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S Filename = 41KWG210225-1_Proton-1-3.3
— m Author = y-yakka
v Experiment = proton.jxp
o — Sample_Id = 41KWG210225-1
poc Solvent = CHLOROFORM-D
-] Creation Time = 25-FEB-2021 14:14:19
4 Revision_Time = 25-FEB-2021 14:30:58
M 1 Current_Time = 25-FEB~2021 14:31:02
=1 Comment = single pulse
~ 1 Data_Format = 1D COMPLEX
- Dim Size = 13107
— Dim Title = Proton
1 Dim Units = [ppm]}
-B Dimensions =X
g Site = JNM-ECA600
bk Spectrometer = DELTA2_NMR
o Field Strength = 14,09636928([T) (600 [MH=z])
] X _Acq Duration = 1,4548992(s]
4 X_Domain = 1H
1 X _Freq = 600.1723046[MHEz]
<] X _Offset = 5(ppm]
o | X_Points = 16384
1 X_Prescans =1
o X_Resolution = 0.68733284([Hz]
~] X_Swaeep = 11.26126126[kHz]
X_Sweep_Clipped = 9.00500901[kHz]
Irr_Domain = Proton
=) Irr_Freq = 600.1723046[MBz]
o ] = Irr_Offset = 5[ppm]
4 o Tri_Domain = Proton
1 Tri_Freq = 600.1723046[MHz]
<] Tri_Offset = 5[ppm]
w Clipped = FALSE
Scans =8
o 1 .-“. Total_Scans =8
=4 = Relaxation Delay = 5{a)
] » Recvr_Gain =26
o 1 o3 Temp_Get = 22.2[dc]
=] X_90_Width = 7.9[us]
] - = X_Acq_Time = 1.4548992[s]
] =) PR | X _Angle = 45[deg]
=) ~ 4 X_Atn = 2.5[dB]
o X _Pulse = 3,95[us]
1 N Irr_Mode = Off
] Tri Mode = Off
< Dante_Presat = FALSE
1 h Hiﬂﬂnw.?»n = 1{a]
Repetition Time = 6.4548992(s]
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Filename = §1XWG210225-1_Carbon_copyl
Author = y-yakka

P ¢ = carbon. jxp
Sample Id = §1KWG210225-1

Solvent = CHLOROFORM-D

Creation_Time = 25-FEB-2021 14:18:03
Rovision Time = 25-FEB-2021 14:26:37
Current_Time = 25-FEB-2021 14:28:09

= pingle pulse decoupled gat
= 1D COMPLEX

= 26214

= Carbonl3

= [ppm]

=X

= JNM-ECAS00

= DELTA2 MR

= 0[s)

= 13C

= 150.91343039 [MHz]
= 100 (ppm]

= 32768

=4
= 1.44496109([8z)

Comment

Data Format

Dim Bize

Dim Title

Dim Unite

Dimensions

Site

Spectromater

Field Strength = 14.09636928(T) (600 [MBz])
X_Acq Duration

X _Domain

X_Freq

X_Offset

X _Pointe

X_Prescans

X_Resolution

X_Sweep = 47,34B48485 [kHz)

X _Sweep_Clipped = 37.87878788 [kHz)

Irz_Dowmain = Proton

Irz_Freq = 600.1723046[MEz]
Irz_Offset = 5(ppm)

Clipped = FALSE
Incomplete Copy = TRUE

Soana = 154

Total Scane = 154

En»onlglkln?u
Recvz_Gain = 58

Temp_Get = 22.3[dc]

X _90_width = 13.7[us]

X Acq_Time = 0.69206016(s]
X e = 30([deg]
X_Atn = 14[dB]
X_Pulse = 4.56666667[us]
Irr_Atn Dec = 22.164[dB)
Irr_Atn_Noe = 22.164[ds)]
Irr_Noise = WALTZ
Irr_Pwidth = 76[us)
Decoupling = TRUE

Initial Wait = 1(s]
Noa = TRUE
Noe_Time - 2(e)
Repatition_Time = 2.65206016(s)
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E

ename

Author = y-yakka

Experiment = proton.jxp
Sample_Id = 41KWG190702-2
Solvent = CHLOROFORM-D
Creation_Time = 2-JUL-2019 14:22:32
Revision Time = 2-JUL-2019 14:57:42
Current_Time = 2-JUL-2019 14:57:56
Comment = singla_pulse
Data_Format = 1D COMPLEX

Dim Size = 13107

Dim Title = Proton

Dim Units = [ppm]

Dimensions =X

8ite = JNM-ECA600
Spectrometer = DELTA2_NMR

Field Strength = 14.09636928(T] (600[MHz))

X_Acq Duration = 1.4548992(@])

X Domain = 1H

X"Freq = 600.1723046 [MHz]
X_Offset = 5(ppm]

X Pointe = 16384

X Prescans -1

X Raesolution = 0.68733284 [Hz]

X Sweep = 11,26126126 [kHz]
X _Sweep_Clipped = 9.00900901 [kHz]
Irr_Domain = Proton

