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Dim_title = 13C
Dim_units = [ppm]
o Dimensions =X
s’ Site = ECX 400
NJ J Jk\ Spectrometer = JNM-ECX400
é = \w \‘\‘,\Wr / ¥ Field_strength = 9.389766[T] (400[MHz]
X_acq_duration = 1.04333312(s]
X_domain = 13C
515 A SEn Pl MR R REEA 8P X_freq = 100.52530333[MHz]
T g X_offset = 120[ppm]
’ J( X_points = 32768
X_prescans =4
X_resolution = 0.95846665[Hz]
8 & 28 2 g g3 X_sweep = 31.40703518[kHz]
4 b as & a g8 Irr_domain = 1H
2 fmatsper Mitlon's 13C Irr_freq = 399.78219838[MHz]
Irr_offset = 5[ppm]
Clipped = FALSE
Mod_return =1
Scans = 3000
Total_scans = 3000
X_90_width = 13.87[us]
X_acq_time = 1.04333312(s]
X_angle = 30[deg]
X_atn = 5.2[dB]
X_pulse = 4.62333333[us]
Irr_atn_dec = 29.907[dB]
Irr_atn_noe = 29.907[dB]
Irr_noise = WALTZ
Decoupling = TRUE
Initial_wait = 1[s]
Noe = TRUE
J ) ub Noe_time = 2[s]
Recvr_gain = 48
¥ & . e " elesoniemamioiuend el | broe w " " W ekl \"Ibw“w Relax;g,ion_delay = 2[s]
Repetition_time = 3.04333312[s]
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X : parts per Million : 13C
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0.3

Creation_time
Revision_time

20-JAN-2022 11:20:50
10-FEB-2023 15:39:02

0.1

abundance

-0.1

Filename = TIM_DEPT135_Phspirola
Author = delta

Experiment = dept.ex2

Sample_id = TIM_PhspirolactoneNa2
Solvent = DMSO-D6

Current_time 10-FEB-2023 15:39:26

129.2581

<

Comment = DEPT with decoupling
Data_format = 1D COMPLEX
Dim_size = 26214
Dim_title = 13C
Dim_units = [ppm]
Dimensions =X
Site = ECX 400
Spectrometer = JNM-ECX400
Field_strength = 9.389766[T] (400[MHz]
X_acq_duration = 1.04333312[s]
X_domain = 13C
X_freq = 100.52530333 [MHz]
X_offset = 120[ppm]
X_points = 32768
X_prescans =4
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 = 786
[ Total_scans = 786

WWMWWWWWW ».\\ g W X_acq_time = 1.04333312[s]
X_atn = 5.2[dB]
X_pulse = 13.87[us]
Irr_atn = 3.5[dB]
Irr_atn_dec = 29.907[dB]
Irr_noise = WALTZ
Irr_pulse = 5.5[us]
Decoupling = TRUE
Initial_wait = 1[s]
J_constant = 140[Hz]
Recvr_gain = 50
Relaxation_delay = 2[s]
Selection_angle = 135[degq]
Selection_pulse = 8.25[us]
Temp_get = 0[dC]
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Filename
Author
Experiment
Sample_id
Solvent
Creation_time
Revision_time
Current_time

LI T I (O 1

TIM_1H_213-4.jdf
delta
single_pulse.ex2
TIM_213

DMSO-D6

14-MAY-2019 08:55:58
13-FEB-2023 11:19:39
13-FEB-2023 11:19:57

abundance

Comment = single_pulse
Data_format = 1D COMPLEX
Dim_size = 26214
Dim_title = 1H
Dim_units = [ppm]
Dimensions =X
Site = ECX 400
Spectrometer = JNM-ECX400
Field_strength = 9.389766[T] (400[MHz]
X_acq_duration = 4.36731904[s]
X_domain = 1H
X_freq = 399.78219838 [MHz]
X_offset = 7[ppm]
X_points = 32768
X_prescans =1
e X_resolution = 0.22897343[Hz]
e X_sweep = 7.5030012[kHz]
SO 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 =8
‘ Total_scans =8
X_90_width = 11.9[us]
X_acq_time = 4.36731904([s]
X_angle = 45[deg]
N X_atn = 3[dB]
= X_pulse = 5.95[us]
Irr_mode = off
I Tri_mode = Off
y V Dante_presat = FALSE
Initial_wait = 1[s]
b W/J Recvr_gain = 36
" Relaxation_delay = 5[s]
Repetition_time = 9.36731904[s]
i e e L e e B e T e e Rl Rl FEE AR e iiind naas -7 =) = o[dc]
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abundance
0.1

] . o)
] OH
4 =7
= Filename = TIM_13C_213-3.jdf
] Author = delta
] Experiment = single_pulse_dec
] Sample_id = TIM_213
] Solvent = DMSO-D6
7 Creation_time = 14-MAY-2019 10:38:20
] . Revision_time = 13-FEB-2023 11:21:19
] =1 Current_time = 13-FEB-2023 11:21:59
E Comment = single pulse decouple
1 Data_format = 1D COMPLEX
1 Dim_size = 26214
1 Dim_title = 13C
] Dim_units = [ppm]
3 Dimensions =X
] Site = ECX 400
] = Spectrometer = JNM-ECX400
] Field_strength = 9.389766[T] (400[MHz]
. X_acq_duration = 1.04333312[s]
1 X_domain = 13C
1 X_freq = 100.52530333 [MHz]
1 X_offset = 120[ppm]
1 X_points = 32768
4 é j\)k Jk‘ X_prescans =4
] £ o A A X_resolution = 0.95846665[Hz]
3 i Tl oWl Sk X_sweep = 31.40703518[kHz]
] 80 oS 30 Irr_domain = 1H
] ] Irr_freq = 399.78219838 [MHz]
E Irr_offset = 5[ppm]
] Clipped = FALSE
1 5 s Mod_return =1
] i g &5 E i3 Scans = 2000
E " e 3 a a & 8 Total_scans = 2000
E X_90_width = 8.16[us]
1 X_acq_time = 1.04333312(s]
] X_angle = 30[deg]
& X_atn = 7.8[dB]
] X_pulse = 2.72[us]
] Irr_atn_dec = 22.703[dB]
] Irr_atn_noe = 22.703[dB]
Irr_noise = WALTZ
- Decoupling = TRUE
1 Initial_wait = 1[s]
1 Noe = TRUE
1 Noe_time = 2[s]
1 Recvr_gain = 56
¥ Relaxation_delay = 2[s]
Repetition_time = 3.04333312[s]
S A L FL N L B I N N AL S s WAL (A A T B SN ML BUR LN FRLS S -ty = o[4c]
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29.9268

26.6946 —
26.3609

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_acq_time
X_atn
X_pulse
Irr_atn
Irr_atn_dec
Irr_noise
Irr_pulse
Decoupling
Initial_wait
J_constant
Recvr_gain

Relaxation_delay

Selection_angle
Selection_pulse

Temp_get

LI T I (O 1

TIM_DEPT135_213-5.jdf
delta

dept .ex2

TIM_213

DMSO-D6

14-MAY-2019 11:29:37
13-FEB-2023 11:27:12
13-FEB-2023 11:27:44

DEPT with decoupling
1D COMPLEX

26214

13c

[ppm]
X

ECX 400
JNM-ECX400

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

13c

100.52530333 [MHz]
120[ppm]

32768

4

0.95846665 [Hz]
31.40703518[kHz]
1H

399.78219838 [MHz]
5[ppm]

FALSE

1

1000

1000

1.04333312([s]
7.8[dB]
8.16[us]
3[dB]
22.703[dB]
WALTZ
11.9[us]
TRUE

1[s]
140[Hz]

46

2[s]
135[deg]
17 .85[us]
0[dc]
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X : parts per Million : 1H

—
/

2.7668
2.7508
2.7353
2.5675 —

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
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TIM_1H_27-4.jdf
delta
single_pulse.ex2
TIM_27

DMSO-D6

17-APR-2017 17:55:02
13-FEB-2023 13:05:00
13-FEB-2023 13:05:22

single_pulse
1D COMPLEX
26214

1H

[ppm]
X

ECX 400
JNM-ECX400

9.389766[T] (400[MHz]
4.36731904[s]

1H

399.78219838 [MHz]
7[ppm]

32768

1

0.22897343[Hz]
7.5030012[kHz]

1H

399.78219838 [MHz]

5[ppm]
1H

399.78219838 [MHz]
5[ppm]

FALSE

1

8

8

11.9[us]
4.36731904([s]
45[degq]

3[dB]
5.95[us]

off

Ooff

FALSE

1[s]

38

5[s]
9.36731904([s]
26.3[dC]
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& Filename
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0.4

03

0.2

abundance

0.02

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

wwwuwnwnnn

TIM_13C_27-3.jdf
delta
single_pulse_dec

TIM 27

DMSO-D6

17-APR-2017 18:17:38
13-FEB-2023 13:05:47
13-FEB-2023 13:06:17

single pulse decouple
1D COMPLEX

26214

13c

[ppm]
X

ECX 400
JNM-ECX400

9.389766[T] (400[MHz]

] z U X_acq_duration = 1.04333312(s]
1 % X_domain = 13C
] \ X_freq = 100.52530333[MHz]
| \ M ‘J\‘ " X_offset = 120[ppm]
R = , h 4 A ] X_points = 32768
‘ "\f‘“w %WW\M ¥ WMWI%WW f V‘A{VM MW\M N"\W\'ﬂ,n‘W x___grescans =4
] X_resolution = 0.95846665[Hz]
= =3 0 P 4y o =0 50 v v y v X_sweep . = 31.40703518[kHz]
1 Irr_domain = 1H
1 ‘ ’nr ‘ Irr_freq = 399.78219838[MHz]
] Irr_offset = 5[ppm]
_ - & ” Clipped = FALSE
R g o) § 3 2 3, § Mod_return =1
— X o . 43 EE] S LR Scans = 269
] X:poresper Millien | OC Total_scans = 269
- X_90_width = 8.16[us]
1 X_acq_time = 1.04333312(s]
] X_angle = 30[deg]
4 X_atn = 7.8[dB]
1 X_pulse = 2.72[us]
& Irr_atn_dec = 22.703[dB]
] Irr_atn_noe = 22.703[dB]
] Irr_noise = WALTZ
1 Decoupling = TRUE
1 Initial_wait = 1[s]
] Noe = TRUE
1 Noe_time = 2[s]
1 Recvr_gain = 46
v L a ¥ yinomty . “ - Relaxation_delay = 2[s]
1 Repetition_time = 3.04333312(s]
B R RS T B S TR TRl i iR TN T A P TR Bl B o Sl I~ 2 = 26.5[4C]
200.0 190.0 180.0 170.0 160.0 150.0 140.0 130.0 120.0 110.0 100,0 90.0 80.0 70.0 60.0 50.0 40.0 -0 -
241N
A

205.4966
98.9476
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37.4973
35.1613
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1.4047
28.8875

.4944

L 26,2560

X : parts per Million : 13C




0.1

abundance

NO,

;

