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—---- ACQUISITION PARAMETERS ----

_—

Derived from: single_pulse.1327

File Name
Author

Sample ID
Content
Creation Date

Revision Date
Spec Site

Spec Type
Data Format

. Dimensions

Dim Title

Dim Size

Dim Units
Experiment
Probe_id
Temp_get
Spin_get
Solvent
Recvr_gain
Scans
X_prescans
Digital filter
Filter_ factor
X_points
X_domain

X offset
X_freq
X_sweep

X acq_time
X_resolution

! Relaxation_delay
. Repetition_time

X_angle

X _90_width
X_pulse
X_atn
Dante_presat
Irr_mode
Irr_domain
Irr freq
Irr_offset
Irr_pwidth
Dead_time
Delay
Tri_mode
Tri_domain

! Tri_freq

Tri_offset
Tri_pwidth
Obs_pwidth
Qui_pwidth
Qua_pwidth
Sex_pwidth
Sep_pwidth
Oct_pwidth
Non_pwidth
Dec_pwidth
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mwononon

('}

L L L (| | (| T I 1 I R T '}

single_pulse.1329

S#825616
single_pulse
30-NOV-2005 22:59:01

30-NOV-2005 23:14:15
ECA300 (2 JMT30-2)

DELTA2_NMR

1D COMPLEX

X

1H

13107

[ppm]
single_pulse.ex2
2692

24.7[dc)

16 [Hz]
CHLOROFORM-D
42

8

0

TRUE

8

16384

1H

5 [ppm]
300.52965592 [MHz]
5.63570784 [kHz]
2.90717696 [s]
0.34397631 [Hz]
5[s]
7.90717696 [s]
45 [deg]

10.6 [us]

5.3 [us]

5.8[dB]

FALSE

Off

1H
300.52965592 [MHz]
5 [ppm]

0.153 [ms]

0 [us]

0 [us]

Ooff

1H
300.52965592 [MHz]
5 [ppm]

1[us]

1 [us]

1[us]

1[us]

1 [us]

1[us]

1[us]

1[us]

1 [us]
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M ] o ---- ACQUISITION PARAMETERS ---- |
S Derived from: single_pulse_dec_copy.23
- o o m.C.M Name = single_pulse_dec_copy.
1 Authox =
1 Ph Sample 1D = S#826804
- M [o} Content = single pulse decoupled
p 3p Creation Date = 30-NOV-2005 23:29:43 !
9“ Revision Date = 30-NOV-2005 23:30:56
] Spec Site = ECA300 (2 JMT30-2)
o ] Spec Type = DELTA2_ NMR
=4 Data Format = 1D COMPLEX
@ ] Dimensions =X
] Dim Title = 13C
] Dim Size = 13107
1 Dim Units = [ppm]
<] Experiment = single_pulse_dec
mlu_ Probe_id = 2692
] Temp_get = 24.8[d4cC]
1 Spin_get = 14 [Hz]
] Solvent = CHLOROFORM-D
o] | Recvr_gain = 60
= | scans = 591
o ] ? X_prescans = 4
1 | Digital_filter = TRUE
1 | Filter_factor =8
i | X_points = 16384
S ] X_domain = 13C
Wl. X offset = 100 [ppm]
1 X_freq = 75.56823426 [MHz]
1 X_ sweep = 23.67424242 [kHz]
1 X_acq_time = 0.69206016[s]
o X_resolution = 1.44496109 [Hz]
g Relaxation_delay= 2([s]
< - Repetition_time = 2.69206016(s]
m X_angle = 30[deg]
X_90_width = 9.6 [us]
] X_pulse = 3.2[us]
S ] X_atn = 8.6[dB]
S Noe_time = 2[s]
a 1 | Decoupling = TRUE
1 ‘ Irr_domain = 1H
] | | Irr_freq = 300.52965592 [MHz]
- ] | | Irr offset = 5[ppm]
= | Irr_pwidth = 0.153 [ms]
Q] Irr_atn_noe = 28.8[dB]
9 Irr_atn_dec = 28.8[dB]
] Irr _noise = WALTZ
] Dead_time = 0[us]
~ ™ Delay = 0[us]
1)) Q
g <7 Tri_pwidth = 1[us]
8 =1 Obs_pwidth = 1[us]
= ] Qui_pwidth = 1[us]
- ] Qua_pwidth = 1[us]
m ] { Sex_pwidth = Hmc.m“
Sep_pwidth = 1[us
= i?}i%i;}isii\gg oot pwidth = 1[us)
Non_pwidth = 1[us]
L [ N A A S A s A B L B L RN Dec_pwidth = 1[us]
170.0 160.0 150.0 140.0 uum.c 70.0 60.0 50.0 40.0 |
W AT N
N A | o
5 S8 2 253533 g BEIEREARES
e =29 = 3uaxld N BN =UReRS |
5 =& g SMAa=aT n uageen=on
S 5 R233gxg 2 IAnSdeiizs
— v — vy -
B X : parts per Million : 13C v
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---- ACQUISITION PARAMETERS ----
Derived from: single_pulse.4457

