 sexp : 0.2[Hz] : 0.0[s]
1 - trapezoid3 : O0[%] : 80[%] : 100[%]
1 1= zerofill : 1
1 R 2] ££t : 1 : TRUE : TRUE
B machinephase
o] ppm
w7 e base_correct : None : 0 : Smooth
b reference : 7.253[ppm] : 7.26[ppm]
1 ] Derived from: 80-1445-3,r.t.,1H,CDCl3-1.
1 n
4 \q 34
N
] Filename = 80-1445-3,r.t.,1H,CDC
o] ol Authoxr = delta
< | & v = Experiment = single_pulse.ex2
= < Sample_id =1
] o « - Solvent = CHLOROFORM-D
] ] | Creation_time = 1-FEB-2012 15:04:46
Revision_time = 1-FEB-2012 15:11:28
- NJ Current_time = 1-FEB-2012 15:12:03
5 Comment = single_pulse
4 ® 2 . Data_format = 1D REAL
S ] ° 9] Dim_size = 26214
o < . . . . : pim_title = 1n
| 74 ) 72 (2% ) 69 Dim_units = [ppm]
| S
1 | Site = ECX 400P
b sRasas ernsessaaEsy Spectrometer = DELTA2_NMR
1 PEREE EEEE R R T
aRaRRRd Eiaaaanngng Field strength = 9.389766[T] (400 [MHz]
X: parts per Milllon : 1H X_acqg duration = 3.2768[s]
X_domain = 1H
] X_freq = 399.78219838 [MHz]
X_offset = 5[ppm]
X_points = 32768
X_prescans =0
X_resolution = 0.30517578[Hz]
X_sweep = 10[kHz]
Irxr_domain = 1H
Irr_freq = 399.78219838[MHz]
Irr offset = 5[ppm]
o Tri_domain = 1H
- Tri_freq = 399.78219838[MHz]
Tri_offset = 5[ppm]
Clipped = FALSE
3 Mod_return =1
=1 Scans =8
3 Total_scans =8
£
2 X_90_width = 13.2[us]
< X_acq_time = 3.2768[s]
X_angle = 45[deg]
X _atn = 2.1[dB]
L B e B B I L L L LI N B L L LA A A LA [T T T T T T T T Ty pylge = 6.6[us]
9.0 8.0 " 20 1.0 Irr_mode = Off
I i I | Tri_mode = Off
\ Dante_presat = FALSE
Initial_wait = 1[s]
© - Recvr_gain = 42
72225 Zeag  §33m 8 Refanation dsiay © 3fs
o SR n e o8 n 2 Repetition_time = 5.2768[s]
~ o~ & of e - Temp_get = 24.8[dC]
X : parts per Million : 1H
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’/

| —-—- PROCESSING PARAMETERS —----

] 3h | dc_balance : 0 : FALSE

1 | 1 sexp : 2.0[Hz] : 0.0[s]

2 I trapezoid3 : 0[%] : 80[%] : 100([%]
| |E i zerofill : 1

| 1 £ft : 1 : TRUE : TRUE

| { machinephase

1 1 | i ppm

1 1 i reference : 77.166[ppm] : 77 [ppm]

] {1 Derived from: 80-F-2,r.t.,1H,CDC13-1.jdf

100

- 1 H H
fl ]
|

8-FEB-2012 11:10:18
8-FEB-2012 11:
8-FEB-2012 11:

Creation_time
| Revision_time
| Current_time

0.11 0.12 0.13 0.14 0.15 0.16 0.17 0.18 0.1

| Filename = 80-F-2,r.t.,1H,CDC13-
| Author = delta
2 | Experiment = single_pulse_dec
| sample_id =1
| Solvent = CHLOROFORM-D