Creation_time
Revision_time

17-APR-2017 18:29:20
13-FEB-2023 13:06:46

Filename = TIM_DEPT135_27-5.jdf
Author = delta

Experiment = dept.ex2

Sample_id = TIM_27

Solvent = DMSO-D6

Current_time

13-FEB-2023 13:07:06

Comment = DEPT with decoupling
Data_format = 1D COMPLEX
Dim_size = 26214
; I, Dim_title = 13C
\&WMW WMMMWMMWWWWWWWWM WA Wit Pt AN Dim_units = [ppm]
Dimensions =X
Site = ECX 400
Spectrometer = JNM-ECX400
Field_strength = 9.389766[T] (400[MHz]
X_acq_duration = 1.04333312([s]
X_domain = 13C
X_freq = 100.52530333[MHz]
X_offset = 120[ppm]
X_points = 32768
X_prescans =4
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 = 223
Total_scans = 223
g_aiq_time = ;.2733?312[51
atn =17.
X_pulse = 8.16[us]
Irr_atn = 3[dB]
Irr_atn_dec = 22.703[dB]
Irr_noise = WALTZ
Irr_pulse = 11.9[us]
Decoupling = TRUE
Initial_wait = 1[s]
J_constant = 140[Hz]
Recvr_gain = 46
Relaxation_delay = 2[s]
Selection_angle = 135[deg]
Selection_pulse = 17.85[us]
; : : : Temp_get = 26.4[dC]
—— — — —— T —T T T T —— — — ———
100.0 90.0 80.0 70.0 60.0 50.0 40.0 |l 30.0
| A AT A
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< Filename = TIM_1H_248-4.jdf
Author = delta
w Experiment = single_pulse.ex2
v sample_id = TIM_ 248
Solvent = CHLOROFORM-D
2] Creation_time = 3-MAR-2020 08:45:36
ol Revision_time = 13-FEB-2023 13:00:38
= Current_time = 13-FEB-2023 13:01:28
Comment = single_pulse
o Data_format = 1D COMPLEX
Dim_size = 26214
Dim_title = 1H
Dim_units = [ppm]
Dimensions =X
«] Site = ECX 400
< Spectrometer = JNM-ECX400
Field_strength = 9.389766[T] (400[MHz]
X_acq_duration = 4.36731904([s]
X_domain = 1H
-+ X_freq = 399.78219838[MHz]
g b X_offset = 7[ppm]
X_points = 32768
X_prescans =1
X_resolution = 0.22897343[Hz]
3 - X_sweep = 7.5030012[kHz]
o Irr_domain = 1H
4 -~ 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 =8
é = ] Total_scans =8
i i # M it T e - (= X190, WARER = 21.91ua
—a IR TN ] [ (3 S
/ = X_angle = 45[deg]
’ 7/“\ X_atn = 3[dB]
agsdatet §507 7 ZRRN0EGRSLAERRRE RELRIRG 4N X pulse o S
v Foy ey cieicivicicieiniea ——— - et e e e e et ek ek et ek o e e e - Irr—mode = off
géé §§§§§ X : parts per Million: 1H ﬁ :ri_t_mode . = g:lf‘sg
; ante_presa =
2imare Rt I | Initiﬁ_wait = 1[s]
I J Recvr_gain = 42
Relaxation_delay = 5[s]
Repetition_time = 9.36731904[s]
e e I e L B e ey (5= = ofac]
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X : parts per Million : 1H
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Filename
Author
Experiment
Sample_id
Solvent
Creation_time
Revision_time
Current_time

Comment
Data_format
Dim_size
Dim_title
Dim_units
Dimensions
Site
Spectrometer

Field_strength
X_acq_duration
X_domain
X_freq
X_offset
X_points
X_prescans
X_resolution
X_sweep
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

TIM_13C_248-3.jdf
delta
single_pulse_dec
TIM_248
CHLOROFORM-D
3-MAR-2020 09:38:51
13-FEB-2023 13:01:47
13-FEB-2023 13:02:10

single pulse decouple
1D COMPLEX

26214

13c

[ppm]
X

ECX 400
JNM-ECX400

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

13¢

100.52530333 [MHz]
120[ppm]

32768

4

0.95846665 [Hz]
31.40703518[kHz]
1H

399.78219838 [MHz]
5[ppm]

FALSE

1

1000

1000

8.16[us]
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30[deg]
7.8[dB]
2.72[us]
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22.703[dB]
WALTZ
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1[s]

TRUE

2[s]

50

2[s]
3.04333312(s]
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Filename
Author
Experiment
Sample_id
Solvent
Creation_time
Revision_time
Current_time

Comment
Data_format
Dim_size
Dim_title
Dim_units
Dimensions
Site
Spectrometer

Field_strength
X_acq_duration
X_domain
X_freq
X_offset
X_points
X_prescans
X_resolution
X_sweep
Irr_domain
Irr_freq
Irr_offset
Clipped
Mod_return
Scans
Total_scans

X_acq_time
X_atn
X_pulse
Irr_atn
Irr_atn_dec
Irr_noise
Irr_pulse
Decoupling
Initial_wait
J_constant
Recvr_gain

Relaxation_delay

Selection_angle
Selection_pulse
Temp_get
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TIM_DEPT135_248-2.jdf

delta

dept .ex2

TIM_248

CHLOROFORM-D
3-MAR-2020 10:30:08
13-FEB-2023 13:02:16
13-FEB-2023 13:02:34

DEPT with decoupling
1D COMPLEX

26214

13c

[ppm]
X

ECX 400
JNM-ECX400

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

13c

100.52530333 [MHz]
120[ppm]

32768

4

0.95846665 [Hz]
31.40703518[kHz]
1H

399.78219838 [MHz]
5[ppm]

FALSE

1

1000

1000

1.04333312([s]
7.8[dB]
8.16[us]
3[dB]
22.703[dB]
WALTZ
11.9[us]
TRUE

1[s]
140[Hz]
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2[s]
135[deg]
17 .85[us]
0[dc]
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2 Filename = TIM_1H_64-5.jdf
Author = delta
Experiment = single_pulse.ex2
Sample_id = TIM_64
Solvent = CHLOROFORM-D
Creation_time = 25-0CT-2017 15:21:53
Revision_time = 6-JUN-2023 15:27:05
Current_time = 6-JUN-2023 15:27:24
Comment = single_pulse
Data_format = 1D COMPLEX
Dim_size = 26214
N Dim_title = 1H
< Dim_units = [ppm]
Dimensions =X
Site = ECX 400
Spectrometer = JNM-ECX400
Field_strength = 9.389766[T] (400[MHz]
X_acqg_duration = 4.36731904(s]
X_domain = 1H
X_freq = 399.78219838[MHz]
X_offset = 7[ppm]
X_points = 32768
X_prescans =1
= X_resolution = 0.22897343[Hz]
X_sweep = 7.5030012[kHz]
Irr_domain = 1H
Irr_freq = 399.78219838[MHz]
Irr_offset = 5[ppm]
Tri_domain = 1H
el e || & 1€ Tri_freq = 399.78219838 [MHz]
y 3] Tri_offset = 5[ppm]
o 3
Clipped = FALSE
U Mod_return =1
Scans =8
§ J Total_scans =8
2 )
&1 ; X_90_width = 11.9[us]
SRR AR SR Al b i LS A X_acq_time = 4.36731904[s]
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X_atn = 3[dB]
X_pulse = 5.95[us]
N e mme oo o Irr_mode = off
% % i ER e T Tri_mode = off
) Dante_presat = FALSE
Xiptepic Wi+ 1R Initial_wait = 1[s]
Recvr_gain = 40
A Relaxation_delay = 5[s]
Repetition_time = 9.36731904(s]
L B B S S S B S A -y = 22.714c]
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Filename = TIM_13C_64-3.jdf
Author = delta
Experiment = single_pulse_dec
Sample_id = TIM_64
Solvent = CHLOROFORM-D
Creation_time = 25-0CT-2017 16:14:58
Revision_time = 6-JUN-2023 15:28:44
Current_time = 6-JUN-2023 15:29:13
Comment = single pulse decouple
Data_format = 1D COMPLEX
Dim_size = 26214
Dim_title = 13c
Dim_units = [ppm]
Dimensions =X
Site = ECX 400
Spectrometer = JNM-ECX400
Field_strength = 9.389766[T] (400[MHz]
X_acq_duration = 1.04333312[s]
X_domain = 13C
X_freq = 100.52530333[MHz]
X_offset = 120[ppm]
X_points = 32768
x X_prescans =4
z X_resolution = 0.95846665[Hz]
g o X_sweep = 31.40703518[kHz]
e Irr_domain = 1H
Irr_freq = 399.78219838[MHz]
Irr_offset = 5[ppm]
Clipped = TRUE
Mod_return =1
Scans = 1000
i3 ) g 5% ] Total_scans = 1000
v - 3 o -
"X ¥ N A X_90_width = 8.16[us]
X_acq_time = 1.04333312[s]
X_angle = 30[deg]
X_atn = 7.8[dB]
X_pulse = 2.72[us]
Irr_atn_dec = 22.703[dB]
Irr_atn_noe = 22.703[dB]
Irr_noise = WALTZ
Decoupling = TRUE
Initial_wait = 1[s]
Noe = TRUE
Noe_time = 2[s]
. T—— l ¢ iz in " " A " Recvr_gain = 50
v - o Y " X oy W w e i oo i B 4 L Relaxation_delay = 2[s]
Repetition_time = 3.04333312[s]
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Experiment
Sample_id
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Creation_time
Revision_time
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Comment
Data_format
Dim_size
Dim_title
Dim_units
Dimensions
Site
Spectrometer

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
Clipped
Mod_return
Scans
Total_scans

X_acqg_time
X_atn
X_pulse
Irr_atn
Irr_atn_dec
Irr_noise
Irr_pulse
Decoupling
Initial_wait
J_constant
Recvr_gain

Relaxation_delay

Selection_angle
Selection_pulse
Temp_get

L (A (I 1

TIM_DEPT135_64-2.jdf
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dept.ex2

TIM_64

CHLOROFORM-D
25-0CT-2017 16:40:46
6-JUN-2023 15:27:38
6-JUN-2023 15:27:58

DEPT with decoupling
1D COMPLEX

26214

13c

[ppm]

X

ECX 400
JNM—-ECX400

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

13c
100.52530333 [MHz ]
120[ppm]
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a

0.95846665[Hz]
31.40703518[kHz]
1H

399.78219838 [MHz]
5[ppm]

FALSE

1

500

500

1.04333312([s]
7.8[dB]
8.16[us]
3[daB]
22.703[dB]
WALTZ
11.9[us]
TRUE

1[s]
140[Hz]
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2([s]
135[degq]
17 .85[us]
22.9[dC]
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Filename
Author
Experiment
Sample_id
Solvent
Creation_time
Revision_time
Current_time

Comment
Data_format
Dim_size
Dim_title
Dim_units
Dimensions
Site
Spectrometer

Field_strength
X_acq_duration
X_domain
X_freq
X_offset
X_points
X_prescans
X_resolution
X_sweep
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
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TIM_1H_240-7.jdf

delta

single_pulse.ex2

TIM_240

DMSO-D6

17-0CT-2019 13:33:45
6-JUN-2023 16:06:47
6-JUN-2023 16:09:37

single pulse
1D COMPLEX
26214

1H

[ppm]
X

ECX 400
JNM—-ECX400

9.389766[T] (400[MHz]
4.36731904[s]

1H

399.78219838 [MHz]
7[ppm]

32768

1

0.22897343[Hz]
7.5030012[kHz]

1H

399.78219838 [MHz]
5[ppm]