File Name = single_pulse.4461
Author =

Sample ID = S#516607

Content = single_pulse

Creation Date 8-FEB-2006 14:23:16

Revision Date 8-FEB-2006 15:47:22

JEOL Y

3.81153

1.83607

5.7986 ——

X : parts per Million : 1H

3.8048 ~—_
3.7945 —

Spec Site

Spec Type
Data Format
Dimensions
Dim Title
Dim Size
Dim Units
Experiment
Probe_id
Temp_get
Spin_get
Solvent
Recvr_gain
Scans
X_prescans
Digital filter
Filter_factor
X_points
X_domain
X_offset

X freq

X _sweep
X_acq_time

X _resolution
Relaxation_delay
Repetition_time
X_angle
X_90_width
X_pulse

X atn
Dante_presat
Irr_mode
Irr_domain
Irr_freq

Irr offset
Irr pwidth
Dead_time
Delay
Tri_mode
Tri_domain
Tri_freq
Tri_offset
Tri_pwidth
Obs_pwidth
Qui_pwidth
Qua_pwidth
Sex_pwidth
Sep_pwidth
Oct_pwidth
Non_pwidth
Dec_pwidth

LI L | | O T O I T I T

ECA300 (2 JMT30-2)

DELTA2_NMR

1D COMPLEX

X

1H

13107

[ppm]
single_pulse.ex2
2692

23.2(dc]

16 [Hz]
CHLOROFORM-D
42

8

0

TRUE

8

16384

1H

5 [ppm]
300.52965592 [MHz]
5.63570784 [kHz]
2.90717696 [s]
0.34397631 [Hz]
5(s]

7.90717696 [s]
45 [deg]

10.6 [us]

5.3 [us]

5.8[dB]

FALSE

Off

1H
300.52965592 [MHz]
5 [ppm]

0.153 [ms]

0 [us]

0 [us]

Off

1H
300.52965592 [MHz]
5 [ppm]

1[us]

1[us]

1[us]

1[us]

1[us]

1[us]

1 (us]

1[us]

1[us]
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---- ACQUISITION PARAMETERS ----
Derived from: single_pulse_dec_copy.66

File Name
Author
Sample ID
Content
Creation Date

Revision Date
Spec Site

Spec Type
Data Format
Dimensions
Dim Title
Dim Size
Dim Units
Experiment
Probe_id
Temp_get
Spin_get
Solvent
Recvr_gain
Scans
X_prescans
Digital_filter
Filter_factor
X _points
X_domain

X offset

X _freq
X_sweep
X_acq_time

X _resolution

Relaxation_delay

Repetition_time
X_angle

X _90_width
X pulse
X_atn
Noe_time
Decoupling
Irr_domain
Irr_freq
Irr offset
Irr_pwidth
Irr_atn_noe
Irr_atn_dec
Irr_noise
Dead_time
Delay
Tri_pwidth
Obs_pwidth
Qui_pwidth
Qua_pwidth
Sex_pwidth
Sep_pwidth
Oct_pwidth
Non_pwidth
Dec_pwidth

LT |}

U I I}

single_pulse_dec_copy.

