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Filename = 41KWG220726-1_Proton-1-6.3
= y-yakka

t = proton. 3xp
= 41KWG220726-1
= CHLOROFORM-D

Sample_Id
t
Creation Time = 26-JUL-2022 13:11
Revision Time = 27-JAN-2023 17:30:
Eumt_!&- = 27-JAN-2023 17:30: 3.
« - s0
Data_Format =10 m£
Dim Size
Dim_Title
Dim Units
Dimensions

- 13107
= Proton

-14
X_Acq Duration = 1.4548992(s]
- 1R

X_Freq = 600.1723046 Maiz)
X_Offset = 5(ppa)

X_Points = 16384
X_prescans -1

K_Resolution = 0.68733284 (Hz)
X_Sweep = 11.26126126 (kHz)

X_Sweep_Clipped = 9.00900901[kHz])
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single pulse decoupled gated NOE

Irr_Domain = Proton
Irr_Freq = 600.1723046 [MEz)
Irr_Offset = 5(ppa)
Tril = Proton
Tri_Freq = 600.1723046 MEz)
Tri_Offset = 5([ppa]
Clipped = FALSE
Scans -8
Total_Scans =8
Relaxation Delay = 5(s)
= 30
, G = 22
X_90_Width = 7.9(us
X_Acq_Time = I tul”z[-)
X_Angle 45
X Ata - 2.sum
X pulee = 3.95(us)
Irr_Mode off
Tri_Mode - off
Dante_Presat = PALSE
Initial Wait = 1(s)
_Time = 6
Filename = 41KWG220726~1_Carbon_copy3
Author = y-yakka
Experiment = carbon. jxp
Sample_ld - 41KWG220726-1
Solvent = CHLOROFORM-D

Creation _Time = 26-JUL-2022 13:15:07
Revision_Time - 27-JAN-2023 17:34:09
Current_Time = 27-JAN-2023 17:35:34

Comment = single pulse decoupled gat
Data_Format. = 1D
Dim Size = 26214
Dim_Title -
Dim Units = (ppm)
ions =X
Site = JNM-ECA600

Field - 14
X_Aoq_Duration = O[s)
X_Domain
X Freq = 150.91343039 Miz)
X offset
X_Points = 327
X_Prescans -4
X3 =1.
X_Sweep - 47. M'l.l”(ml
X , Clipped = 37.87878788 (kiz]
Irr_Domain = Proton
Irx_Freq = 600.1723046 [MEz]
Irr_Offset = 5(ppm)
Cl. = FALSE
Incomplete Copy = TRUE

- 377
Total_Scans = 377

Recvr_( -
Temp_t = 23.7(4C)
X_90_Width = 13.4(us]
\_Acq_Time = 0.69206016(s)
X Ang] = 30(deg)
X_Ata - 14(dB]
X_Pulse = 4. l“““’l(\ul
IFr_Atn_Dec = 22,164 [dB]
Irr_Atn_Noe - 22 l“ldl)
Irr_Noise = WAL
Irr_Pwidth = 76[us]
ing

Initial Wait - 1(s)

= TRUE
Noe_Time - 2(s)
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= Filename = 41KWG220817-1_Proton-1-3.3
= E : Author = y-yakka
: — Experiment = proton. jixp
Gl Sample_Id = 41K0G220817-1
g— Solvent CHLOROFORM-D
s Revision_Time
21 Current
s t
s Data_Format
= z Dim_Size
= Dim_Title
3 u Dim Units
=13 H Dimensions
site
Sk OTBS Secteomates
s Field - 14, ) N
E X_Aoq Duration = 1.4548992(s)
=] X_Domain =18
o X Preq = 600.1723046 [MEz)
3 X_Offset = 5(ppm|
=3 X_Points = 16384
o] X_Prescans -1
=3 X3 -0, (22)
o3 X_Sweep = 11.26126126 [kiz)
X_Sweep_Clipped = 9.00900901 [kHz)
S Irr_Domain = Proton
3 Irr_Freq = 600.1723046 [MHz]
Irr_Offset = 5(ppm]
Domain = Proton
E‘ ﬁ-m. = 600.1723046 (MEz)
Tri_Offset = 5(ppam]
3 Clipped = PALSE
] Scans -8
& Total_Scans =8
a7 S n Relaxation Delay = 5(s)
2 /G Roove oatn = 28
- Temp_Get = 22.1[dC)
EE X_90_Width = 7.9(ua)
- X Acq_Time = 1.4548992(s)
x‘:::'f. = 45(deg]
EE q X Ata = 2,5[d8]
- X Pulse = 3.95[us)
( : Irr_Mode - off
& g 7 Tri_Mode = off
° a /ag- f q l } Dante_Presat = FALSE
“lo = - Ini Wait - 1(s)
2 Repetition_Time = 6.4548992(s)
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single pulse decoupled gated NOE
e
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= Filaname = 41KWG210301-1_Carbon_copyl
Author = y-yakka
- Experiment = carbon.jxp
- Sample_d = 41KNG210301-1
Solvent = CELOROFORM-D
. ion Time = 1 18:46:25
ar Revieion Time = 2-MAR-2021 09:02:06
Current Time = 2-MAR-2021 09:02:23
E t = single pulse decoupled gat
- Data_Format = 1D CoMPLEX
Dim_Size - 26214
= Dim_Title = Carbon13
at Dim_Unite = (ppa]
ions -X
Site - MM-ECA600
o ] = DELTA2 MR
- Pield_Streng -1 )| MEx))
& ] }_Mq Duration : 0fe)
S X _Froq = 150.91343039 [MHz)
X offset = 100 (pym)
%«
<
<4
S
=
<
- - 18974
pe Total_Scans = 18974
Relaxation Delay = 2(s)
Raecvz_Gain = 58
g_ >_Get. = 22.6(dc)
X_90_Width = 13.7([us]
X Acq_Time = 0.69206016(s)
- 1 Angle = 30(deg]
s X Ata = 14[dB)
X_Pulea = 4.56666667 [us)
Itr_Atn_Dec = 22.164(dB
o Irzr_Atn Noe = 22.164(dB)
e Irz_Noise = WALTZ
Irz_Pwidth = 76(ue]
o = TRUR
=t Initial Wait = 1(s]
Noe = TRUE
Noa_Time = 2[e)
° A 2 i L Repatition Time = 2.69206016(s)
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Filename = 41KWG200128-3_Proton-1-3.j
Author = y-yakka
= proton. jxp
Sample Id - umzooxzo-:
Solvent -