Irr Freq = 600.1723046 [MEx]
Irr_Offset = 5[ppm]

Tri Domain = Proton

Tri_Freq = 600.1723046 [MEz)
Tri Offset = 5[ppm]

Clipped = FALSE

Scans =8

Total Scans =8
Relaxation_Delay = 5(s]

Recvr Gain = 28

Temp_Get = 23.2[dcC)

X_90 _Width = 8.1[us)

X Acq_Time = 1.4548992(s]

X _Angle = 45([deq]

X Atn = 2.5[dB]

X Pulse = 4.05[us]

Irr Mode = Off

Tri Mode = Off

Dante Presat = FALSE

Initial Wait = 1[s]
Repetition Time = 6.4548992([s)
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Filename = 41KWG190702-2_Carbon-1-3.j
Authoxr = y-yakka

Expariment = carbon. jxp

Sample Id = 41KWG130702-2

Solvent - -D
Creation_Time = 2-JUL-2019 14:29:53
Revision_Time = 2-JUL-2019 15:01:29

Current_Time = 2-JUL-2019 15:02:25
Comment = single pulse decoupled gat
Data Format = 1D COMPLEX

Dim Size = 26214

Dim_Title = Carbonl3

Dim_Unite = [ppm]

Dimensions =X

Site = JNM-ECA600

Spectrometer = DELTA2_ NMR

Field Strength = 14.09636928(T] (600[MAz])
X_Acq Duration = 0.69206016([s]

X_Domain = 13C

X Freq = 150.91343039 [MEz)]

X _Offset = 100 [ppm]

X _Points = 32768
X_Prescans =4

X_Resolution = 1.44496109(8z)
X_Sweep = 47.34848485 [kHz]
X _Sweep_Clipped = 37.87878788(kHz]
Irr_Domain = Proton

Irr_Freq = 600.1723046 [MHZ]
Irr Offset = S{ppm]

Clipped = FALSE

Scans = 256

Total Scans = 256

Relaxation Delay = 2[s]

Racvr_Gain = 58

Temp_Get = 22.8[dcC)
X_90_width = 11.5[us]

X_Acq Time = 0.69206016(s8)

X _Ang: = 30(deg]

X _Atn = 12(dB]

X_Pulse = 3.83333333[us)
Irr_Atn_Dec = 21.5({dB]
Irx_Atn_Noe = 21.5[dB)
Icr_Noise = WALTZ
Irr_Pwidth = 76[us)
Decoupling = TRUE

Initial Wait = 1(s)

Noa = TRUE

Noe_Time = 2(e]
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X : parts per Million : Proton

Filename = 41KWG190621-24R-diol_Froto
Author = y-yakka

Experimant = proton.jxp

Sample_Id = §1KWG190621-24R~diol
Solvent = CHLOROFORM-D

Creation Time = 21-JUN-2019 10:30:47
Revision Time = 21-JUN-2019 10:47:23

Current Time = 21-JUN-2019 10:47:37
Comment = single 8e
Data_Format = 1D

Dim Siza = 13107

Dim Title = Proton

Dim Units = [ppm]

Dimansions =X

Site = JMM-BCA600

Spactzomater = DELTA2_NMR

Field Strength = 14.09636928(T] (600(MHz])
X_Acq Duration = 1.4548992(s]

X_Domain = 18

X Freg = 600.1723046(MEz)
X Offset = 5(ppm]

X_Points = 16384

X _Prescans =1

X_Resolution = 0,68733284 [He)
X_sSweep = 11.26126126[kBz]
X Sweep_Clipped = 9,00900901([kBz)
Irz_Domain = Proton

Irr_Freq = 600.1723046[MBz]
Irs Offset = 5(ppm]
Tri_Domain = Proton

Tri_Freq = 600.1723046[MHz]
Tri_Offset = 5(ppm]

Clipped = FALSE

Scans =8

Total Scans =g

Relaxation Delay = S[a]

Recvr_Gain = 34

Temp_Get = 23[d4C)

X 90 Width = B.1[us)
X_Acq_Time = 1.4548992(s]
X_Angle = 45[deg)

X Atn = 2.5(d8)

X _Pulse = 4.05(ua)

Irr Mode = off

Tri_Mode = Off

Dante Presat = FALSE

Initial Wait = 1(a]
Repetition Time = 6.4548992[s)
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Filename = 41KWG190621-24R-diol_Carbo
Author = y-yakka
Experimant = carbon.jxp

= 41KWG190621-24R-diol
Solvent = CHLOROFORM-D

Creation_Time = 21-JUN-2019 10:34:02
Revision Time = 21-JUN-2019 11:16:03
= 21-JUN-2019 11:18:28

Comment = single pulse decoupled gat
Data Format = 1D COMPLEX

Dim Size = 26214

Dim Title = Carbonl3

Dim Units = [ppm)

Dimensions =X

Bite = JRM-ECAG00
Spectrometer = DELTA2 NMR

Field Strength = 14.09636928(T] (600([MHz))
X ien = 0. 16(8)