:29

- { AL
S I ”"‘\‘J“‘r\f\'\ﬂru m‘M\ ‘(ﬁ"{ L | Comment = single pulse decouple
S 12 z Data_format = 1D COMPLEX
S l | | Dim_size = 26214
=X %lt”‘\J M J‘“’"\*‘i‘}'ﬂ M 'PN{? | Dim_title = 13C
H | Dim_units = [ppm]
8] - . e S | Dimensions =X
S u:.ul.nfw.u 139.0 1380 137.0 1360 1350 1340 133.0 1320 1310 uTo 1290 123 1220 1210 1200 100 1% 170 1160 1 s g | Site = ECX 400P
5 ! m i | /m\ { | spectrometer = DELTA2_NMR
1 A I\ I\ AN
S | Field_strength = 9.389766([T] (400([MHz]
3¢ X_acq _duration = 1.04333312[s]
81 HH X_domain = 13C
S per Million : 13C i X purts per Million : 13C X_freq = 100.52530333 [MHz]
o - X_offset = 100 [ppm]
8 X_points = 32768
S X_prescans =2
X_resolution = 0.95846665[Hz]
g | X_sweep = 31.40703518[kHz]
S Irr_domain = 1H
{ | Irr_freq = 399.78219838[MHz]
i 8.7 [ Irr_offset = 5[ppm]
| =5 [ 11| Clipped = FALSE |
| ! | [ Mod_return =1 |
| =i | [ | Scans = 693 |
S 1 | || Total_scans = 693 |
8 1 |
g =2 ‘ | 1 | X_90_width = 8.5[us] |
g &1 X_acq_time = 1.04333312[s]
£ ] l l l | X_angle = 30[deg]
|2 P " " 4 N A\ N R ") [ - g A " ol PTTPT D Gt 13- = 3.6[daB]
® . Al | " T N = al X_pulse = 2.83333333[us]
S — Irr_atn_dec = 20.356[dB]
T4 Irr_atn_noe = 20.356[dB]
R R s e - [ T T T I T Tey noise - WALTZ
180.0 1700 160.0 150.0 140.0 130.0 20.0 1100 100.0 90.0 80.0 70.0 60.0 50.0 400 30.0 -+ 20.0 10.0 0 pecoupling = TRUE
| | k ) I ‘ I Initial_wait = 1[s]
L A N A /AN AN A Noe = TRUE
Noe_time = 3[s]
Recvr_gain = 46
§'\3 S 8% ar3qg azxs §§§§§ § gé E Relaxation_delay = 3[s]
a3 3 LH8T ILL aRear » = — | Repetition_time = 4.04333312[s]
g:s% sg ag«lg’g :zz’ seeds ] w3 - Temp_get = 24.9[d4C]
—— —— v
| X : parts per Million : 13C
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=z | 0
3 @)
N N7 Y0 o
| (8 \ / &
1% hd —~=— PROCESSING PARAMETERS ----—
1 dc_balance : 0 : FALSE
3i sexp : 0.2[Hz] : 0.0[s]
trapezoid3 : 0[%] : 80[%] : 100[%]
. ) zerofill : 1
I £ft : 1 : TRUE : TRUE
| machinephase
ppm
i base_correct : None : 0 : Smooth
reference : 7.253[ppm] : 7.26[ppm]
- e Derived from: 80-1447-2,r.t.,1H,CDC13-1.
<
e~i
Filename = 80-1447-2,r.t.,1H,CDC
Author = delta
Experiment = single_pulse.ex2
Sample_id =1
| Solvent = CHLOROFORM-D
Creation_time = 1-FEB-2012 15:14:27
< Revision_time = 1-FEB-2012 15:21:01
o Current_time = 1-FEB-2012 15:21:24
| Comment = single_pulse
Data_format = 1D
| Dim_size = 26214
Dim_title = 1H
J Dim_units = [ppm]
Dimensions =X
1 Site = ECX 400P
4 Spectrometex = DELTA2_NMR
B Field_strength = 9.389766[T] (400[MHz]
X_acq duration = 3.2768[s]
¥X_domain = 1H
| X_freq = 399.78219838 [MHz]
X _offset = 5[ppm]
< X_points = 32768
— X_prescans =0
1 X_resolution = 0.30517578[Hz]
X_sweep = 10[kHz]
Irr_domain = 1H
) ) Irr_freq = 399.78219838[MHz]
Irr_offset = 5([ppm]
g Tri_domain = 1H
Tri_freq = 399.78219838[MHz]
1 . Tri_offset = 5[ppm]
Clipped = FALSE
3 Mod_return =1
= Scans =8
g Total_scans = 8
= 1
2 X_90_width = 13.2[us]
« 1 JU X_acq_time = 3.2768[s]
=) __J A A X_angle = 45[degl}
X_atn = 2,.1[dB]
s L I B e e e e e B L e e L S A s e e e e e A B T R T = 6.6[us]
9.0 8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 0 Irr_mode Off
i e Tri_mode = Off
- Dante_presat = FALSE
Initial_wait = 1[s]
82EE 2 $5IR 2@ Reianacion delay = 2(sl
%qqq S %QMN AR Repetition_time = 5.2768[s]
e v FET S crenenen Temp_get = 25[dcC]
X : parts per Million : 1H
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8
o | O
L \ \/\
C N O -
\_/ ———— PROCESSING PARAMETERS -~---—
o | de_balance : 0 : FALSE
o 3i , sexp : 2.0[Hz] : 0.0[s]
R trapezoid3 : 0[%] : 80[%] : 100[%]
zerofill : 1
£ft : 1 : TRUE : TRUE
machinephase
) ppnt
reference : 77.166[ppml : 77([ppm]
| Derived from: 80-1447,r.t.,13C,CDC1l3-1.j
] Filename = 80-1447,r.t.,13C,CDCl
] Author = delta
Experiment = single_pulse_dec
Q| Sample_id =1
< Solvent = CHLOROFORM-D
1 Creation_time = 1~FEB-2012 15:51:50
Revision_time = 1-FEB-2012 15: 08
1 Current_time = 1-FEB-2012 15:56:34
Comment = gingle pulse decouple
i Data_format = 1D COMPLEX
Dim_size = 26214
1 Dim_title = 13C
Dim_units = [ppm]
Dimensions =X
Site = ECX 400P
1 Spectrometer = DELTA2_NMR
Field_strength = 9.389766[T] (400[MHZ]
] X_acqg _duration = 1.04333312[s]
X_domain = 13C
- X _freq = 100.52530333 [MHZ]
© X_offset = 100 [ppm]
1 X_points = 32768
X_prescans =2
1 X_resolution = 0.95846665[Hz]
X_sweep = 31.40703518[kHz]
. Irr_domain = 1H
g Irr_freq = 399.78219838[MHz]
Irx_offset = 5[ppm]
E Clipped = FALSE
Mod_return =1
1 Scans = 125
] Total_scans = 125
@
2 ] X_90_width = 8.5[us]
3 X_acq time = 1.04333312[s]
g 1 L» X_angle = 30[deg]
2 X_atn = 3.6[dB]
¢ o W ; ' WWWMWMJ WW | MWWW X_pulse = 2.83333333[us]
Irr_atn_dec = 20.356[dB]
Irr_atn_noe = 20.356[dB]
e T T T T T T T T T e T T T T T T T T T T T T T T O T IO T Ty pojge = WALTZ
170.0 160. 150.0 140.0 130.0 120.0 110.0 100.0 90.0 80.0 70. 0.0 50.0 40.0 30.0 20.0 10.0 Decoupling = TRUE
l Initial_wait = 1[sl]
7 | Noe = TRUE
Noe_time = 3[s]
Recvr_gain = 50
2 s 3 Qﬂg% ﬁﬁ@gé 2 §:1‘ Relaxation_delay = 3[s]
& 5 9 28%3 3838 & 39 Repetition_time = 4.04333312[s]
% % 4 g‘;'&'&ﬁ' [Nl b w3 Temp_get = 25.3[dcC]
— i v -