S#517608
single pulse decoupled
8-FEB-2006 14:40:06

8-FEB-2006 15:53:43
ECA300 (2 JMT30-2)

DELTA2_NMR
1D COMPLEX

X

13c

13107

[ppm]
single_pulse_dec
2692

23.7(dc]

13 [Hz]
CHLOROFORM-D

60

289

4

TRUE

8

16384

13cC

100 [ppm]
75.56823426 [MHz]
23.67424242 [kHz]
0.692060161[s]
1.44496109 [Hz]
2[s]
2.69206016[s]

30 [deg]

9.6 [us]

3.2[us]

8.6 [dB]

2[s]

TRUE

1H
300.52965592 [MHz]
5 [ppm]

0.153 [ms]
28.8[dB]

28.8[dB]

WALTZ

0 [us]

0 [us]

1 [us]

1[us] i
1[us]
1[us]
1[us]
1[us]
1[us]
1[us]
1[us]
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1 | 7 , 4
]
0M -—-- ACQUISITION PARAMETERS ----
S Derived from: single pulse.7366
1 OH le) File Name = single_pulse.7370
4 Author = delta
! N { Sample ID = YO-866
‘ > O'Bu Content = single pulse
A f HO® 'CO,Me Creation Date = 26-0CT-2007 16:20:10
] , ™S 7 Revision Date = 26-OCT-2007 16:30:06
0; Spec Site = ECA300 (2 JMT30-2)
"y _ Spec Type = DELTA2_NMR
1 Data Format = 1D COMPLEX
1 Dimensions =X
| ﬂ Dim Title = 1H
1 i Dim Size = 13107
1 Dim Units = [ppm]
] Field strength = 7.0586013[T] (300([MHz
X_acq_duration = 2.90717696 [s]
< | X_domain = 1H
< | X_freq = 300.52965592 [MHz]
] X_offset = 5([ppm]
J | X_points = 16384
4 | X_prescans =0
| X_resolution = 0.34397631[Hz]
1 | | X_sweep = 5.63570784 [kHz]
W ! Irr_domain = 1H
] | Irr_freq = 300.52965592 [MHz]
e Irr offset = 5[ppm]
] Tri_domain = 1H
] Tri_freq = 300.52965592 [MHz]
] Tri_offset = 5[ppm]
J Mod_return =1
4 Scans =8
1 Total_scans =8
B -
: S X_90_width = 10.6 [us]
o ] « X_acqg_time = 2.90717696 [s] |
Il , X_angle = 45 [deg] i
] | X_atn = 5.8[dB]
] X_pulse = 5.3 [us]
J ) Irr_mode = Off
[ \H% Tri_mode = Off
1 | = Dante_presat = FALSE
1 W | i Initial wait = 1[s]
q ﬂ Relaxation_delay = 5[s]
o] | \ Repetition_time = 7.90717696([s]
= ,, v
| | , A i
4 ~ ® 3 [ | [ s \8
] g |8 ‘ g _ \ g \m
- i 9 - - [+
] ) L
. ; | g |
RN Y | o |
T T S S L T T T T T T
7.0 6.0 5.0 A.‘w ) 3.0 2.0 1.0 0
A A AR |
\ / \ /
/S AR A ’ // \ o I
-
g 328 8 Nag 2 $%S B23IFRT RS 8¥R ¥ 2
SIAN IO ™ A=A 0 AN NTANRXND N N ] o S
gaa wuT A aq® W XRE IMMNESS £ & tqd R =
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X : parts per Million : 1H
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illions)
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---— ACQUISITION
File Name

Author

Sample ID
Content

Creation Date

Revision Date
Spec Site

Spec Type
Data Format
Dimensions
Dim Title
Dim Size

Dim Units

| Field_strength
X_acqg_duration
X_domain
X_freq

| X_offset
X_points
X_prescans
X_resolution
X_sweep
Irr_domain
Irr freq
Irr_offset
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
Relaxation_delay
Repetition time

JEOLS

PARAMETERS ----
single_pulse_dec.318
delta

YO-866

single pulse decouple
26-0CT-2007 16:40:03

26-0CT-2007 16:34:40
ECA300 (2 JMT30-2)

DELTA2_NMR

1D COMPLEX

X

13cC

13107

[ppm]

7.0586013([T] (300 [MHz
0.69206016 [s]

13¢c

75.56823426 [MHz]
100 [ppm]

16384

4

1.44496109 [Hz]
23.67424242 [kHz]
1H

300.52965592 [MHz]
5 [ppm]

1

361
361

9.4 [us]
0.69206016 [s]
30 [deg]

8.6 [dB]
3.13333333[us]
29.7 [dB]
29.7[dB]
WALTZ

TRUE

1[s]

TRUE

2([s]

2([s]
2.69206016[s]

L

oo e i{%ﬁiﬁs{ L{%sfi%%&%f}%%i.g ciiiizi{%ii ééfi}i{%

L e e e S S S B R AL e s L L e e B e s

T
500 40.0  30.