1H

399.78219838 [MHz]
5[ppm]

FALSE

1

8

8

5.5[us]
4.36731904(s]
45[deg]
3.5[dB]
2.75[us]

off

off

FALSE

1[s]

22

5[s]
9.36731904(s]
0[d4c]
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Filename
Author
Experiment
Sample_id
Solvent
Creation_time
Revision_time
Current_time

Comment
Data_format
Dim_size
Dim_title
Dim_units
Dimensions
Site
Spectrometer

Field_strength
X_acq_duration
X_domain
X_freq
X_offset
X_points
X_prescans
X_resolution
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64.1846
61.2574
50.0543
36.1720
35.6190
34.9897
30.8612
26.4848
26.3037
14.4713

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
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TIM_13C_240-3.jdf

delta

single_pulse_dec

TIM_240

DMSO-D6

17-0CT-2019 16:08:28
6-JUN-2023 15:48:54
6-JUN-2023 15:49:57

single pulse decouple
1D COMPLEX

26214

13C

[ppm]
X

ECX 400
JNM-ECX400

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

13c

100.52530333 [MHz]
120(ppm]

32768

4

0.95846665 [Hz]
31.40703518[kHz]
1H

399.78219838 [MHz]
5[ppm]

FALSE

1

3000

3000

13.87[us]
1.04333312[s]
30[deg]
5.2[dB]
4.62333333[us]
29.907[dB]
29.907[dB]
WALTZ

TRUE

1[s]

TRUE

2[s]
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2(s]
3.04333312(s]
o[dc]
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36.1624 ——
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30.8612
30.1747

26.4848
26.3037

14.4713

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_acqg_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_acqg_time
X_atn

X_pulse

Irr_atn
Irr_atn_dec
Irr_noise
Irr_pulse
Decoupling
Initial_wait
J_constant
Recvr_gain
Relaxation_delay
Selection_angle
Selection_pulse

Temp_get
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L 1 O 1 1}

TIM_DEPT135_240-5.jdf
delta

dept .ex2

TIM_240

DMSO-D6

17-0CT-2019 17:50:42
6-JUN-2023 15:50:36
6-JUN-2023 15:52:46

DEPT with decoupling
1D COMPLEX

26214

13c

[ppm]
X

ECX 400
JNM-ECX400

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

13cC

100.52530333 [MHZ]
120(ppm]

32768

a

0.95846665 [Hz]
31.40703518[kHz]
1H

399.78219838 [MHz]
5[ppm]

FALSE

1

2000

2000

1.04333312[s]
5.2[dB]
13.87[us]
3.5[dB]
29.907[dB]
WALTZ
5.5[us]
TRUE

1[s]
140[Hz]
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2[s]
135[deg]
8.25[us]
o[dc]
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Filename
Author
Experiment
Sample_id
Solvent
Creation_time
Revision_time
Current_time

Comment
Data_format
Dim_size
Dim_title
Dim_units
Dimensions
Site
Spectrometer

Field_strength
X_acq_duration

X_domain
X_freq
X_offset
X_points
X_prescans
X_resolution
X_sweep
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

TIM_1H_195_70deg-4.jd
delta
single_pulse.ex2
TIM_195_70deg

DMSO-D6

27-MAR-2019 05:22:32
16-JAN-2023 11:52:36
16-JAN-2023 11:53:09
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single_pulse
1D COMPLEX
26214

1H

[ppm]
X

ECX 400
JNM-ECX400

9.389766[T] (400[MHz]
4.36731904[s]

1H

399.78219838 [MHz]
7[ppm]

32768

1

0.22897343[Hz]
7.5030012[kHz]

1H

399.78219838 [MHz]

5[ppm]
1H

399.78219838 [MHz]
5[ppm]

FALSE

1

8

8

L1 | O (1}

11.9[us]
4.36731904([s]
45[degq]

3[dB]
5.95[us]

off

off

FALSE

1[s]

30

5[s]
9.36731904([s]
70[dcC]
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Filename
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Experiment
Sample_id
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Creation_time
Revision_time
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TIM_1H_195_70deg-4.jd
delta
single_pulse.ex2
TIM_195_70deg

DMSO-D6

27-MAR-2019 05:22:32
16-JAN-2023 11:52:36
16-JAN-2023 11:54:03

Comment = single_pulse
Data_format = 1D COMPLEX
Dim_size = 26214
Dim_title = 1H

Dim_units = [ppm]
Dimensions =X

Site = ECX 400
Spectrometer = JNM-ECX400

Field_strength

9.389766[T] (400[MHz]

L L

X : parts per Million : 1H
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2.0332
1.8092
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17554
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1.7256
1.7204
1.4742
14656 ——
1.4501
1.4415
1.2725
1.2233
1.2095
1.1998

TTETTTTT

X_acq_duration = 4.36731904[s]
X_domain = 1H

X_freq = 399.78219838 [MHz]
X_offset = 7[ppm]
X_points = 32768
X_prescans =1
X_resolution = 0.22897343[Hz]
X_sweep = 7.5030012[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 =8

Total_scans =8

X_90_width = 11.9[us]
X_acq_time = 4.36731904(s]
X_angle = 45[deg]

X_atn = 3[dB]

X_pulse = 5.95[us]
Irr_mode = off

Tri_mode = Off
Dante_presat = FALSE
Initial_wait = 1[s]
Recvr_gain = 30
Relaxation_delay = 5[s]
Repetition_time = 9.36731904[s]
Temp_get = 70[dC]
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Filename
Author
Experiment
Sample_id
Solvent
Creation_time
Revision_time
Current_time

Comment
Data_format
Dim_size
Dim_title
Dim_units
Dimensions
Site
Spectrometer

Field_strength
X_acq_duration
X_domain
X_freq
X_offset
X_points
X_prescans
X_resolution
X_sweep
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

TIM_13C_195_70deg-3.j
delta
single_pulse_dec
TIM_195_70deg
DMSO-D6

27-MAR-2019 07:06:24
16-JAN-2023 11:55:24
16-JAN-2023 11:56:07

single pulse decouple
1D COMPLEX

26214

13c

[ppm]
X

ECX 400
JNM-ECX400

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

13¢

100.52530333 [MHz]
120[ppm]

32768

4

0.95846665 [Hz]
31.40703518[kHz]
1H

399.78219838 [MHz]
5[ppm]

FALSE

1

2000

2000

8.16[us]
1.04333312(s]
30[deg]
7.8[dB]
2.72[us]
22.703[dB]
22.703[dB]
WALTZ

TRUE

1[s]

TRUE

2[s]
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2[s]
3.04333312(s]
70[dcC]
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Filename
Author
Experiment
Sample_id
Solvent
Creation_time
Revision_time
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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_acq_time
X_atn
X_pulse
Irr_atn
Irr_atn_dec
Irr_noise
Irr_pulse
Decoupling
Initial_wait
J_constant
Recvr_gain

Relaxation_delay

Selection_angle
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9.389766[T] (400[MHz]
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1

4
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1
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399.78219838 [MHz]
5[ppm]
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8
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FALSE
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Relaxation_delay
Repetition_time
Temp_get

TIM_1H_191-3.jdf
delta
single_pulse.ex2
TIM_191

CHLOROFORM-D
17-MAR-2019 00:32:02
10-FEB-2023 14:58:40
10-FEB-2023 15:00:05

wwwunnmwunn

single_pu
1D COMPLEX
26214

1H

[ppm]
X

ECX 400
JNM-ECX400

9.389766[T] (400[MHz]
4.36731904(s]

1H

399.78219838 [MHz]
7[ppm]

32768

1

0.22897343[Hz]
7.5030012[kHz]

1H

399.78219838 [MHz]
5[ppm]

1H

399.78219838 [MHz]
5[ppm]

FALSE

1

8

8

11.9[us]
4.36731904([s]
45[degq]

3[dB]
5.95[us]

off

off

FALSE

1[s]
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5[s]
9.36731904([s]
23.8[dC]
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Filename
Author
Experiment
Sample_id
Solvent
Creation_time
Revision_time
Current_time

Comment
Data_format
Dim_size
Dim_title
Dim_units
Dimensions
Site
Spectrometer

Field_strength

TIM_13C_191-3.jdf
delta
single_pulse_dec
TIM_191

CHLOROFORM-D
17-MAR-2019 02:16:01
10-FEB-2023 15:00:27
10-FEB-2023 15:00:52

single pulse decouple
1D COMPLEX

26214

13c

[ppm]
X

ECX 400
JNM-ECX400

9.389766[T] (400[MHz]

abundance

X_acq_duration = 1.04333312[s]
X_domain = 13C
X_freq = 100.52530333 [MHz]
X_offset = 120[ppm]
X_points = 32768
X_prescans =4
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 = 2000
Total_scans = 2000
X_90_width = 8.16[us]
X_acq_time = 1.04333312(s]
X_angle = 30[degq]
X_atn = 7.8[dB]
X_pulse = 2.72[us]
Irr_atn_dec = 22.703[dB]
Irr_atn_noe = 22.703[dB]
Irr_noise = WALTZ
Decoupling = TRUE
Initial_wait = 1[s]
Noe = TRUE
| Noe_time = 2[s]
o L . . . . N el N N Recvr_gain = 48
o OV o i P ey e A A AR Wi A e L Relaxation_delay = 2[s]
Repetition_time = 3.04333312[s]
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Filename
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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_acq_time
X_atn
X_pulse
Irr_atn
Irr_atn_dec
Irr_noise
Irr_pulse
Decoupling
Initial_wait
J_constant
Recvr_gain

Relaxation_delay

Selection_angle
Selection_pulse
Temp_get
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TIM_DEPT135_191-4.jdf
delta

dept .ex2

TIM_191

CHLOROFORM-D
17-MAR-2019 03:07:17
10-FEB-2023 15:01:07
10-FEB-2023 15:01:29

DEPT with decoupling
1D COMPLEX

26214

13c

[ppm]
X

ECX 400
JNM-ECX400

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

13c

100.52530333 [MHz]
120[ppm]

32768

4

0.95846665 [Hz]
31.40703518[kHz]
1H

399.78219838 [MHz]
5[ppm]

TRUE

1

1000

1000

1.04333312([s]
7.8[dB]
8.16[us]
3[dB]
22.703[dB]
WALTZ
11.9[us]
TRUE

1[s]
140[Hz]

46

2[s]
135[deg]
17 .85[us]
24.2[dcC]
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Filename
Author
Experiment
Sample_id
Solvent
Creation_time
Revision_time
Current_time

Comment
Data_format
Dim_size
Dim_title
Dim_units
Dimensions
Site
Spectrometer

Field_strength
X_acq_duration
X_domain
X_freq
X_offset
X_points
X_prescans
X_resolution
X_sweep
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
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TIM_1H_216-3.jdf
delta
single_pulse.ex2
TIM_216

DMSO-D6

22-MAY-2019 22:55:02
10-FEB-2023 15:29:50
10-FEB-2023 15:30:43

single_pulse
1D COMPLEX
26214

1H

[ppm]
X

ECX 400
JNM-ECX400

9.389766[T] (400[MHz]
4.36731904(s]

1H

399.78219838 [MHz]
7[ppm]

32768

1

0.22897343[Hz]
7.5030012[kHz]

1H

399.78219838 [MHz]
5[ppm]

1H

399.78219838 [MHz]
5[ppm]