X : parts per Million : 13C
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Z 0
0
BT ~N Yo

—=w= PROCESSING PARAMETERS -—---
dc_balance : 0 : FALSE
3' sexp : 0.2[Hz] : 0.0[s]

J trapezoid3 : O0[%] : 80[%] : 100[%]
zerofill : 1
£ft : 1 : TRUE : TRUE
machinephase
bppm
4 base_correct : None : 0 : Smooth
reference : 7.253[ppm] : 7.26[ppm]

3.95

3.0

Derived from: 80-1449-2,r.t.,1H,CDCl3-1.

Creation_time
Revision_time
Current_time

1-FEB-2012 15:09:37
1-FEB-2012 15:16:01
1-FEB-2012 15:16:35

« .
(B &3
] 5= —
- Filename = 80-1449-2,r.t.,1H,CDC
Authoxr = delta
Experiment = single_pulse.ex2
Sample_id =1
Solvent = CHLOROFORM-D

Comment = single_pulse
Data_format = 1D REAL
Dim_size = 26214
Dim_title = 1H
Dim_units = [ppm]
Dimensions =X
Site = ECX 400P
Spectrometer = DELTA2_NMR
Field_strength = 9.389766[T] (400[MHz]
X_acq _duration = 3.,2768[s]
X_domain = 1H
X _freq = 399.78219838[MHZ]
X_offset = 5[ppm]
X_points = 32768
X_prescans =
X_resolution = 0.30517578[Hz]
X_sweep = 10[kHz]
Irr domain = 1H
Irr freq = 399.78219838 [MHZz]
Irr_offset = 5[ppm]
Tri_domain = 1H
Tri_freq = 399.78219838 [MHz]
Tri_offset = 5[ppm]
Clipped = FALSE
@ Mod_return =1
g Scans =8
3 Total_scans =8
]
2 X_90_width = 13.2[us]
« X_acq_time = 3.2768(s]
X_angle = 45[deg]
X _atn = 2,1[dB]
e e L o e L e o s O s e L L L L T T T T X _pulse = 6.6[usl
7.0 6.0 Irr_mode = Off
[ | | Tri_mode = Off
Dante_presat = FALSE
' Initial wait = 1[s]
Recvr_gain = 44
§§§§a %Egg gﬁég § Relaxation_delay = 2[s]
TN T 8o e ° Repetition_time = 5.2768[s]
L S N < e I Temp_get = 24.9[&C]

X : parts per Million : 1H
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1

ST I I

L

0.05 0.06 0.07 0.08 0.(|)9 01 011 0.12 0.13 0.14 0.15 0.16 0.17 0.18 0.19 0.2

—==-= PROCESSING PARAMETERS ----—

dc_balance : 0
sexp : 2.0[Hz]

trapezoid3 : 0[%]

zerofill : 1
f£ft ¢+ 1 : TRUE
machinephase

: FALSE
: 0.0[s

1
80[%] : 100[%]

TRUE

ppm
reference : 77.166[ppm] : 77 [ppm]

Derived from:

80-1449,r.t.,13C,CDC13-1.3

Filename
Authoxr
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

80-1449,r.t.,13C,CDC1
delta
single_pulse_dec

1

CHLOROFORM-D
1-FEB-2012 15:37:19
1-FEB-2012 15 329
1-FEB-2012 15:43:31

43

single pulse decouple
1D COMPLEX

26214

13¢

[ppm]

b4

ECX 400P
DELTA2_NMR

9.389766[T] (400([MHZz]
1.04333312([s]

X_domain = 13C
X_freq = 100.52530333 [MHz]
= X_offset = 100 [ppm]
] X_points = 32768
B X_prescans =2
7 X_resolution = 0,95846665[Hz]
X _sweep = 31.40703518[kHz]
= Irr_domain = 1H
7 . Irr_freq = 399,78219838 [MHz]
Irr_offset = 5[ppm]
] Clipped = FALSE
< Mod_return =1
Scans = 60
81 Total_scans = 60
g
= - X_90_width = 8.5[us]
g 24 X_acq_time = 1.04333312[s]
E < X_angle = 30[deg]

2 ' | X_atn = 3.6[dB]
R A e *paise I 353333333 1us)
< Irr_atn_dec = 20.356 [dB]

T Irr_atn_noe = 20.356[dB]
T T T T e T T T T T T T T T T e T T T T T T T T T T T T T T e Irr noise = WALTZ
170.0 160 150.0 140.0 .0 20.0 110.0 100.0 90.0 80.0 70. Decoupling = TRUE

Initial_wait = 1[s]
L A I o Lc

Noe_time = 3[s]
Recvr_gain = 46

§ g RE&&E §EE§§ § &(E Relaxation_delay = 3[s]