3" = 28 ) 52:15
Revision _Time = 28-JAN-2020 14:06:24
Current_Time = 28-JAN-2020 14:06:58

t = single se
Data_Format = 1D 006::
Dim Size = 13107
Dim_Title = Proton
Dim_Units = (ppa)
Dimensions =X
Site - JRM-ECA600

ter = DELTA2_N®

Repetition_Time

- 14. T
= 1,4548992(s)
= 18

X _Freq = 600.1723046 [MEz)
X_Offset = 5(ppm]

X_Points = 16384
X_Prescans -1

X_Resolution = 0.68733284 [Hz]

( Sweep - 11, 2uzcnclu-)
X_Sweep_Clipped = 9.00900901(kEz]
Irr_Domain m
Irs_Freq = 600.1723046 [MHz]
Irx_Offset = 5[

4_Domain = Proton
_Freq = 600.1723046 (MEz]
Tri_Offset = 5(ppa)
= FALSE

Scans -8

Total_Scans o)

= 8.5[us)

= 1.4548992(s)
= 45(deg]

- 2.5(dB)

= 4.25[us)
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= 41XWG200128-3_Carbon-1-4.)
= y-yakka

= carbon. jxp
- umzoono-.\
- 28 7:36

= 28-JAN-2020 1.5 31 42

Current_Time = 28-JAN-2020 15:33:23
t = pingle pulse decoupled gat

Data Format = 1D

_Size - 26214
Dim_Title = Carbonl3
Dim Units = [ppm]
Dimensions -X
Site = JNM-ECA600

= DELTA2_NR®

01d =14. m n
X _Aoq_Duration = 0.69206016(s]
X_Domain = 13C
X_Freq = 150.91343039 [MEz]
X Offset = 100 (ppm)
X_Points 768
X_Prescans
X .
X_Sweep 7.34848485 (kBz)
X_Sweep_Clipped = 37.87878788 [kHz)
Irr_Domain = Proton
Irx_Freq = 600.1723046 [Muz)
Irr_Offset = 5[ppm]

= FALSE

Scans = 1024
Total_Scans = 1024

lolmr.un D-luy - 2[!]

n-p oce - zz 7(dc)
X_90_Width = 11.5(us)
_qur:u. = 0.69206016(s])

= 30(deg]
x_un = 14(dB]
X Pulse = 3.83333333(us)
Irr_Atn_Dec = 21.5(dB)
Irr_Atn_Noe = 21.5(dB)
Irr_Noise = WALTZ
Irr_Pwidth = 76(us)

= TRUE
Initial Wait = 1(s)

= TRUE
Noe_Time = 2(s)

Time = 2. s]




= 41KNG221108-1_Proton_copyl
= y-yakka

Comment = single '
Data_Format = 1D &ﬂ
s _Size = 13107
Dim_Title = Proton
Dim_Units = (ppm)
ons =X
Site - N4-RECA600
Spectrometer = DELTA2 MR
1§ T )
X_Aoq Duration = 0('1
X_Domain
X_Freq - WO 1723046 [MEz)
X_offset = 5(ppm]
X_Points - 16384
X_Prescans - x
X - (=)
X_Sweep - u 26126126 [XHz)
X_Sweep_Clipped = 9.00900901(kHz]
Irr_Domain = Proton
Irr_Freq = 600.1723046 MHz)
Irr_Offset = 5(ppm)
Tri_Domain = Proton
Tri_Freq = 600.1723046 [MEz)
Tri_Offset = 5(ppm)
Clipped =
Incomplete_Copy = TRUE
Scans -
Total Scans =4
Relaxation Delay = 5(s]
= 30
,_Get. = 22.4(4C)
X_90_Width = 7.9(us]
X3 = 1.4548992(s)
X0 = 45[deg]
X Atn = 2.5(dB)
X Pulse = 3.95[us)
IFr_Mode - off
Tri_Mode - off
Dante_Presat - ﬂl‘l
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Repetition_Time = l 4548992(s)