FALSE

1

8

8

11.9[us]
4.36731904([s]
45[degq]

3[dB]
5.95[us]

off

off

FALSE

1[s]

34

5[s]
9.36731904([s]
o[dc]
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Experiment
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TIM_13C_216-3.jdf
delta
single_pulse_dec
TIM_216

DMSO-D6

22-MAY-2019 23:46:33
10-FEB-2023 15:30:58
10-FEB-2023 15:31:31

Comment = single pulse decouple
Data_format = 1D COMPLEX
Dim_size = 26214
1 Dim_title = 13C
] Dim_units = [ppm]
] Dimensions =X
- Site = ECX 400
] = Spectrometer = JNM-ECX400
] S
Field_strength = 9.389766[T] (400[MHz]
1 X_acq_duration = 1.04333312[s]
B X_domain = 13C
] X_freq = 100.52530333 [MHz]
] X_offset = 120[ppm]
] X_points = 32768
] X_prescans =4
X_resolution = 0.95846665[Hz]
X_sweep = 31.40703518[kHz]
Irr_domain = 1H
Irr_freq = 399.78219838[MHz]
o 2 Irr_offset = 5[ppm]
g \.WM,,WW Clipped = FALISJE
] Mod_return =1
Scans = 1000
1 Total_scans = 1000
] X_90_width = 8.16[us]
] \ X_acq_time = 1.04333312[s]
] X_angle = 30[degq]
] = 2e X_atn = 7.8[dB]
B g 2 X_pulse = 2.72[us]
] Irr_atn_dec = 22.703[dB]
] Irr_atn_noe = 22.703[dB]
Irr_noise = WALTZ
S Decoupling = TRUE
] Initial_wait = 1[s]
3 Noe = TRUE
3 Noe_time = 2[s]
] Recvr_gain = 54
] \ Relaxation_delay = 2[s]
] Repetition_time = 3.04333312[s]
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Creation_time
Revision_time
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Filename = TIM_DEPT135_216-6.jdf
Author = delta

Experiment = dept.ex2

Sample_id = TIM_216

Solvent = DMSO-D6

Comment = DEPT with decoupling
Data_format = 1D COMPLEX

Dim_size = 26214

Dim_title = 13C

Dim_units = [ppm]

Dimensions =X

Site = ECX 400
Spectrometer = JNM-ECX400

Field_strength 9.389766[T] (400[MHz]

X_acq_duration = 1.04333312[s]
X_domain = 13C
X_freq = 100.52530333 [MHz]
X_offset = 120[ppm]
X_points = 32768
X_prescans =4
X_resolution = 0.95846665[Hz]
X_sweep = 31.40703518[kHz]
Irr_domain = 1H
M/ “ MI ﬂ ) Irr__f;;q = g99.78219838[nﬂz]
B s aaoa . spmissasomrnp e, NI et O\ PR gAY Irr_offset = 5[ppm]
r G o pf’"{ r"“"“‘) peemt clipped = PALSE
Mod_return =1
( Scans = 1500
Total_scans = 1500
X_acq_time = 1.04333312([s]
X_atn = 7.8[dB]
X_pulse = 8.16[us]
Irr_atn = 3[dB]
Irr_atn_dec = 22.703[dB]
Irr_noise = WALTZ
Irr_pulse = 11.9[us]
Decoupling = TRUE
Initial_wait = 1[s]
J_constant = 140[Hz]
Recvr_gain = 58
Relaxation_delay = 2[s]
Selection_angle = 135[degq]
Selection_pulse = 17.85[us]
: Temp_get = 0[dC]
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Filename
Author
Experiment
Sample_id
Solvent
Creation_time
Revision_time
Current_time

Comment
Data_format
Dim_size
Dim_title
Dim_units
Dimensions
Site
Spectrometer

Field_strength
X_acq_duration
X_domain
X_freq
X_offset
X_points
X_prescans
X_resolution
X_sweep
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
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TIM_1H_59frdihydropyr
delta
single_pulse.ex2

TIM 59frdihydropyrrol
CHLOROFORM-D
29-MAY-2021 01:26:29
10-FEB-2023 17:24:25
10-FEB-2023 17:24:56

single_pulse
1D COMPLEX
26214

1H

[ppm]
X

ECX 400
JNM-ECX400

9.389766[T] (400[MHz]
4.36731904(s]

1H

399.78219838 [MHz]
7[ppm]

32768

1

0.22897343[Hz]
7.5030012[kHz]

1H

399.78219838 [MHz]
5[ppm]

1H

399.78219838[MHz]
5[ppm]

FALSE

1

8

8

16.25[us]
4.36731904([s]
45[degq]

3[dB]
8.125[us]

off

off

FALSE

1[s]

48

5[s]
9.36731904([s]
o[dc]
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Experiment
Sample_id
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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

TIM_13C_59frdihydropy
delta
single_pulse_dec

TIM 59frdihydropyrrol
CHLOROFORM-D
29-MAY-2021 04:01:18
18-APR-2023 15:01:32
18-APR-2023 15:02:14

single pulse decouple
1D COMPLEX

26214

13c

[ppm]
X

ECX 400
JNM-ECX400

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

13¢

100.52530333 [MHz]
120[ppm]

32768

4
0.95846665 [Hz]
31.40703518[kHz]
1H

399.78219838 [MHz]
5[ppm]

FALSE

1

3000

3000

8.16[us]
1.04333312(s]
30[deg]
7.8[dB]
2.72[us]
22.703[dB]
22.703[dB]
WALTZ

TRUE

1[s]

TRUE

2[s]

50

2[s]
3.04333312[s]
o[dc)
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Filename
Author
Experiment
Sample_id
Solvent
Creation_time
Revision_time
Current_time

Comment
Data_format
Dim_size
Dim_title
Dim_units
Dimensions
Site
Spectrometer

Field_strength
X_acq_duration
X_domain
X_freq
X_offset
X_points
X_prescans
X_resolution
X_sweep
Irr_domain
Irr_freq
Irr_offset
Clipped
Mod_return
Scans
Total_scans

X_acq_time
X_atn
X_pulse
Irr_atn
Irr_atn_dec
Irr_noise
Irr_pulse
Decoupling
Initial_wait
J_constant
Recvr_gain

Relaxation_delay

Selection_angle
Selection_pulse
Temp_get
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TIM _DEPT135_59frdihyd
delta

dept .ex2

TIM 59frdihydropyrrol
CHLOROFORM-D
29-MAY-2021 05:18:02
18-APR-2023 15:02:44
18-APR-2023 15:04:03

DEPT with decoupling
1D COMPLEX

26214

13c

[ppm]
X

ECX 400
JNM-ECX400

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

13c

100.52530333 [MHz]
120[ppm]

32768

4

0.95846665 [Hz]
31.40703518[kHz]
1H

399.78219838 [MHz]
5[ppm]

FALSE

1

1500

1500

1.04333312([s]
7.8[dB]
8.16[us]
3[dB]
22.703[dB]
WALTZ
16.25[us]
TRUE

1[s]
140[Hz]

30

2[s]
135[deg]
24.375[us]
0[dc]
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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
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TIM_1H_acrCNadductH2N
delta
single_pulse.ex2

TIM acrCNadductH2Nidi
DMSO-D6

29-JUN-2021 15:49:28
10-FEB-2023 17:54:04
10-FEB-2023 17:55:02

single_pulse
1D COMPLEX
26214

1H

[ppm]
X

ECX 400
JNM-ECX400

9.389766[T] (400[MHz]
4.36731904[s]

1H

399.78219838 [MHz]
7[ppm]

32768

1

0.22897343[Hz]
7.5030012[kHz]

1H

399.78219838 [MHz]

5[ppm]
1H

399.78219838 [MHz]
5[ppm]

FALSE

1

8

8

16.25[us]
4.36731904([s]
45[degq]

3[dB]
8.125[us]

off

off

FALSE

1[s]

44

5[s]
9.36731904[s]
o[dc]
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Creation_time
Revision_time

Filename = TIM_13C_acrCNadductH2
Author = delta
Experiment = single_pulse_dec
= Sample_id = TIM_acrCNadductH2Nidi
& Solvent = DMSO-D6

0.1

abundance

Current_time 18-APR-2023 15:56:38
Comment = single pulse decouple
Data_format = 1D COMPLEX
<] Dim_size = 26214
3 Dim_title = 13C
Dim_units = [ppm]
Dimensions =X
Site = ECX 400
Spectrometer = JNM-ECX400
Field_strength = 9.389766[T] (400[MHz]
1 Tl ‘1 I | | i ‘ ‘ X_acq_duration = 1.04333312(s]
] = A i "l X_domain = 13C
] ‘ 1 ! 4 | r X_freq = 100.52530333 [MHz]
— X_offset = 120[ppm]
1 X_points = 32768
1 X_prescans =4
] X_resolution = 0.95846665[Hz]
J X_sweep = 31.40703518[kHz]
11z s | Irr_domain = 1H
1 E bl Irr_freq = 399.78219838[MHz]
1 Irr_offset = 5[ppm]
1 Clipped = FALSE
] : = = : = Mod_return =1
] 60.0 500 400 300 200 | Scans = 356
| | || A1 I . T 1] e -
1 X_90_width = 8.16[us]
i g 8 3 EE gz g X_acq_time = 1.04333312(s]
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120[ppm]

32768

4

0.95846665 [Hz]
31.40703518[kHz]
1H

399.78219838 [MHz]
5[ppm]

FALSE

1

2000

2000

8.16[us]
1.04333312(s]
30[deg]
7.8[dB]
2.72[us]
22.703[dB]
22.703[dB]
WALTZ

TRUE

1[s]

TRUE

2[s]

50

2[s]
3.04333312(s]
28.9[dC]




abundance
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X : parts per Million : 13C
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§SS HETZITEARRRE

26.3037

26.1225

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_acq_time
X_atn
X_pulse
Irr_atn
Irr_atn_dec
Irr_noise
Irr_pulse
Decoupling
Initial_wait
J_constant
Recvr_gain

Relaxation_delay

Selection_angle
Selection_pulse
Temp_get

LI T I (O 1

TIM_DEPT135_204-2.jdf
delta

dept .ex2

TIM_204

DMSO-D6

13-APR-2019 02:22:52
13-FEB-2023 13:21:25
13-FEB-2023 13:21:44

DEPT with decoupling
1D COMPLEX

26214

13c

[ppm]
X

ECX 400
JNM-ECX400

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

13c

100.52530333 [MHz]
120[ppm]

32768

4

0.95846665 [Hz]
31.40703518[kHz]
1H

399.78219838 [MHz]
5[ppm]

FALSE

1

1000

1000

1.04333312([s]
7.8[dB]
8.16[us]
3[dB]
22.703[dB]
WALTZ
11.9[us]
TRUE

1[s]
140[Hz]

46

2[s]
135[deg]
17.85[us]
30.3[dC]