0 - EIRES SR % A= Repetition_time = 4.04333312(s]

?"; g ggﬁﬁg Eeeds 3 w3 Temp_get = 25.2[d4C]

- - vyt

X : parts per Million : 13C
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(3 dEDL
O\/\ ‘ <+
1 ‘ ==== PROCESSING PARAMETERS ----
- J | dc_balance : 0 : FALSE
« ] 3k sexp : 0.2[Hz] : 0.0[s] |
| trapezoid3 : 0[%] : 80[%] : 100[%] |
zerofill : 1 |
] | fft : 1 : TRUE : TRUE
| machinephase
| | ppm
i ‘ Derived from: 80-1471,r.t.,1H,CDC13-2.jd
| 1
] /< | (=
| [ SN |
| | ® - |
| | - | [ P S — S
3 | / | [ Filename = 80-1471,r.t.,1H,CDC13
1 [ [3 | ‘ Author = delta
I ‘ - | | Experiment = single_pulse.ex2
| | Sample_id =1
S ( (& [ | | solvent = CHLOROFORM-D
o | Jg | ‘ Creation_time = 20-FEB-2012 12:58:04
1 | | j { | Revision_time = 20-FEB-2012 13:02:46
‘ | ‘ 1 Current_time = 20-FEB-2012 13:03:08
‘ ( Comment = single_pulse
| ) . ‘ J Data_format = 1D COMPLEX
| d a4 g Dim_size = 26214
Dim_title = 1H
Dim units = [ppm]
Dimensions =X
1 Site = ECX 400P
| Spectrometer = DELTA2_NMR
Field_strength = 9.389766[T] (400 [MHz]
X_acq duration = 3.2768[s]
| X_domain = 1H
| X_freq = 399.78219838 [MHz]
| X_offset = 5[ppm]
X_points = 32768
X_prescans =0
X_resolution = 0.30517578[Hz]
X_sweep = 10[kHz]
Irr_domain = 1H
Irr_freq = 399.78219838 [MHz]
Irr_offset = 5[ppm]
Tri_domain = 1H
Tri_freq = 399.78219838 [MHz]
i Tri_offset = 5[ppm]
i Clipped = FALSE
@ I Mod_return =1
2 ] t Scans =8
3 ' Total_scans =8
g |
2 I | | “ ‘ X_90_width = 13.2[us]
1| N )| ) | X_acq_time = 3.2768[s]
NN A | AA (VAN JL_/\\__H X_angle = 45[deg]
X_atn = 2.1[dB]
— T T T - — { X pulse = 6.6[us]
7.0 6.0 5.0 4.0 ' 3.0 2.0 1.0 | Irr_mode = Off
) | N [ | Tri_mode = Off
/ | / ‘ \ / / / | [\ Dante_presat = FALSE
‘ s ' Initial_wait = 1[s]
— | Recvr_gain = 42
E2ERAS 5808 ZBES 8 Relaxation delay = 2[s]
veeaass A Lo e | Repetition_time = 5.2768[s]
BN EA R R eienenen - | Temp_get = 25[4C]

X : parts per Million : 1H
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4 - — — - e

<UUS =

——=— PROCESSING PARAMETERS ----
dc_balance : 0 FALSE

| 3k sexp : 2.0[Hz] 0.0[s]

1 trapezoid3 : 0[%] : 80[%] : 100[%]
| zerofill : 1

1 | £fft : 1 : TRUE : TRUE

] | machinephase

| ppm

| reference : 77.166[ppm] : 77 [ppm]

1 | Derived from: 80-1471,r.t.,13C,CDC13-1.j

80-1471,r.t.,13C,CDC1 |

20-FEB-2012 13:09:04
20-FEB-2012 13:13:08
20-FEB-2012 13:13:39

0.11 0.12 0.3 0.14 015 0.16 0.17 0.18

Creation_time
Revision_time
Current_time

Filename =
Author = delta
Experiment = single_pulse_dec
| i Sample_id =1
| Solvent = CHLOROFORM-D

0.1

1 Comment = single pulse decouple
Data_format = 1D COMPLEX
g ] | Dim_size = 26214
] | Dim_title = 13C
g | Dim_units = [ppm]
< | Dimensions =X
<3 site = ECX 400P
=~ 1 Spectrometer = DELTA2_NMR
S |
=3 Field_strength = 9.389766[T] (400 [MHz] |
@ ] X_acq _duration = 1.04333312[s]
S X_domain = 13C
S X_freq = 100.52530333 [MHz]
| X_offset = 100 [ppm]
g X_points = 32768
S X_prescans =2
| X_resolution = 0.95846665[Hz]
-] | X_sweep = 31.40703518 [kHz]
S ] _ | Irr_domain = 1H
. | 1 Irr_freq = 399.78219838[MHz]
Q1] f ‘ | Irr_offset = 5[ppm]
S | clipped = FALSE
! | | Mod_return =1
a I ‘ Scans = 98
| = Total_scans = 98
| @ 1
|8 = X_90_width = 8.5[us]
g 27 X_acq_time = 1.04333312[s]
| § X_angle = 30[deg]
|2 J \ el y X_atn = 3.6[dB]
| = < M R WM WWW X _pulse = 2.83333333[us]
1 Irr_atn_dec = 20.356[dB]
| Irr_atn_noe = 20.356[dB]
I R S R e e A R A s o e e n e s LR R R R RS R AR T T Iy noise = WALTZ
170.0 160.0 150.0 140.0 ~ 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 Decoupling = TRUE
‘ (. [ Initial wait = 1[s]
| / J\\ \ \ || Noe = TRUE
Noe_time = 3[s]
Recvr_gain = 46
'é |ER ¢ 8 “ ﬁ'ﬂ@ﬁé % 35 Relaxation_delay = 3[s] |
2 q9Re 2 g b S3e8 8 = Repetition_time = 4.04333312[s] ‘
% g8 £ % I ggedg g wy Temp_get = 25.3[dC] |
- p/ERIE N S |
X : parts per Million : 13C
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1.0

b
o
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| 2

|2

iG]