&
~ Isingle pulse decoupled gated NOE
hil
-« [ Pilensme - lmlozol-s_m_owyl-
- o e
t = carbon.ixp
Sazple_1d = 41XWG210201-3
“J Solvent = CHLOROFORM-D
- Creation Time = 1-FEB-2021 15:26:22
Rovision Time = 1-FEB-2021 16:50:51
~ Current_Time = 1-FEB-2021 16:51:36
£ t = single pulse decoupled gat
Data_Format = 1D COMPLEX
- [ Dim Size - 26214
- Dim Title = 3
| Dim Units = [ppm])
Dimaneions -X
Ch | site = DA-ECAS00
- Spectromater - mm_nn
o | Pield =14, 7] (600 MEz])
a1 X_Acq Duration = O[e]
X Proq = 150.91343039 (MHz]
X_offset = 100 [ppm]
7] X_Points - 3"“
X Resolution = 1.44496109(8z)
s X_8weep = 47.34848485 [kEx)
e X _Sweep_Clipped = 37.87878788 [kE=)
Irr Domain = Proton
©° Irr_Freq = 600.1723046 [MEz]
B Irr_Offset = S(ppm]
Clipped =
Incomplete_Copy = TRUE
v Scane = 1785
< Total Scans = 1785
Relaxation Delay = 2(s)
p Recvr_Gain =58
< Temp_Get = 22.8[dc)
X_90_Width - u.:;::‘)u“ :
X Timo = 0,6 o
2 X Aagle = 36(deg)
X_Ata « 14(dB)
X_Pulse = 3.83333333(ua)
o1 !ﬂ Atn_Dec = 21,5(ds)
=) Irzr_Atn_Noe = 21.5(dB]
Irz Uotu = WALTZ
Irr_Pwidth = 76(us]
; 4 Decoupling = TRUE
. muu Wait = 1(8)
= TRUE
l ' L [ l lo. Time = 2(s)
o Repetition_Time = 2.69206016(s]
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] ﬁ/\ L Filename = 41KWG200128-4_Proton-1-5.3
£~ Author = y-yakka
-— Experiment = proton. jxp
) ~ Sample_Id = 41KWG200128-4
o Solvent = CHLOROFORM-D
Creation_Time = 28-JAN-2020 15:35:06
Revision Time = 28-JAN-2020 15:48:21
2 1 Current_Time = 28-JAN-2020 15:48:32
= Comment. = single_pulse
Data_Format = 1D COMPLEX
S Dim Size = 13107
ia Dim Title = Proton
Dim Units = [ppm)
Dimensions =X
o Site = M-ECA600
ol Spectrometer = DELTA2 NMR
Field =14, T )
o X_Aoq Duration = 1.4548992(s)
o] | X_Domain =
X_Freq = 600.1723046 [Miz]
X offset = 5(ppm)
o X_Points = 16384
o~ X_Prescans -1
X_Resolution = 0.68733284 (Hz)

[ X_Sweep = 11.26126126 [kHz)
= | X_Sweep_Clipped = 9.00900901(kHz]
o1 Irr_Domain = Proton

| Irr_Freq = 600.1723046 [Miz)

Irr_Offset = S(ppm)
o > Tri_Domain = Proton
] o Tri_Freq = 600.1723046 [MHz)

Tri_Offset - 5(ppm)
21 | =
<+ i <3
<] |
o«

K .5[us)
‘-1 ) 1.4548992(s)

=] _J = 45(deg]
~ | X_Atn = 2.5(dB)]

| X Pulse = 4.25(us)

| Irx_Mode = Off
o | S N 2 = ] Tri_Mode = off
] J = Sl &8s )= ¢ / s Dante_Presat = FALSE

| Initial Wait = 1(s]
| )2 - 6. 1
i L | I TV V. W Y R
T T
5.0 4.0

-

= carbon. yxp

= 41XWG230127-1

= CHLOROFORM-D

- 27-JAN-2023 10:36:06
= 27-JAN-2023 10:43:58
= 27-JAN-2023 10:47:50

= pingle pulse decoupled gat
= 1D COMPLEX

- 26214
= Carbonl3
T
- NM-ECAS00
= DELTAZ_N®
= 14. m mz))
= 0(s]
- 13C
= 150.91343039 Mu=)
= 100 (ppm]
X Points - 32768
:_mn : :
X Sweep = 47.34848485 [Xiz)
S X_Sweep_Clipped = 37.87878788 [kHz]
o Irr_Domain = Proton
p Irxr_Freq = 600.1723046 [MEz)
| Irx_Offset = 5(ppm)
: 1
|
| |
i |
a] i 5
| 4.
| = 21.735(dB)
| | T = 21.735(d8)
i [ | Irz Noise -
| | Irr_Pwidth = 76(us)
| 1. - TRUR
| Initial waie = 1le)
o L ) Nos_Time = 2(s)
Repetition_Time = 2.69206016(s)
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