§~ 3-'. —=== PROCESSING PARAMETERS -—--
< sexp : 5.0[Hz] : 0.0[s]
@ = trapezoid3 : 0[%] : 80[%] : 100[%]
8§ &9 zerofill : 1
g 3 ' fft : 1 : TRUE : TRUE
T 27 ppm
= 3 machinephase
2 « [transpose]
s i sexp : 5.0[Hz] : 0.0[s]
4 trapezoid3 : O[%] : 80[%] : 100[%]
o3 zerofill : 2
T fft : 1 : TRUE : TRUE
1 PP“h, "
= ° machinephase
|
] Filename = TIM_NOESY_204-2.jdf
% Author = delta
1 Experiment = noesy_phase_zqf_
] Sample_id = TIM_204
S Solvent = CHLOROFORM-D
1 Creation_time = 25-JUN-2019 07:49:17
] ® e - Revision_time = 19-APR-2023 17:44:38
- Current_time = 19-APR-2023 17:47:06
|
1 - Comment = phase sensitive noesy
<] o —= Data_format = 2D COMPLEX COMPLEX
al Dim_size = 819, 512
] P Dim_title = 1H 1H
1 Dim_units = [ppm] [ppm]
] Dimensions =X X
1 site = ECX 400
ej Spectrometer = JNM—-ECX400
S ] Field_strength = 9.389766[T] (400[MHz]
1 X_acqg_duration = 0.13656064([s]
| X_domain = 1H
1 X_freq = 399.78219838 [MHz]
] - X_offset = ;gggm]
= = X _points =
!r'J.1 & "? o x__grescans =4
1 @ . X_resolution = 7.3227542[Hz]
]‘ X_sweep = 7.4985003[kHz]
1 z Y_domain = 1H
] '@ ® = - Y_freq = 399.78219838 [MHz]
1 2 Y_offset = 7[ppm]
sJ ; Y_points = 256
%] Y_prescans =0
1 Y_resolution = 23.42719204[Hz]
] Y_sweep = 5.99736116 [kHz]
1 Irr_domain = 1H
] Irr_freq = 399.78219838 [MHz]
o ] Irr_offset = 5[ppm]
S Tri_domain = 1H
1 Tri_freq = 399.78219838[MHz]
:; Tri_offset = 5[ppm]
1 Clipped = FALSE
1 Y Mod_return =1
1 Scans =8
e Total_scans = 2048
. L H =
g 1 ° N X_acq_time = 0.13656064[s]
= ] X_atn = 3[dB]
= 1 X_pulse = 11.9[us]
& ] Y_acq_time = 42.68544[ms]
2 o Y_pl_correction = 180
a o - 1H-TH NOESY Irl_:_mode = Off
-] ] Tri_mode = Off
S. 1 Adiabatic_pulse = 50[ms]
& 1 Bl_attn = 43.80211242[dB]
! 1 Band_width = 30[kHz]
- Chirp_atn = 31.19788758[dB]
gi Chirp_pulse = 50[ms]
=TT  S7 (RSN TR S TN TR ) (R e B ST SO S S RN RN T R (OB IR B 7L SV A T 7R T (LS TR S T N SR 2R V7 T PR . R CRSLINEN ) e | 8 LA LA RRAR RARAY LARES LA LERRI LR AR Ch.i.rp_shape = CHIRP
7.0 6.0 5.0 4.0 3.0 2.0 1.0 02 04 0.6 08| Chirp_smooth = 10[%]
Dante_presat = FALSE
X : parts per Million : 1H bundance
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abundance
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1.0

2.0

3.0

1H

4.0

Y : parts per Million

x' ———-= PROCESSING PARAMETERS ---—-
< sexp : 5.0[Hz] : 0.0[s]
trapezoid3 : 0[%] : 80[%] : 100[%]
zerofill : 1
' fft : 1 : TRUE : TRUE
pPpm
machinephase
[transpose]
sexp : 5.0[Hz] : 0.0[s]
trapezoid3 : O[%] : 80[%] : 100[%]
Fh zerofill : 2
fft : 1 : TRUE : TRUE
ppm
machinephase
Filename = TIM_NOESY_204-2.jdf
5 Author = delta
Experiment = noesy_phase_zqf_
Sample_id = TIM_204
Solvent = CHLOROFORM-D
Creation_time = 25-JUN-2019 07:49:17
X : 4.02324(ppm Revision_time = 19-APR-2023 17:44:38
- ¥i138373 Bgm [ Current_time 19-APR-2023 17:48:10
& Ej | § Comment = phase sensitive noesy
Data_format = 2D COMPLEX COMPLEX
Dim_size = 819, 512
Dim_title = 1H 1H
Dim_units = [ppm] [ppm]
Dimensions =XY
Site = ECX 400
Spectrometer = JNM-ECX400
Field_strength = 9.389766[T] (400[MHz]
X_acq_duration = 0.13656064([s]
X_domain = 1H
X_freq = 399.78219838[MHz]
& X_offset = 7[ppm]
- X_points = 1024
X_prescans =4
X_resolution = 7.3227542[Hz]
X_sweep = 7.4985003[kHz]
Y_domain = 1H
Y_freq = 399.78219838[MHz]
Y _offset = 7[ppm]
Y_points = 256
Y_prescans =0
Y_resolution = 23.42719204[Hz]
Y_sweep = 5.99736116 [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
H Scans =8
N\(O Total_scans = 2048
O X_acq_time = 0.13656064[s]
= X_atn = 3[dB]
£ S - X_pulse = 11.9[us]
Y_acq_time = 42.68544[ms]
~ TH-"H NOESY Y_pl_correction = 180
- § Irr_mode = Off
expansion Tri_mode = Off
Adiabatic_pulse = 50[ms]
Bl_attn = 43.80211242[aB]
Band_width = 30[kHz]
i Chirp_atn = 31.19788758[dB]
-0 Chirp_pulse = 50[ms]
T T T T e T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T G LA LALas LRI REALN LALAS RALAN LEREI RARRS LAY Ch.i.r:p_shape = CHIRP
5.0 4.0 3.0 2.0 02 04 0.6 0.8 Chirp_smooth = 10[%]
Dante_presat = FALSE
X : parts per Million : 1H bundance
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Filename
Author
Experiment
Sample_id
Solvent
Creation_time
Revision_time
Current_time

Comment
Data_format
Dim_size
Dim_title
Dim_units
Dimensions
Site
Spectrometer

Field_strength
X_acq_duration
X_domain
X_freq
X_offset
X_points
X_prescans
X_resolution
X_sweep
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

wwwunnmwunn

TIM_1H_nitroKE_leucar
delta
single_pulse.ex2

TIM nitroKE_leucart
DMSO-D6

30-NOV-2021 14:14:44
10-FEB-2023 12:05:59
10-FEB-2023 12:06:18

single_pulse
1D COMPLEX
26214

1H

[ppm]
X

ECX 400
JNM-ECX400

9.389766[T] (400[MHz]
4.36731904(s]

1H

399.78219838 [MHz]
7[ppm]

32768

1

0.22897343[Hz]
7.5030012[kHz]

1H

399.78219838 [MHz]
5[ppm]

1H

399.78219838[MHz]
5[ppm]

FALSE

1

8

8

5.5[us]
4.36731904([s]
45[deq]
3.5[dB]
2.75[us]

off

off

FALSE

1[s]

24

5[s]
9.36731904([s]
o[dc]
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abundance

0

02

0.1

NH,

NO,

24

Creation_time
Revision_time

27-NOV-2021 08:36:50
10-FEB-2023 12:37:01

Filename = TIM_13C_nitroKELeucar
Author = delta

Experiment = single_pulse_dec
Sample_id = TIM_nitroKELeucart
Solvent = DMSO-D6

Current_time 10-FEB-2023 12:37:28
Comment = single pulse decouple
Data_format = 1D COMPLEX

Dim_size = 26214

Dim_title = 13C

Dim_units = [ppm]

Dimensions =X

Site = ECX 400

Spectrometer = JNM-ECX400

9.389766[T] (400[MHz]

Field_strength =
§ X_acq_duration = 1.04333312(s]
X_domain = 13C
o X_freq = 100.52530333[MHz]
T T X_offset = 120[ppm]
"o T X_points = 3276§p
X_prescans =4
X_resolution = 0.95846665[Hz]
X_sweep = 31.40703518[kHz]
2 Irr_domain = 1H
. & Irr_freq = 399.78219838[MHz]
X priepee Ml ¢ Irr_offset = 5[ppm]
Clipped = FALSE
Mod_return =1
Scans = 3000
Total_scans = 3000
X_90_width = 13.87[us]
X_acq_time = 1.04333312(s]
X_angle = 30[deg]
X_atn = 5.2[dB]
X_pulse = 4.62333333[us]
Irr_atn_dec = 29.907[dB]
Irr_atn_noe = 29.907[dB]
Irr_noise = WALTZ
Decoupling = TRUE
Initial_wait = 1[s]
Noe = TRUE
Noe_time = 2[s]
Recvr_gain = 46
e pir — L“*‘Jl*"* Relax;g:ion_delay = 2[s]
Repetition_time = 3.04333312[s]
e R I L e e i e i T R Ay SEASECARS ilaanias sacias I == = ofdc]
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 ’ -
- - [ Qe & e
2 v 2 Rg&
w = 3T =9
2 & ® RER S
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X : parts per Million : 13C
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Filename
Author
Experiment
Sample_id
Solvent
Creation_time
Revision_time
Current_time

Comment
Data_format
Dim_size
Dim_title
Dim_units
Dimensions
Site
Spectrometer

Field_strength
X_acq_duration
X_domain
X_freq
X_offset
X_points
X_prescans
X_resolution
X_sweep
Irr_domain
Irr_freq
Irr_offset
Clipped
Mod_return
Scans
Total_scans

X_acq_time
X_atn
X_pulse
Irr_atn
Irr_atn_dec
Irr_noise
Irr_pulse
Decoupling
Initial_wait
J_constant
Recvr_gain

Relaxation_delay

Selection_angle
Selection_pulse
Temp_get

TIM _DEPT135_ nitroKELe
delta

dept .ex2

TIM nitroKELeucart
DMSO-D6

27-NOV-2021 09:54:02
10-FEB-2023 12:39:22
10-FEB-2023 12:39:46

LI T I (O 1

DEPT with decoupling
1D COMPLEX

26214

13c

[ppm]
X

ECX 400
JNM-ECX400

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

13c

100.52530333 [MHz]
120[ppm]

32768

4

0.95846665 [Hz]
31.40703518[kHz]
1H

399.78219838 [MHz]
5[ppm]

FALSE

1

1500

1500

1.04333312([s]
5.2[dB]
13.87[us]
3.5[dB]
29.907 [dB]
WALTZ
5.5[us]
TRUE

1[s]
140[Hz]