4.0

P S —

TR W —

|
oL

|

dc_balance : 0 :
sexp : 0.2[Hz] :

trapezoid3 : 0[%]

zerofill : 1
fft : 1 : TRUE :
machinephase
ppm

| base_correct : None

~=——— PROCESSING PARAMETERS ----—
FALSE
0.0[s

1
80[%] : 100[%]

TRUE

: 0 : Smooth

reference : 7.253[ppm] : 7.26[ppm]

| Derived from: 80-NO2,r.t.,1H,CDC13-2.jdf

Filename
Author
Experiment
Sample_id
Solvent
Creation_time
Revision_time
Current_time

i 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
| Irr_domain

| J
\ﬁ~~,,m/

bl
=
®
ol

/I

gug %
258 3
Lo e i Bl
Www o~

X : parts per Million : 1H

4.6017
4.3307
4.3131
4.3108
4.2902

Irr_freq
Irr_offset
Tri_domain
Tri_freq
Tri_offset
Clipped
Mod_return
Scans
Total_scans

X_90_width
X_acq_time
X_angle

X _atn

X_pulse
Irr_mode
Tri_mode
Dante_presat
Initial_wait
Recvr_gain
Relaxation_delay
Repetition_time
Temp_get

wowowwwwwn

wwown

LU I (O (O I

80-NO2,r.t.,1H,CDC13~-
delta
single_pulse.ex2

CHLOROFORM-D
6-FEB-2012 11:03:30
6-FEB-2012 11:09:02
6-FEB-2012 11:09:32

single_pulse
1D REAL
26214

1H

[ppm]

X

ECX 400P
DELTA2_NMR

9.389766[T] (400 [MHz]
3.2768[s]

1H

399.78219838 [MHz]

5 [ppm]

32768

0

0.30517578 [Hz]

10 [kHz]

1H
399.78219838 [MHz]
5 [ppm]

1H

399.78219838 [MHz]
5 [ppm]

FALSE

1

8

8

13.2[us]
3.2768[s]
45 [deg]
2.1[dB]
6.6[us]
Off

Off
FALSE
1[s]

32

2[s]
5.2768[s]
24.7[4cC]
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Z.
Q
b

=

P

.

s P

abundance

-0.010 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 0.18 0.19

170.0 160.0 150.0 140.0 130.0 hZ0.0

1 5 ‘ /

|

! @ 5 8§ ¥% 85

| - vy -] - & =

‘ ] 3 a Mmoo
oo oo =3 v ae
w - - o N aN
— - - - - - -

X : parts per Million : 13C

| Creation_time
[ Revision_time
Current_time

Comment = single pulse decouple
Data_format = 1D COMPLEX

Dim_size = 26214
| Dim_title = 13C
| Dim_units = [ppm]

Dimensions =X

Site = ECX 400P

Spectrometer = DELTA2_NMR

A RSN

T T T T T

-}

=<0

77.4889
76.8596
71.7681
69.1556
46.0915
44.2322

——-- PROCESSING PARAMETERS —-—--—
dc_balance : 0 : FALSE |
sexp : 2.0[Hz] : 0.0[s] |
trapezoid3 : 0[%] : 80[%] : 100[%]
zerofill : 1

fft : 1 : TRUE : TRUE
machinephase

ppm

Derived from: 80-NO2,r.t.,13C,CDC1l3-2.3jd |

80-NO2,r.t.,13C,CDC13
delta
single_pulse_dec

s

Filename
Author
Experiment
Sample_id
Solvent CHLOROFORM-D
3-FEB-2012 10:46:43
3-FEB-2012 10:50:48 |
3-FEB-2012 10:51:18

LI I I I}

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 =2

X_resolution = 0.95846665[Hz]

X_sweep = 31.40703518[kHz]
Irr_domain = 1R

Irr_freq = 399.78219838 [MHz] |
Irr_offset = 5[ppm]

Clipped = FALSE

Mod_return =1

Scans = 51

Total_scans = 51

X_90_width = 8.5[us]

X_acq_time = 1.04333312[s]

X_angle = 30[deg]

X_atn = 3.6[dB]

X_pulse = 2.83333333[us]

Irr_atn_dec = 20.356[dB] |
Irr_atn_noe = 20.356[dB] |
Irr_noise = WALTZ 1
Decoupling = TRUE |
Initial_wait = 1[s] |
| Noe = TRUE [
Noe_time = 3[s] |
Recvr_gain = 46 |
Relaxation_delay = 3[s]

Repetition_time = 4.04333312[s]