LN E s A S S S S R T

S
[—

T T T I T
_wc.io 170.0 160.0 | 150.0 140.0 —uA_v.e, 120.0 1100 100.0 90.0 m@.e 70.0 60.0 k M 20.0 0
" | ) \ ,

|| | // \ 7 _ | >f/ > |
o~ - 0~ wnes © 0 -3 o I
2 & B8 m@ = & S 53383 X N
0 = N = 1} % @ = 0SS S5 <
e i Q&8 =R ¢ @ I Aan&E o= ©
— - — v

X : parts per Million : 13C
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. € | __-_ ACQUISITION PARAMETERS ----
W =y perived from: YO-945 crdl 1H.2
,, J | File Name = YO-945 crdl 1H.3
| | Author = delta
, 1 _ Sample ID = YO-945 CRD
| | Content = single_pulse
| Creation Date = 7-JAN-2008 15:34:52
V 4 7 Revision Date = 7-JAN-2008 16:11:02
! Spec Site = ECA300 (2 JMT30-2)
| Spec Type = DELTA2_NMR
Data Format = 1D COMPLEX
Dimensions =X
Dim Title = 1H
Dim Size = 13107
Dim Units = [ppm]
Field strength = 7.0586013[T] (300 [MHZz
X_acq duration = 2.90717696[s]
X_domain = 1H
X_freq = 300.52965592 [MHz]
X_offset = 5[ppm]
X_points = 16384
X_prescans =0
| X_resolution = 0.34397631[Hz]
! 1 X_sweep = 5.63570784 [kHz]
| o Irr_domain = 1H
I &l Irr_freq = 300.52965592 [MHz]
| 1 | Irr_offset = 5[ppm]
Tri_domain = 1H
Tri_freq = 300.52965592 [MHz]
| Tri_offset = 5[ppm]
d | Mod_return =1
Scans =8
1 Total_scans =8
i
| © TS X_90_width = 10.6 [us]
| = =S X_acq_time = 2.90717696 [s]
1 - < o X_angle = 45[degl]
i a X_atn = 5.8[dB]
™ X pulse = 5.3 [us]
m_” m\ HMWIBonm = Off
Zﬁ i ) Tri_mode = Off
« ne Dante_presat = FALSE
I 1 eSS Initial_wait = 1(s]
| aa Relaxation delay = 5(s]
| ﬁ Repetition_time = 7.90717696[s]
~ ~ a ©~
E I
= 1 - - -
=
= &
= i | 3 W
o | . . ¥ <

7.0 6.0 5.0 4.0 3.0 0 0
m [N I \ ! |
/N /N | _
- \O\& [W s R & w - NOmw N w
anm nTOOAN [o\] W o) w=i TN O A
N R\e O wi ) e ® TN QAN 0N\D =]
=SS i € en e 5 RERX FTand S -
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X : parts per Million : 1H

p

Electronic Supplementary Material (ESI) for Chemical Communications

This journal is © The Royal Society of Chemistry
1



- JEOLY

(o]
\PH/ -—-- ACQUISITION PARAMETERS ----
fo) File Name = single_pulse_dec.11l1l
o CCly Author = delta
N 4 Sample ID = YO-945
O'Bu Content = single pulse decouple I

Creation Date 7-JAN-2008 16:31:52

I S R R NI FUET FTTT FETTE FEET FRRTE pewes

o b b b

P

N EETTE FRREE NETTE SUTEE T PR FWwT e

y2013

iy

i

f Chemistr

0 2.0 3.0 4.0 5.0 6.0 7.0 8.0 9.0 10.011.012.013.014.015.016.017.018.019.020.021.022.023.024.025.026.027.028.0

M I

(Millions)

o

{

0 1.