50

2[s]
135[deg]
8.25[us]
o[dc]
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i ‘r\T E
{ =
] ) 2
[ ( o
) Filename = TIM_HMBC_15N_nitroKE_
\ Author = delta
: / Experiment = hmbc_pfg.ex2
< Sample_id = TIM_nitroKE_leucart
i R Solvent = DMSO-D6
- N Creation_time = 30-NOV-2021 17:14:03
] g T Revision_time = 19-APR-2023 17:41:35
| ’ O | Current_time = 19-APR-2023 17:42:51
o
{ Comment = gradient enhanced HMB
§ Data_format = 2D REAL REAL
J Dim_size = 1638, 322
\ Dim_title = 1H 15N
8 2 Dim_units = [ppm] [ppm]
[ Dimensions =XY
\ Site = ECX 400
(‘ Spectrometer = JNM—-ECX400
)
C Field_strength = 9.389766[T] (400[MHz]
0 (> X_acq_duration = 0.39763968([s]
J | L X_domain = 1H
- 0 P, X_freq = 399.78219838[MHz]
8’— L X_offset = 5.7 [ppm]
& ! | ) X_points = 2048
1 ( X_prescans =4
) X_resolution = 2.51483957 [Hz]
1 ‘f X_sweep = 5.15039143 [kHz]
| 0 [™> Y_domain = 15N
S Y_freq = 40.50976341[MHz]
§ Y_offset = 200[ppm]
K Y_points = 161
" Y_prescans =0
| Y _resolution = 100.70006686 [Hz]
| 5 Y_sweep = 16.21271077[kHz]
{ Tri_domain = 1H
i |2 Tri_freq = 399.78219838 [MHz]
5 Tri_offset = 5[ppm]
4 (] D) .
< Clipped = FALSE
[ < Mod_return =1
- § [ > Scans = 32
S 0 S Total_scans = 5152
LS
z i § ) X_acq_time = 0.39763968[s]
— 0 [ ) X_atn = 3.5[dB]
. L X_pulse = 5.5[us]
5 f > Y acq_time = 15.79008 [ms]
= ] r;’ Y_atn = 4.5[dB]
E | 0 "\) ¥_pulse 5 26 .5[us]
23] s Tri_mode = Off
2 i [{ Dante_presat = FALSE
z !»\ Delta = 62.5[ms]
= 4 Ne Grad_1 = 1[ms]
2 . — Grad_1_amp = 0.18[T/m]
1 e Grad_2 = 1l[ms]
e ¢ [ 2 Grad_2_amp = 0.18[T/m]
1 ‘ Grad_3 = 1[ms]
[\ Grad_3_; = 36.48895196[mT/m]
L S FL TP P T AL ) N 2 NI TR P PO I T T LT | NERE 9 T PR LIS B B B R O TR AT T T LI S TR 2 SR Grad_recover = 0.1[ms]
10.0 9.0 8.0 7.0 6.0 5.0 4.0 3.0 0.1 Grad_selection = 15N = 4.933:4.93
Grad_shape = SINE
X : parts per Million : 1H | (thousandths)
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2.6643
2.6517
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2.4186
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2.3459

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

LI T I (O 1

L1 | O (1}

TIM_1H_147-4.jdf
delta
single_pulse.ex2
TIM_147

DMSO-D6

10-0CT-2018 14:27:52
18-APR-2023 19:11:59
18-APR-2023 19:12:21

single_pulse
1D COMPLEX
26214

1H

[ppm]
X

ECX 400
JNM-ECX400

9.389766[T] (400[MHz]
4.36731904[s]

1H

399.78219838 [MHz]
7[ppm]

32768

1

0.22897343[Hz]
7.5030012[kHz]

1H

399.78219838 [MHz]

5[ppm]
1H

399.78219838 [MHz]
5[ppm]

FALSE

1

8

8

11.9[us]
4.36731904([s]
45[degq]

3[dB]
5.95[us]

off

Ooff

FALSE

1[s]

30

5[s]
9.36731904([s]
21.6[dC]
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10-0CT-2018 14:29:20
18-APR-2023 19:12:34

Creation_time
Revision_time

Filename = TIM_13C_147-3.jdf
Author = delta

Experiment = single_pulse_dec
Sample_id = TIM_147

Solvent = DMSO-D6

Current_time 18-APR-2023 19:14:28
Comment = single pulse decouple
Data_format = 1D COMPLEX

Dim_size = 26214

Dim_title = 13C

Dim_units = [ppm]

Dimensions =X

Site = ECX 400

Spectrometer = JNM-ECX400

01

Field_strength 9.389766[T] (400[MHz]

0.2

0.1

abundance

X_acq_duration = 1.04333312(s]
X_domain = 13C
X_freq = 100.52530333 [MHz]
X_offset = 120[ppm]
X_points = 32768
x_pr 1S = ]
X_resolution = 0.95846665[Hz]
X_sweep = 31.40703518[kHz]
| Irr_domain = 1H
. Wl 4 / Wl , Irr_freq = 399.78219838 [MHz]
JL M wﬁw Mp 'HMNH Irr_offset = 5[ppm]
! Clipped = FALSE
g Mod_return =1
Scans = 21
: : y : y . ; : . . : . . . : y : Total_scans = 21
420 410 40.0 390 380 370 36.0 350 340 B0 320 310 30.0 290 280 27 26.0
X_90_width = 8.16[us]
X_acq_time = 1.04333312[s]
X_angle = 30[deg]
o o w X_atn = 7.8[dB]
% 2 g gg § § g X_pulse = 2.72[us]
X : parts per Million : 13C Irr_atn_dec = 22.703[dB]
Irr_atn_noe = 22.703[dB]
Irr_noise = WALTZ
Decoupling = TRUE
Initial_wait = 1[s]
Noe = TRUE
Noe_time = 2[s]
b Ww Recvr_gain = 50
Relaxation_delay = 2[s]
Repetition_time = 3.04333312[s]
' | ' ' o J Temp_get = 21.6[dC]
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 40q J 30.0 -
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© ¢ IEEEIARESS
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X : parts per Million : 13C
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Filename
Author
Experiment
Sample_id
Solvent
Creation_time
Revision_time
Current_time

Comment
Data_format
Dim_size
Dim_title
Dim_units
Dimensions
Site
Spectrometer

Field_strength
X_acq_duration
X_domain
X_freq
X_offset
X_points
X_prescans
X_resolution
X_sweep
Irr_domain
Irr_freq
Irr_offset
Clipped
Mod_return
Scans
Total_scans

X_acq_time
X_atn
X_pulse
Irr_atn
Irr_atn_dec
Irr_noise
Irr_pulse
Decoupling
Initial_wait
J_constant
Recvr_gain

Relaxation_delay

Selection_angle
Selection_pulse
Temp_get

LI T I (O 1

LI O (1 L O 1 1}

TIM_DEPT135_147-4.jdf
delta

dept .ex2

TIM_147

DMSO-D6

10-0CT-2018 14:30:18
18-APR-2023 19:13:12
18-APR-2023 19:13:59

DEPT with decoupling
1D COMPLEX

26214

13c

[ppm]
X

ECX 400
JNM-ECX400

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

13c

100.52530333 [MHz]
120[ppm]

32768

4

0.95846665 [Hz]
31.40703518[kHz]
1H

399.78219838 [MHz]
5[ppm]

FALSE

1

12

12

1.04333312([s]
7.8[dB]
8.16[us]
3[dB]
22.703[dB]
WALTZ
11.9[us]
TRUE

1[s]
140[Hz]

46

2[s]
135[deg]
17 .85[us]
21.6[dC]
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0.3

0.2

0.1
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abundance

0.
!
027
012
n
028

0l

A5635
35549
35389
A5303

X : parts per Million : 1H

4.21

HN

L3

b S8
.

6.9880
3.5549
3.5389
3.5303

X : parts per Million : 1H

0.27

0
9
i ]
L -
R —
P —
ilu; /_:~

1 A

0.27

7—

201 \=

2.0515
2.0406
2.0274
1.8625
1.6563
1.5515
1.5188
1.5148
1.4816

1.
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
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

wwwunnmwunn

TIM_1H_209-4.jdf
delta
single_pulse.ex2
TIM_209

DMSO-D6

30-APR-2019 19:00:16
10-FEB-2023 14:51:28
10-FEB-2023 14:52:56

single_pulse
1D COMPLEX
26214

1H

[ppm]
X

ECX 400
JNM-ECX400

9.389766[T] (400[MHz]
4.36731904(s]

1H

399.78219838 [MHz]
7[ppm]

32768

1

0.22897343[Hz]
7.5030012[kHz]

1H

399.78219838 [MHz]
5[ppm]

1H

399.78219838[MHz]
5[ppm]

FALSE

1

8

8

11.9[us]
4.36731904([s]
45[degq]

3[dB]
5.95[us]

off

off

FALSE

1[s]

42

5[s]
9.36731904([s]
21.8[dcC]




0.2 0.3 0.4

0.1

abundance

200 300

100
1

(thousandths)

ke

—
S

426745
38.6319
325107
323867
30.8135
27.0664
26.9616
26.8567

e

HN

L3

174.6713

L L B BB

170.0 160.0 150.0

X : parts per Million : 13C

LI L L L L L

58.3685

L L I L L L

LI B

=

R
p
A
P

426745 ~

38.6319
37.0110
36.6106
36.4675
36.2673
32.5107
27.0664
26.9616
26.8567

T T

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

wwwuwnwnnn

TIM_13C_209-3.jdf
delta
single_pulse_dec
TIM_209

DMSO-D6

30-APR-2019 19:59:45
10-FEB-2023 14:53:20
10-FEB-2023 14:54:29

single pulse decouple
1D COMPLEX

26214

i3c

[ppm]
X

ECX 400
JNM-ECX400

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

13¢

100.52530333 [MHz]
120[ppm]

32768

4

0.95846665 [Hz]
31.40703518[kHz]
1H

399.78219838 [MHz]
5[ppm]

TRUE

1

459

459

8.16[us]
1.04333312(s]
30[deg]
7.8[dB]
2.72[us]
22.703[dB]
22.703[dB]
WALTZ

TRUE

1[s]

TRUE

2[s]

44

2[s]
3.04333312(s]
22[dcC]




0.15 0.17 0.19
oLy NI

0.13

| S

0.11

il

0.01

-0.01
T T R P

-0.03

ol

-0.05

abundance

il

-0.07

HN

<3

30-APR-2019 20:51:28
10-FEB-2023 14:54:44
10-FEB-2023 14:55:02

Creation_time
Revision_time
Current_time

Filename = TIM_DEPT135_209-3.jdf
Author = delta

Experiment = dept.ex2

Sample_id = TIM_209

Solvent = DMSO-D6

Comment = DEPT with decoupling
Data_format = 1D COMPLEX

Dim_size = 26214

Dim_title = 13C

Dim_units = [ppm]

Dimensions =X

Site = ECX 400
Spectrometer = JNM-ECX400

Field_strength 9.389766[T] (400[MHz]

X_acq_duration = 1.04333312[s]
X_domain = 13C
X_freq = 100.52530333 [MHz]
X_offset = 120[ppm]
X_points = 32768
X_prescans =4
I X_resolution = 0.95846665[Hz]
X_sweep = 31.40703518[kHz]
Irr_domain = 1H
Irr_freq = 399.78219838[MHz]
\" J Irr_offset = 5[ppm]
i , Clipped = FALSE
| TR N AN g A A e ek ;/]Am MW\ T I R Y k,ww ol Eetiih =1
Y Scans = 1000
Total_scans = 1000
X_acq_time = 1.04333312([s]
X_atn = 7.8[dB]
X_pulse = 8.16[us]
Irr_atn = 3[dB]
Irr_atn_dec = 22.703[dB]
Irr_noise = WALTZ
Irr_pulse = 11.9[us]
Decoupling = TRUE
Initial_wait = 1[s]
J_constant = 140[Hz]
Recvr_gain = 50
Relaxation_delay = 2[s]
Selection_angle = 135[degq]
Selection_pulse = 17.85[us]
L B L B L L L L I L L L B B L L L B L I L L B L L L B L LB LB R I Temp—get 22.1[4c]
59.0 58.0 57.0 56.0 55.0 54.0 53.0 52.0 51.0 50.0 49.0 48.0 47.0 46.0 45.0 44.0 43.0 42.0 41.0 40.0 39.0 38.0 37.0 36.0 35.0 34.0 33.0 32.0 31.0 30.0 29.0 28.0 27|0 26.0
I /I | N
- uw; a Sowen o w TS
= - - - Se o e ae
2 g @ EScs% iR = gy
# g ® BE&SL a8 = 888