Temp_get = 24.9[dcC]
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% =T AT T
=~ O ———— PROCESSING PARAMETERS ----
\ ’ dc_balance : 0 : FALSE
3 sexp : 0.2[Hz] : 0.0[s]
; | m trapezoid3 : O[%] : 80[%] : 100([%]
| 1 zerofill : 1
[ % fft : 1 : TRUE : TRUE
| ] - machinephase
] - ppm
v base_correct : None : 0 : Smooth
| reference : 7.253[ppm] : 7.26[ppm]
|
Derived from: 80-1457,r.t.,1H,CDC13-2.jd
[ <
) o
I « |
2 ([ [ Filename = 80-1457,r.t.,1H,CDC13
iR ‘ [ Author = delta
] | RS 1 Experiment = single_pulse.ex2
| [ Sample_id =1
| | | Solvent = CHLOROFORM-D
fen | ‘ { Creation_time = 9-FEB-2012 16:04:33
I | Revision_time = 9-FEB-2012 16:09:59
| [ [ ‘ | Current_time = 9-FEB-2012 16:10:22
< | | | :
| ¥ | ( - [ | comment = single_pulse
| | / | | | pata_format = 1D REAL
| J J ) ) 1 | Dim_size = 26214
| | ‘ Dim_title = 1H
| 1 | Dim_units = [ppm]
| | Dimensions =X
| | site = ECX 400P
| 2 | Spectrometer = DELTA2_NMR
Field_strength = 9.389766[T] (400[MHZz]
X_acq _duration = 3.2768[s]
X_domain = 1H
X _freq = 399.78219838 [MHz]
X_offset = 5[ppm]
X_points = 32768
= X_prescans =0
L . X_resolution = 0.30517578[Hz]
§ X_sweep = 10[kHz]
Irr_domain = 1H
Irr_freq = 399.78219838 [MHz]
Irr_offset = 5[ppm]
| Tri_domain = 1H
| 1 ‘ I Tri_freq = 399.78219838 [MHz]
| < Tri_offset = 5[ppm]
| v | Clipped = FALSE
| @ ) | Mod_return =1
|2 I | Scans =8
|3 1 I |l Total_scans =8
s | ]‘ i i
2 ! } H-h I ‘ | X_90_width = 13.2[us]
s ; M . aol X_acq_time = 3.2768[s]
P e - JUJ A UL S X_angle = 45[deg]
} X_atn = 2.1[dB]
L N ! B T X_pulse = 6.6[us]
8.0 .10 m 5.0 L 4.0 )OO Irr_mode = Off
) )N k Tri_mode = Off
/‘\\ /\\ / / \\ / /‘\ \\ Dante_presat = FALSE
: Initial_wait = 1[s]
R2zs2g $222 13938 Retaxscion delay = 20s]
5?-32 %ga\% %SSR %I\BEQ; Repetition_time = 5.2768[s]
[ S R o <t e Temp_get = 24.4[dC]
X : parts per Million : 1H
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C
m
-
r

=
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§
=
O
i
i
\
|
|
|

0.13

Creation_time
Revision_time
Current_time

9-FEB-2012 16:15:32
9-FEB-2012 16:2 3
9-FEB-2012 16:21:10

1 | =——— PROCESSING PARAMETERS —----—
b i dc_balance : 0 : FALSE
! 3m | sexp : 2.0[Hz] : 0.0[s]
| trapezoid3 : O0[%] : 80[%] : 100[%]
| zerofill : 1
a4 | £ft : 1 : TRUE : TRUE
pie | machinephase
1 | ppm
1 | reference : 77.166([ppm] : 77 [ppm]
A4 | Derived from: 80-1457,r.t.,13C,CDCl3-1.j
ey |
[ E | e .
e Filename = 80-1457,r.t.,13C,CDC1L
Author = delta
Experiment = single_pulse_dec
) | sample_id =1
P Solvent = CHLOROFORM-D

Comment = single pulse decouple
Data_format = 1D COMPLEX
Dim_size = 26214
-1 Dim_title = 13C
- Dim_units = [ppm]
S Dimensions =X
Site = ECX 400P
Spectrometer = DELTA2_NMR
Y
< Field_strength = 9.389766[T] (400[MHz]
e X_acq _duration = 1.04333312([s]
X_domain = 13C
X_freq = 100.52530333 [MHz]
5 X_offset = 100 [ppm]
S X_points = 32768
X_prescans =2
X_resolution = 0.95846665[Hz]
1 X_sweep = 31.40703518[kHz]
8- Irr_domain = 1H
= Irr_freq = 399.78219838 [MHz]
Irr_offset = 5[ppm]
{ Clipped = FALSE
@ 1 Mod_return =1
< Scans = 99
e | Total_scans = 99
@
1 | | X_90_width = 8.5[us]
3 -] X_acq_time = 1.04333312([s]
g g | | X_angle = 30[deg]
2 1 ) | il [ ) /| . X || X-atn = 3.6[dB]
- " { " = ¥
3 MR Ao o ) = O
°| 1 Irr_atn_noe = 20.356[dB]
R e T R R R R e s a aaun e R RRERRRREEEE S - - e FrrrTrTTT Yry noise — WALTZ
180.0 170.0 160.0 150.0 140.0 130.0 120.0 110.0 100.0 90.0 80.0 70.0 60.0 500 ~ 40.0 30.0 20.0 10.0 0 pecoupling = TRUE
I | | i { | | | Initial_wait = 1[s]
/\ | AN T | Noe - oz
| Noe_time = 3[s]
| Recvr_gain = 48
aR - ol 2 = S = 91 S ] % E IQ '5 Relaxation_delay = 3([s]
] < ] e 2 JST&L & = B= | Repetition_time = 4.04333312(s]
% S a o) [ Eeeas ] n ©3 Temp_get = 24.7[dcC]
- - - - - -