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
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

Relaxation_delay

Repetition_time

WoWow N

, T™S Revision Date = 7-JAN-2008 16:26:21
8 Spec Site = ECA300 (2 JMT30-2)

Spec Type DELTA2_NMR
Data Format 1D COMPLEX
Dimensions X
Dim Title 13C
Dim Size 13107
Dim Units [ppm]

7.0586013[T] (300 [MHz
0.69206016 [s]

13C

75.56823426 [MHz]
100 [ppm]

16384

4

1.44496109 [Hz]
23.67424242 [kHz]
1H

300.52965592 [MHz]
5 [ppm]

1

648
648

9.4 [us]
0.69206016[s]
30 [degl]

8.6 [dB]
3.13333333 [us]
29.7[dB]
29.7[dB]
WALTZ

TRUE

1([s]

TRUE

2([s]

2[s]
2.69206016 [s]

g

PR,

=

MRS B ILEEEREEEER RN LEEE AR SRAREULE IR IR IR I | R T ,IJIjJJ__Z____._,:_,__Z:___T__,:_.f_ [rrrrrrT [rrrrrTTT TT T
»H,qc.c 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 M« 20.0 10.0 0

| | ] I
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58§ 8 233 g 158 5 % g@sf  s%
gl g ¥ =RE 3 %82 @ ERRT T S
o - — o

X : parts per Million : 13C
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_ 21 C 3 5§ 2
i w 0 < N 8 e |
k ir T Le
Ql\\ i
p
, ]
1 | ——-- ACQUISITION PARAMETERS ---- !
| Derived from: single pulse.2914
File Name = single_pulse.2918
Author = delta
A‘ Sample ID = YO-956
Content = single_pulse
| Creation Date = 19-JAN-2008 10:47:06
] Revision Date = 19-JAN-2008 10:54:29
| Spec Site = ECA300 (2 JMT30-2)
| t
1 Spec Type = DELTA2_NMR W
Data Format = 1D COMPLEX ,
- Q Dimensions =X
: > Dim Title = 1H
1 < Dim Size = 13107 :
| Dim Units = [ppm] |
- Field_strength = 7.0586013[T] (300 ([MHz |
i X_acq_duration = 1.45227776(s]
J X_domain = 1H
X freq = 300.52965592 [MHz]
J X offset = 5 [ppm]
| X_points = 16384
| X_prescans =0
i ) X_resolution = 0.68857351[Hz]
Q X_sweep = 11.28158845 [kHz)
1 ) Irr_domain = 1H
Irr_freq = 300.52965592 [MHz]
I Irr offset = 5(ppm]
| Tri_domain = 1H
1 Tri_freq = 300.52965592 [MHz]
| Tri_offset = 5[ppm]
1 Mod_return =1 i
| ® Scans =8 |
= Total_scans =8
§ & £ | Total | |
i RGN BN} X_90_width = 11.6 [us] !
| 7 X_acq time = 1.45227776(s) A
\ X_angle = 45[deg]
] X _atn = 5.8[dB]
_ X_pulse = 5.8[us]
1 | Irr_mode = Off
‘ Tri_mode = Off
T | [ Dante_presat = FALSE
_ © Initial wait = 1[s]
1 ‘a | < Relaxation_delay = 5[s]
[ & LR Repetition time = 6.452277761s]
- v
] \ |
|
V ‘ |
|
. * _ C , |
|
I A N LS B B L BN R BN I T L B S H LR S T T T T
um.w 17.0 16.0 15.0 14.0 13.0 12.0 11.0 10.0 9.0 8.0 7.0 %_.c " 5.0 I h:u.e | y% rNQ, y :w.mv 0 i
| } i | ’ |
, \;/ \// A\ \:, A 7 "
- i
3 Zol8 SX2REINR2S8S FABIAR
®© SR VARV ISRSOX= Duuna
5 =SRY XERE=HRAXBNIA ITRARS
= S8u, dFFTFMaadNNN m=SSS