X : parts per Million : 13C




2.0 3.0 4.0 5.0

1.0

abundance

02

9.99

i

COOEt

LY

Filename
Author
Experiment
Sample_id
Solvent
Creation_time
Revision_time

TIM_1H_homoadonaceton
delta
single_pulse.ex2
TIM_homoadonacetoneCO
DMSO-D6

17-JUL-2022 08:00:07
15-DEC-2022 14:04:29

Current_time 15-DEC-2022 14:05:02
2 Comment = single_pulse
Data_format = 1D COMPLEX
Dim_size = 26214
Dim_title = 1H
Dim_units = [ppm]
Dimensions =X
Site = ECX 400
Spectrometer = JNM-ECX400
Field_strength = 9.389766[T] (400[MHz]
X_acq_duration = 4.36731904([s]
X_domain = 1H
X_freq = 399.78219838[MHz]
X_offset = 7[ppm]
X_points = 32768
X_prescans =1
X_resolution = 0.22897343[Hz]
asz] X_sweep = 7.5030012[kHz]
Irr_domain = 1H
act Irr_freq = 399.78219838[MHz]
é P = Irr_offset = 5[ppm]
) Tri_domain = 1H
Tri_freq = 399.78219838 [MHz]
. . Tri_offset = 5[ppm]
35 7 Clipped = FALSE
o Mod_return =1
T 8 Scans =8
o « Total_scans =8
528 i .
e cicied X_90_width = 5.5[us]
X : parts par Million : 1H X_acq_time = 4.36731904[s]
X_angle = 45[degq]
- - | X_atn = 3.5[dB]
- ~ X_pulse = 2.75[us]
| Irr_mode = Off
Tri_mode = Off
Dante_presat = FALSE
Initial wait = 1[s]
—/| Uu A_)J Recvr_gain = 30
“~  Relaxation_delay = 5[s]
| Repetition_time = 9.36731904[s]
i T T e ey A A T R e R ) R B R R AR e I 2 = ofdc]
10.0 9.0 8.0 7. 6.0 5.0 0 3.0 2.0 1.0 -
KA AL
5
o caw weasw TLO XLV WS XD
> EQ= B IS SAVER W -3 a
3 228 @im B G2EEEIE 2=2
=3 b e o] CUOT O CU vl v v v ol o ol o
—

X : parts per Million : 1H
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0.2 0.22 0.24 0.26
N I T E I I I I

0.18

il

0.14 0.16
[T P

saalaag

0.06 0.08 0.1 0.12

0.04

AZE

COOEt

VAl

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

LI T I (O 1

TIM_13C_homoadonaceto
delta
single_pulse_dec
TIM_homoadonacetoneCO
DMSO-D6

17-JUL-2022 11:23:49
15-DEC-2022 14:06:42
15-DEC-2022 14:08:05

single_pulse_decouple
1D COMPLEX

26214

13c

[ppm]
X

ECX 400
JNM-ECX400

9.389766[T] (400[MHz]

abundance
0.02

] X_acq_duration = 1.04333312[s]
] X_domain = 13C
] X_freq = 100.52530333 [MHz]
] X_offset = 120[ppm]
4 X_points = 32768
] X_prescans =4
] X_resolution = 0.95846665[Hz]
& X_sweep = 31.40703518[kHz]
] Irr_domain = 1H
] Irr_freq = 399.78219838[MHz]
Irr_offset = 5[ppm]
] Clipped = FALSE
7 Mod_return =1
] Scans = 4000
: Total_scans = 4000
: X_90_width = 13.87[us]
1 X_acq_time = 1.04333312(s]
1 X_angle = 30[degq]
= X_atn = 5.2[dB]
1 X_pulse = 4.62333333[us]
& Irr_atn_dec = 29.907[dB]
. Irr_atn_noe = 29.907[dB]
] Irr_noise = WALTZ
i Decoupling = TRUE
1 Initial_wait = 1[s]
2 Noe = TRUE
Noe_time = 2[s]
] J Recvr_gain = 48
By i v Y " i ¥ h Y o -y o\t Relaxation_delay = 2[s]
] Repetition_time = 3.04333312[s]
o ) I i i i e e e B L L 2a L) B lad ARt sy aatesias [ T-=7F= ") = o[dc]
160.0 150.0 140.0 137.([ 120.0 110.9 100.0 90.0 80.0 70.0 60.0 50.0 40.0 L 30? l 20.0 | 10.0 -
{ / \ \ \ I [\
w =3 - - o WG s ° ®
o a ~ ® [N =0 el &1 = oS
g g &R G 5 sigind iS
g L2 a5 £ # REARER =3
— - — - —

X : parts per Million : 13C
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-30.0

-40.0

-50.0
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-60.0
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Filename
Author
Experiment
Sample_id
Solvent
Creation_time
Revision_time
Current_time

TIM DEPT135_ homoadona
delta

dept .ex2
TIM_homoadonacetoneCO
DMSO-D6

17-JUL-2022 13:05:57
15-DEC-2022 14:06:58
15-DEC-2022 14:07:39

Comment = DEPT with decoupling
Data_format = 1D COMPLEX
Dim_size = 26214
Dim_title = 13C
Dim_units = [ppm]
Dimensions =X
Site = ECX 400
Spectrometer = JNM-ECX400
Field_strength = 9.389766[T] (400[MHZz]
L X_acq duration = 1.04333312[s]
k X_domain = 13cC
| . Wt Ay X_freq = 100.52530333 [MHz]
m«q FMMWWM&W‘\AMMWWV ["wwwww M’“‘«J WMVMNWWWW 3 Setan = atha
X_points = 32768
‘ X_prescans =4
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 = 2000
Total_scans = 2000
X_acq_time = 1.04333312(s]
X_atn = 5.2[dB]
X _pulse = 13.87[us]
Irr_atn = 3.5[dB]
Irr_atn_dec = 29.907[dB]
Irr_noise = WALTZ
Irr_pulse = 5.5[us]
Decoupling = TRUE
Initial_wait = 1[s]
J_constant = 140[Hz]
Recvr_gain = 46
Relaxation_delay = 2[s]
Selection_angle = 135[deg]
Selection_pulse = 8.25[us]
— i S ‘ i ‘ ‘ N —— ‘ i ‘ Temp_get = 0[dC]
60.0 50.0 40.0 ‘ ) g 30.0 : 20.0 ’ ‘ 10.0
I w W =~ o w ° ®
= = 89 - a = © S
@ g S § § § 5%
% £ = & =& 3%
X : parts per Million : 13C




1H-15N HMBC
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X : parts per Million : 1H (thousandths)

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
Y_domain
Y_freq
Y_offset
Y_points
Y_prescans
Y_resolution
Y_sweep
Tri_domain
Tri_freq
Tri_offset
Clipped
Mod_return
Scans
Total_scans

X_acq_time
X_atn
X_pulse
Y_acq_time
Y_atn
Y_pulse
Tri_mode
Dante_presat
Delta

Grad_1
Grad_1_amp
Grad_2
Grad_2_amp
Grad_3
Grad_3_amp
Grad_recover
Grad_selection
Grad_shape

{1 1 1 1 1

TIM_15NHMBC_homoAdace
delta

hmbe_pfg.ex2
TIM_homoAdacetoneCOOE
DMSO-D6

9-AUG-2022 19:59:41
15-DEC-2022 14:09:26
15-DEC-2022 14:10:49

gradient enhanced HMB
2D REAL REAL

819, 512

1H 15N

[ppm] [ppm]
XY

ECX 400
JNM-ECX400

9.389766[T] (400[MHz]
0.20283392(s]

1H

399.78219838 [MHz]
5.84[ppm]

1024

4

4.93014186 [Hz]
5.04846527 [kHz]
15N
40.50976341[MHz]
O[ppm]

256

0

94.99635214[Hz]
24.31906615[kHz]
1H

399.78219838 [MHz]
5[ppm]

FALSE

1

4

1024

0.20283392([s]
3.5[dB]

5.5[us]

10.52672 [ms]
4.5[dB]

26.5[us]

off

FALSE

62.5[ms]

1[ms]

0.18[T/m]

1[ms]

0.18[T/m]

1[ms]
36.48895196 [mT/m]
0.1[ms]

15N = 4.933:4.93
SINE




abundance

JlL ra. 1

Y : parts per Million : 13C
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'H-3c HMac

Filename
Author
Experiment
Sample_id
Solvent
Creation_time
Revision_time
Current_time

Comment
Data_format
Dim_size
Dim_title
Dim_units
Dimensions
Site
Spectrometer

i Field_strength
X_acq_duration

X_domain
X_freq
X_offset
X_points
X_prescans
X_resolution
X_sweep
Y_domain
Y_freq
Y_offset
Y_points
Y_prescans
¥Y_resolution
Y_swe
Tri_domain
Tri_freq
Tri_offset
Clipped
Mod_return
Scans
Total_scans

X_acq_time
X_atn
X_pulse
Y_acq_time
Y_atn
Y_pulse
Irr_atn_dec
Irr_noise
Tri_mode
Dante_presat
Decoupling
Grad_1
Grad_1_amp
Grad_2
Grad_2_amp

4.0

X : parts per Million : 1H

3.0

2.0 Lo

Pbundance

T Grad_3
Grad_3_amp
Grad_recover

TIM_HMQC_homoAdaceton
delta
hmgc_pfg.ex2
TIM_homoAdacetoneCOOE
DMSO-D6

9-AUG-2022 18:23:53
19-APR-2023 17:06:03
19-APR-2023 17:18:19

gradient enhanced HMQ
2D REAL REAL

1638, 556

1H 13C

[ppm] [ppm]
XY

ECX 400
JNM-ECX400

9.389766([T] (400[MHz]
0.27312128(s]

1H

399.78219838 [MHz]
7 [ppm]

2048

4

3.6613771[Hz]
7.4985003 [kHz]
13c

100.52530333 [MHz]
120{ppm]

278

0

90.47088285[Hz]
25.15090543 [kHz]

H
399.78219838 [MHz]
5[ppm]

FALSE

i

4

1112

0.27312128(s]
3.5[dB]
5.5[us]
20.35712[ms]
5.2[dB]
13.87[us]
25.705[dB]
MPF8

off

FALSE

TRUE

1[ms]
0.18[T/m]
1[ms]
0.18[T/m]
1[ms
90.54325956 [mT/m]
0.1[ms]
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1H-13¢c HMQC
expansion

Filename
Author
Experiment
Sample_id
Solvent
Creation_time
Revision_time
Current_time

c +
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
Y_domain
Y_freq

Y _offset
Y_points
Y_prescans
¥Y_resolution
Y_sweep
Tri_domain
Tri_freq
Tri_offset
Clipped
Mod_return
Scans
Total_scans

X_acq_time
X_atn
X_pulse
Y_acq_time
Y_atn
Y_pulse
Tri_mode
Dante_presat
Delta
Grad_1
Grad_1_amp
Grad_2
Grad_2_amp
Grad_3
Grad_3_amp