X : parts per Million : 13C
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| |
| (| | ‘
\ || | \
o= || 1 |
| | ‘ | I
| [ | —--- PROCESSING PARAMETERS ----
| s | | dc_balance : 0 : FALSE
i W S sexp : 0.2[Hz] : 0.0[s]
ﬁ | | | trapezoid3 : 0[%] : 80[%] : 100[%]
1 | | zerofill : 1
1 | H | | £ft : 1 : TRUE : TRUE
5 « s ) B | | ;\;:‘hinephase
| |
] | =g ‘ b= S & | base_correct : None : 0 : Smooth
S | - | - ‘}-"I""‘ S | reference : 7.253[ppm] : 7.26[ppm]
| { | |
E ‘ [ [ ‘ | Derived from: 80-ac,r.t.,1H,CDC13-1.jdf
3’ { ' f | 4 || |
\ ‘ 1 ‘ \ 1
<] L | SR—
—1 H [ a I Filename = 80-ac,r.t.,1H,CDC13-5
] [ ‘ Author = delta
- I | Experiment = single_pulse.ex2
i ‘ I | Sample_id =1 |
| | | I b3l I Solvent = CHLOROFORM-D [
R 1 ol f Creation_time = 19-DEC-2011 10:18:52
| J | Revision_time = 19-DEC-2011 10:22:35 |
- | [ } 2 [ Current_time = 19-DEC-2011 10:25:24 [
i | { i
~ } l ‘ 1 :"j‘ Comment = single_pulse |
- ‘ H ] i Data_format = 1D REAL [
| o o e ‘ | a4 \ Il Dim_size = 26214
| [ P | 1 | Dim_title = 1H
| & | / | ‘ ] [ Dim_units = [ppm]
N J ) ) A) J Y, ] ! { Dimensions = |
1 i Site = ECX 400P
| | 1 & J Spectrometer = DELTA2_NMR
S i 1 \
} = H E;\_JJ U e Field_strength = 9.389766[T] (400 [MHz]
‘ ~ | | X_acq_duration = 3.2768[s]
s | e e p——— e X_domain = 1H
| 1 | Ll ‘r’ 42 W1 A8 DY 0K H X_freq = 399.78219838 [MHz]
| | | | N\ X_offset = 5[ppm]
| s | 1 M\ X_points = 32768
| 1 i X_prescans =0
f 1 403 X_resolution = 0.30517578 [Hz]
] | | 3 99 X_sweep = 10[kHz]
1 | | i X £ purts per Million : 1H Irr_domain = 1H
- * | 1 f Irr_freq = 399.78219838[MHz]
S | I Irr_offset = 5[ppm]
i | | Tri_domain = 1H
- | | | Tri_freq = 399.78219838[MHz]
S i | Tri_offset = 5[ppm]
| | | Clipped = FALSE
| @ aQ 1l | Mod_return =1
| 8 =) il | Scans = 16
‘.g I i | Total_scans = 16
g o~ i
2 3 “ 3 I ‘r J X_90_width = 14[us]
L ‘ [\ | I X_acq_time = 3.2768[s]
| P I I PO AN 1 WV July - o | X angle = 45[deg]
‘ | X_atn = 2.1[dB]
| B e e R - — T - — — —— X pulse = 7[us]
| 9.0 8.0 7.0 6. 5.0 4.0 ; 3.0 2.0 1.0 0 Irr_mode = Off
| * ) [l | | Tri_mode = Off
| /\ / | \ / [ | Dante_presat = FALSE
Initial_wait = 1[s8]
Recvr_gain = 36
28 388 29 ERY $388 g Relaxation delay = 2[s]
NN XN aa TaQ 88w o Repetition_time = 5.2768[s]
o v wnwn T cenenen - Temp_get = 403.1[4C]
|
i . Adpartsper Mllows1H =
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S i) e e s
3n ———— PROCESSING PARAMETERS —----—
| dc_balance : 0 : FALSE
| sexp : 2.0[Hz] : 0.0[s]
trapezoid3 : 0[%] 80[%] : 100[%]
zerofill : 1
| ££€t : 1 : TRUE TRUE
| machinephase
| ppm
reference : 77.166[ppm] : 77 [ppm]
| Derived from: 80-ac,13C, r.t., CDC1l3-1.j
I
| Filename = 80-ac,13C, r.t., CDCL
(1 | Author = delta
o \ Experiment = single_pulse_dec
| Sample_id =
| Solvent = CHLOROFORM-D
| Creation_time = 19-DEC-2011 10:33:04
| Revision_time = 19-DEC-2011 10:32:53
| Current_time = 19-DEC-2011 10:33:25
Comment = single pulse decouple
Data_format = 1D COMPLEX
1 Dim_size = 26214
Dim_title = 13C
1 Dim_units = [ppm]
Dimensions =X
Site = ECX 400P
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 =2
| | X_resolution = 0.95846665[Hz]
X_sweep = 31.40703518[kHz]
Irr_domain = 1H
Irr_freq = 399.78219838 [MHz]
Irr_offset = 5[ppm]
Clipped = FALSE
| Mod_return =1
Scans = 85
| Total_scans = 85
v |
2 | X_90_width = 11.8[us]
3 ‘ X_acq_time = 1.04333312([s]
g ( | X_angle = 30[deg]
£ " \ | il Y ! | X_atn = 6[dB]
: WMWWWWMMWMWMMWW* Xpulse - 3 920m31u
A ‘ : | Irr_atn_dec = 21.035[dB]
| Irr_atn_noe = 21.035[dB]
TV I T v T [ vyrrrvres TYTrrrrrprreeY T LA RS LA RN R A R LSS AR T T L | T ‘xrr‘—noiss = WALTZ
150.0, 140.0 130.0 120.0 110.0 100.0 90.0 80.0 20.0 10.0 | Decoupling = TRUE
/\ ( [ A [ | | Initial wait = 1[s]
\ | A \ | Noe = TRUE
‘ | Noe_time = 3[s]
| Recvr_gain = 54
§ a8 = S %2 2 E§§§§ g §§ Relaxation_delay = 3[s]
A hual ] S 8 ¥ aRZ®aq ® - Repetition_time = 4.04333312[s]
s e by = 2L g Eeeas g w3 | Temp_get = 403.1[dcC]
- — - - - - -