X : parts per Million : 1H
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& | ———— ACQUISITION PARAMETERS ----
File Name = single_pulse_dec.172
Author = delta
S A Sample ID = YO-956
- Content = single pulse decouple
] Creation Date = 19-JAN-2008 21:52:25
o ] Revision Date = 19-JAN-2008 21:47:33
S- Spec Site = ECA300 (2 JMT30-2)
-
J Spec Type = DELTA2_NMR
- Data Format = 1D COMPLEX
e Dimensions = X
o Dim Title = 13C
| Dim Size = 13107
] Dim Units = [ppml]
0«._, Field strength = 7.0586013[T] (300 ([MHz
0 X acq_duration = 0.69206016([s]
i X_domain = 13C
1 X freq = 75.56823426 [MHz]
J X offset = 100 [ppm]
< X_points = 16384
e X_prescans = 4
1 X_resolution = 1.44496109[Hz]
X_sweep = 23.67424242 [kHz]
S | Irr_domain = 1H
6] | Irr_freq = 300.52965592 [MHz]
] | Irr_offset = 5[ppm]
4 Mod_return =1
=5 Scans = 921
v Total_scans = 921
X_90_width = 9.4[us]
o - X_acq_time = 0.69206016 [s]
<] X_angle = 30[deg]
1 X_atn = 8.6 [dB]
] X_pulse = 3.13333333 [us]
] Irr_atn_dec = 28.2[dB]
< Irr_atn_noe = 28.2[dB]
o Irr _noise = WALTZ |
Decoupling = TRUE !
™ Initial_wait = 1[s] |
o e Noe = TRUE m
S A Noe_time = 2([s] |
N j Relaxation_delay = 2[s] |
w g Repetition_time = 2.69206016[s] W
2 o] W
7 i
| |
,m, o | | _
g =
n 1
IS
>
]
o
()
<
T

T T ] T T T T 1 1 T
ﬂeob f_ec.e 180.0 170.0 160.0 150.0 140.0 130.0 120.0 ﬁcc ﬁ .0 ucfb 20.0 10.0
| |
| | I\
o I A | ANAETN |
w « [N w [N ) e © W e 8 ® I82388 2 g5 i
3 N n A = a 0 ) © =] gy 2 o] SAS FO= - i
3 ¥ g8 3 § § £ & R ¢ 3388 & &% |
g g g 3 s 3 2 8 =2 8 ©B R @ BERSAS & =5 |
N — — - - — - - - - i

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

~--- ACQUISITION PARAMETERS ----
Derived from: single pulse.3086

File Name
Author
Sample ID
Content
Creation Date

| Revision Date
Spec Site

Spec Type
Data Format
Dimensions
Dim Title
Dim Size
Dim Units
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
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

Relaxation delay

Repetition_time

o uwunu

o

L L L L | [ | (| (| [ O O [ T 1 O O 1}

LU L L | L L (IO T | B 1§

single_pulse.3413
delta

Y0-962 recrystall
single_pulse

22-JAN-2008 20:19:39

29-JAN-2008 21:07:33
ECA300 (2 JMT30-2)

DELTA2 NMR

1D REAL

X

1H

13107

[ppm]
7.0586013[T] (300[MHz
1.45227776[s]

1H
300.52965592 [MHz]
5 [ppm]

16384

0

0.68857351 [Hz]
11.28158845 [kHz]
1H
300.52965592 [MHz]
5 [ppm]

H

1
300.52965592 [MHz]
5 [ppm]

1

8
8

11.6 [us]
1.45227776 (s8]
45 [deg]

5.8 [dB]

5.8 [us]

Ooff

Off

FALSE

1[s]

5[s]
6.45227776 [8]
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6]
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X : parts per Million : 13C

150.0

145.6844

130.0

|

T—

\
\

129.6799
129.2784

L e e LA e

111.6868
102.9293

T

80.0

|
|

79.9455

L S S B

70.0 60.0 50.0 &c.%,

~ |
g R 3
® @ AN
\n 4 xR
e o EX)
= K L)

~

37.0565
35.0488
31.5878
30.7656
28.0121
20.5166
12.7342
_11.7208

File Name
Author
Sample ID
Content
Creation Date

Revision Date
Spec Site

Spec Type
Data Format
Dimensions
Dim Title
Dim Size
Dim Units
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
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

Relaxation_delay

Repetition_time

LU L (I T |

WO W nnn

[ I T (I T | | I I [ 1§

———- ACQUISITION PARAMETERS ----

single_pulse_dec.219

delta

Alternaric acid

single pulse decouple I
12-FEB-2008 17:17:30 |

12-FEB-2008 17:12:32
ECA300 (2 JMT30-2)

DELTA2_NMR

1D COMPLEX

X

13C

13107

[ppm]
7.0586013[T] (300([MHz
0.69206016 [s]
13C

75.56823426 [MHz]
100 [ppm]

16384

4

1.44496109 [Hz]
23.67424242 [kHz]
1H
300.52965592 [MHz]
S [ppm]

1

1024

1024

9.4 [us]
0.69206016 [s]
30 [deg]

8.6 [dB]
3.13333333[us]
29.7[dB]
29.7[dB]
WALTZ

TRUE

1(s]

TRUE

2.69206016 [s]
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