" Grad_recover

Grad_selection
Grad_shape

TIM_HMBC_homoAdaceton
delta
hmbc_pfg.ex2
TIM_homoAdacetoneCOOE
DMSO-D6

9-AUG-2022 19:27:15
19-APR-2023 17:18:53
19-APR-2023 17:20:46

gradient enhanced HMB
2D REAL REAL

1638, 1024

1H 13C

[ppm] [ppm]
- 3

ECX 400
JNM-ECX400

9.389766[T] (400[MHz]
0.27312128(s]

1H

399.78219838 [MHz]
7(ppm]

2048

4

3.6613771[Hz]
7.4985003[kHz]
13c

100.52530333 [MHz]
120[ppm]

512

0

49.12286217 [Hz]
25.15090543 [kHz]
1H

399.78219838 [MHz]
5[ppm]

FALSE

1

4

2048

0.27312128(s]
3.5[(dB]

5.5[us]
20.35712[ms]
5.2[dB]

13.87[us]

off

FALSE

62.5[ms]

1[ms]

0.18[T/m])

1[ms]

0.18[T/m]

1[ms

90.54325956 [mT/m]
0.1[ms]

13C = 1.988:1.98
SINE




abundance

3.0

2.0

1.0
P I I

J}_JL A Al

13C

parts per Million :

N

Y

60.0 50.0 40.0 .0 200 10.0/0

70.0

.0

180.0 170.0 160.0 150.0 140.0 130.0 120.0 110.0 100.0 90.0
P N T N P e N T S I P I S B A

LI e e 8 L e e

11.0 10.0 9.0

X : parts per Million : 1H

2.0

1.0

2T

COOEt
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13¢c-'H HMBC

T T T T T T T T T

0.1 0.2

bundance

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_acqg_duration
X_domain
X_freq
X_offset
X_points
X_prescans
X_resolution
X_sweep
¥Y_domain
Y_freq

Y _offset
Y_points
Y_prescans
Y_resolution
Y_sweep
Tri_domain
Tri_freq
Tri_offset
Clipped
Mod_return
Scans
Total_scans

X_acq_time
X_atn
X_pulse
Y_acq_time
Y_atn
Y_pulse
Tri_mode
Dante_presat
Delta

Grad_1
Grad_1_amp
Grad_2
Grad_2_amp
Grad_3
Grad_3_amp
Grad_recover
Grad_selection
Grad_shape

TIM_HMBC_homoAdaceton
delta
hmbc_pfg.ex2
TIM_homoAdacetoneCOOE
DMSO-D6

9-AUG-2022 19:27:15
19-APR-2023 17:18:53
19-APR-2023 17:37:15

gradient enhanced HMB
2D REAL REAL

1638, 1024

1H 13C

[ppm] [ppm]
XY

ECX 400
JNM-ECX400

9.389766[T] (400[MHz]
0.27312128[s]

1H

399.78219838 [MHz]
7[ppm]

2048

4

3.6613771[Hz]
7.4985003 [kHz]
13c¢

100.52530333 [MHz]
120[ppm]

512

0

49.12286217[Hz]
25.15090543[kHz]
1H

399.78219838 [MHz]
5[ppm]

FALSE

1

4

2048

LI (A}

0.27312128([s]
3.5[dB]

5.5[us]
20.35712[ms]
5.2[dB]
13.87[us]

off

FALSE

62.5[ms]

1[ms]

0.18[T/m]

1[ms]

0.18[T/m]

1[ms

90.54325956 [mT/m]
0.1[ms]

13C = 1.988:1.98
SINE

LI (O 1 1 1 O 1




abundance

o [}
2 g
w w
S
v
HO_ Ny
COOEt
g 6'
<
- Filename = TIM_1H_acetonylNH3-4.
Author = delta
Experiment = single_pulse.ex2
Sample_id = TIM_acetonylNH3
Solvent = DMSO-D6
Creation_time = 12-SEP-2022 19:06:17
Revision_time = 15-DEC-2022 14:17:11
Cy Current_time = 15-DEC-2022 14:18:11
2 Comment = single_pulse
- -4 Data_format = 1D COMPLEX
- o Dim_size = 26214
3 Dim_title = 1H
Dim_units = [ppm]
Dimensions =X
Site = ECX 400
Spectrometer = JNM-ECX400
Field_strength = 9.389766[T] (400[MHz]
X_acq_duration = 4.36731904([s]
= = X_domain = 1H
x - . " o X_freq = 399.78219838 [MHz]
|J» n’[ - X_offset = 7[ppm]
& Y/ / \\\\\ s (8 X_points = 32768
o 7/ \ LIRS X_prescans =1
X_resolution = 0.22897343[Hz]
LR EECE X_sweep = 7.5030012[kHz]
dddddri A Irl‘_dmin = 1!
21 Millm: N 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 =8
< (2 [ = = Total_scans =8
X_90_width = 5.5[us]
X_acq_time = 4.36731904([s]
X_angle = 45[deg]
X_atn = 3.5[dB]
X_pulse = 2.75[us]
Irr_mode = Off
| Tri_mode = Off
Dante_presat = FALSE
1 Initial_wait = 1[s]
4 JU Recvr_gain = 38
e~ Relaxation_delay = 5[s]
] : : : : : Repetition_time = 9.36731904(s]
g d ' = ! T s g ; i ! F ! Temp_get = 0[dcC]
o o T A AR R T
\ \ /I\\ /\\
g 25828 8% 23 8% 3% 538f3hRS Loosn3T ERs
SR3IXS g8 &R 85 EX55 2288ERESS TS
w Tl Ll o el e ei eiei e R B R e R R R e e R R -
X : parts per Million : 1H




4

Pl EFEFETrE AFAT YA

0.2

0.22

0.18 0.2
N [P T

| P

'l

0.16

L

||

0.14

0.08 0.1 0.12
sl .

0.06

0.04

abundance

HO_ N

COOEt

L5

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

TIM_13C_acetonylNH3-6
delta
single_pulse_dec
TIM_acetonylNH3
DMSO-D6

13-SEP-2022 17:13:04
15-DEC-2022 14:19:10
15-DEC-2022 14:20:29

single pulse decouple
1D COMPLEX

26214

13c

[ppm]
X

ECX 400
JNM-ECX400

9.389766[T] (400[MHz]

X_acq_duration = 1.04333312[s]
X_domain = 13C
1 X_freq = 100.52530333 [MHz]
] X_offset = 120[ppm]
] X_points = 32768
] X_prescans =4
& X_resolution = 0.95846665[Hz]
1 X_sweep = 31.40703518[kHz]
& Irr_domain = 1H
] Irr_freq = 399.78219838[MHz]
1 Irr_offset = 5[ppm]
- Clipped = FALSE
] Mod_return =1
E Scans = 5000
1 Total_scans = 5000
- X_90_width = 13.87[us]
E X_acq_time = 1.04333312(s]
] X_angle = 30[degq]
3 X_atn = 5.2[dB]
] X_pulse = 4.62333333[us]
= Irr_atn_dec = 29.907[dB]
] Irr_atn_noe = 29.907[dB]
Irr_noise = WALTZ
Decoupling = TRUE
Initial_wait = 1[s]
Noe = TRUE
Noe_time = 2[s]
l } I Recvr_gain = 46
Relaxation_delay = 2[s]
Repetition_time = 3.04333312[s]
ML o e L e S S S e RS R R LR SR S iR MR BAdALEARY Mddacdaiy idizaadd B = = o[dc]

=
170.0 160.0 150.0 140.0 130.0 120.0 110.0 100.0 90.0 80.0 70.0 67.0 ST.O 40.0 30.0 20.0

[ & S - o W NN D o v
w = S SN ; =t cgm%gl\a S [
g 3 b & & R§ 3SEMRES 8§ ¥
- { el [ ¢ S a =
2R 2 ee @ g BEIABRRE 2 =
w—( - —

X : parts per Million : 13C




10.0

(thousandths)

HO_ N

COOEt

25

Filename
Author
Experiment
Sample_id
Solvent
Creation_time
Revision_time
Current_time

LI T I (O 1

TIM_DEPT135_acetonylN
delta

dept .ex2
TIM_acetonylNH3
DMSO-D6

14-SEP-2022 20:45:49
15-DEC-2022 14:19:36
15-DEC-2022 14:19:59

Comment = DEPT with decoupling
Data_format = 1D COMPLEX
Dim_size = 26214
Dim_title = 13C
Dim_units = [ppm]
Dimensions =X
Site = ECX 400
Spectrometer = JNM-ECX400
Field_strength = 9.389766[T] (400[MHz]
X_acq_duration = 1.04333312[s]
I X_domain = 13C
ﬁ'{ Al v X_freq = 100.52530333 [MHz]
! U M \ X_offset = 120[ppm]
X_points = 32768
X_prescans =4
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 = 2000
Total_scans = 2000
X_acq_time = 1.04333312([s]
X_atn = 5.2[dB]
X_pulse = 13.87[us]
Irr_atn = 3.5[dB]
Irr_atn_dec = 29.907[dB]
Irr_noise = WALTZ
- Irr_pulse = 5.5[us]
= Decoupling = TRUE
" Initial_wait = 1[s]
J_constant = 140[Hz]
Recvr_gain = 46
Relaxation_delay = 2[s]
Selection_angle = 135[degq]
Selection_pulse = 8.25[us]
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T Temp—get = o[dc]
60.0 50.0 40.0 30.0 J 20.0
T /
— ® o} ® e« w o ® - o —
a S - a v [T e o ® ° )
= 2 a T 2 88 3 gq ] g
g @ g & & 28 ] &8 2 3
X : parts per Million : 13C




abundance

4.0
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15N

parts per Million :
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Y
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NS\
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NS

HO_ N

COOEt
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15N-"H HMBC

X : parts per Million : 1H

L

0.1 0.2

(thousandths)

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
Y_domain
Y_freq
Y_offset
Y_points
Y_prescans
Y_resolution
Y_sweep
Tri_domain
Tri_freq
Tri_offset
Clipped
Mod_return
Scans
Total_scans

X_acq_time
X_atn
X_pulse
Y_acqg_time
Y_atn
Y_pulse
Tri_mode
Dante_presat
Delta

Grad_1
Grad_1_amp
Grad_2
Grad_2_amp
Grad_3
Grad_3_amp
Grad_recover
Grad_selection
Grad_shape

LU Y I

TIM_15NHMBC_acetonylN
delta

hmbc_pfg.ex2
TIM_acetonylNH3
DMSO-D6

16-SEP-2022 13:31:17
19-APR-2023 17:38:26
19-APR-2023 17:40:00

gradient enhanced HMB
2D REAL REAL

1638, 512

1H 15N

[ppm] [ppm]
XY

ECX 400
JNM-ECX400

9.389766[T] (400[MHz]
0.27312128[s]

1H

399.78219838 [MHz]
7[ppm]

2048

4

3.6613771[Hz]
7.4985003[kHz]
15N
40.50976341[MHz]
O[ppm]

256

0

94.99635214[Hz]
24.31906615[kHz]
1H

399.78219838 [MHz]
5[ppm]

FALSE

1

8

2048

0.27312128(s]
3.5[dB]

5.5[us]
10.52672[ms]
4.5[dB]

26.5[us]

off

FALSE

62.5[ms]

1[ms]

0.18[T/m]

1[ms]

0.18[T/m]

1[ms]
36.48895196 [mT/m]
0.1[ms]

15N = 4.933:4.93
SINE