X : parts per Million : 13C
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X : parts per Million : 1H

—==—= PROCESSING PARAMETERS —--—--—
dc_balance : 0 : FALSE
sexp : 0.2[Hz] : 0.0[s]

trapezoid3 : 0[%] : 80[%] : 100[%]

| zerofill : 1

| Derived from:

1
|
| | 1 3
| i i :
{1 I
1 1 “
L i ’133
|| ‘l I
| \u” " ‘I‘
i L O Jw/j L g
VY EEENZaE R ek AGAE,
il 7‘ ‘l‘\u e
I\ /N N |
Eiif gEgggE  §E3
5553 ELEEEE R
it yperts pur Mo 1 11 S S =
T N I SN
— V—————
2.0 1.0 0

££t : 1 : TRUE 3
machinephase
ppm
base_correct : None : 0 :
reference : 7.253[ppm] :

TRUE
Smooth
7.26 [ppm]

80-Th,r.t.,1H,CDC13-1.jdf

19-DEC-2011 10:12:39
19-DEC-2011 10:19:46
19-DEC-2011 10:20:17

Creation_time
Revision_time
Current_time

Filename = 80-Th,r.t.,1H,CDC13-6
Author = delta

Experiment = single_pulse.ex2
Sample_id =1

Solvent = CHLOROFORM-D

Comment = single_pulse
Data_format = 1D REAL

Dim_size = 26214

Dim_title = 1H

Dim_units = [ppm]

Dimensions =X

Site = ECX 400P
Spectrometer = DELTA2_NMR
Field_strength = 9.389766[T] (400[MHZ]
X_acq duration = 3.2768[s]
X_domain = 1H

X_freq = 399.78219838[MHz]
X_offset = 5[ppm]
| X_points = 32768

X_prescans =0

X_resolution = 0.30517578[Hz]
X_sweep = 10[kHz]
Irr_domain = 1H

Irr_freq = 399.78219838 [MHz]
Irr_offset = 5[ppm]
Tri_domain = 1H

Tri_freq = 399.78219838[MHz]
Tri_offset = 5[ppm]

Clipped = FALSE

Mod_return =1

Scans = 16

Total_scans = 16

X_90_width = 14 [us]
X_acq_time = 3.2768[s]
X_angle = 45[deg]
| X_atn = 2.1[dB]

X_pulse = 7[us]

Irr_mode = Off

Tri_mode = Off

Dante_presat = FALSE
Initial_wait = 1[s]
| Recvr_gain = 36

| Relaxation_delay = 2[s]
Repetition_time = 5.2768[s]

| Temp_get = 403.1[4cC]

S60



Electronic Supplementary Material (ESI) for Green Chemistry
This journal is © The Royal Society of Chemistry 2012

< |
=

0.2

0.1
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e — : aaan
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e A T

158.4907
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e
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67.4164
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X : parts per Million : 13C
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ey

45.9732
44.1139
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dc_balance : 0

| sexp : 2.0[Hz]
trapezoid3 : 0[%]

zerofill : 1
fft : 1 : TRUE

| machinephase

ppm

| =——— PROCESSING PARAMETERS ----
FALSE
0.0[s

1
80[%] : 100[%]

TRUE

reference : 77.166[ppm] : 77 [ppm]

Derived from: 80-Th,13C, r.t., CDC13-1.j

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
Irr_domain
Irr_freq
Irr_offset
Clipped
Mod_return
Scans
Total_scans

X_90_width
X_acq_time
X_angle

X _atn
X_pulse
Irr_atn_dec
Irr_atn_noe
Irr_noise
Decoupling
Initial_wait
Noe
Noe_time
Recvr_gain

Relaxation_delay

Repetition_time
Temp_get

o wwnnu
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LU [ I (I I
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80-Th,13C, r.t., CDCl

delta
single_pulse_dec
1

CHLOROFORM-D

19-DEC-2011 10:44:11
19-DEC-2011 10:42:49
19-DEC-2011 10:43:17

single pulse decouple
1D COMPLEX

26214

13cC

[ppm]

X

ECX 400P
DELTA2_NMR

9.389766[T] (400([MHZz]
1.04333312([s]

13cC

100.52530333 [MHZz]
100 [ppm]

32768

2

0.95846665[Hz]
31.40703518[kHz]
1H
399.78219838[MHz]
5 [ppm]

FALSE

1

101

101

11.8[us]
1.04333312([s]

3.93333333[us]
21.035[dB]
21.035[dB]
WALTZ

TRUE

1[s]

TRUE

3[s]
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3[s]
4.04333312([s]
403.1[4cC]