X _Domain = 13C

X_Froq = 150.91343039 [ME=)
X Offset = 100 [ppm)

X _Points = 32768

X Prescans =4

X Resolution = 1.44496105([He]
X_Sweep = 47.34848485[kEx)
X_Sweep_Clipped = 37.87878788 (kHz]
Irr Domain = Proton

Irr_Freq = 600.1723046[MEz)
Irr Offset = 5[ppm)

Clipped = FALSE

Scans = 300

Total Scans = 300

Relaxation Delay = 2(s)
= 58

Temp_Gat = 23.3(dC)
X_90_Width = 11.5[ue]

X Time = 0.69206016(a]
X angle = 30(deg]

X Atn = 12(dB)

¥ Pulse = 3.83333333(us]
ITr_Atn Dec = 21.5(as]
Irr_Atn_Noe = 21.5([dB)

Irz Noive = WALTZ
Irz_Pwidth = 76[us]
Decoupling = TRUE

Initial Wait - 1(s]

Noe = TRUE

Noe_ Time - 2(s)

Repetition_Time = 2.69206016(s)]
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Filename = 41KWG190627-1_Proton-1-3.3j
Author - %n%-rw-

B S - p ;

Sample_Id = S.inoon»q -1

Solvent = CHLOROFORM-D

Creation Time = 27-JUN-2019 11:47:29
Rovision Time = 27-JUN-2019 11:59:24

Current_Timeo = 27-JUN-2019 12:00:16
Comment = single pulse
Data_Format = 1D COMPLEX

Dim_Bize = 13107

Dim_Title = Protom

Dim Units = [ppm)

Dimansions =X

Sita = JRM-ECA600

Field Strength = 14.09636928([T] (600[MH=z])
X Acq Duration = 1.4548992(s]

X Domain = 18

X Freq = 600.1723046 [MHz)
X offset = S[ppm]

X_Points = 16384
X_Prescans =1

X_Resclution = 0.68733284 [Hz)
X_Sweep = 11.26126126(kHz]
X Sweep Clipped = 9.00900901[kEz]
Irr_Domain = Proton

Irr_Freq = 600.1723046[MHEz]
Irr_Offaet = 5(ppm]
Tri_Domain = Proton
Tri_Freq = 600.1723046 [MBz]
Tri_Offset = 5[ppm]

Clipped = FALSE

Scans =8

Total_Scans =8

Relaxation Delay = 5[s]

Recvr_Gain = 22

Temp Get = 23.2(dC)

X 90 _Width = 8.1[us]

X Acq_Time = 1.4548992(s]

X Angle = 45(deg)

X _Atn = 2.5(dB)

X _Pulse = 4.05[us]
Irr_Mode = off

Tri_Mode = Off
Dante_Presat = FALSE

Initial Wait = 1(s]
Repetition Time = 6.4548992(s]
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Filaness = 41KWGL00627-1 Carbon-1-4.]
Author - y-yakica
Exporizmant = garbon. jxp
Sanple_Id = 41KWOL90627~-1
Solvent - gano_.o -
Crmaticn_Time - 270~ 851126
Ravision Tine - 27-JUN-2019 12:09:10
Currunt Time - 27-JUM-2019 12:10:30
Comment = single pulse decoupled gat
Data_Format = 1D COMPLEX
Din_Fize = 26214
Dinm Title = Carbonl)
Din Units = ipp=l
Disansions -x
8ite “ MM-ECAS0D
Spectromater = DELTAZ Mo
Field Strength = 14, 09634528(T) (600 [MBx))
tion = 0,60206016(s)
n - 13¢C
" = 150.91343039 [Muz)
X _Offsnt = 100(ppm)
X Pointe - 32768
Prescans -4

= 1,44496108(Hx)
= 47, 34840405 [kiz)
nlo..lv Clipped = 3787878788 [kiiz)

= Protea

nn-lnuoa = §00.1723046 [MEz)
Irr_Offoet = 5[ppm)
Clipped = FALSE
Scane - 200
Total Scane - 200
Relaxation Delay = Z[s)
Roove_Gain - 58
Tamp_Got = 23,3(dc]
X_90_Width = 11,5(us]
X Acq_Time = 0,60206016(s)

= 30(dag)
X Atn « 12(a8}
X _Pulse = 3.83333333[us)
Trx_Atn_Dec = 21.5(aB]
Irz_Atn_Woe = 21.5(a8]
Irr_Noise = WALTE
ez | = T6(us)
Dacoupling - THUE
Initial Weit - 1[s)
Noe - THUE
Foe_Time - 2[e)

Repetition Time = 2.68206016(s]

S9



<
va_éolve—ao OBn
=)
N
=] o Filenxno = 41XNG150621-24R-0Bn-O8_Fro
i3 = Austhos - yeynkka
- @ L -I&-hvuomnu - mu!!»ﬂ—mu.-.o!..ﬂ
d van - CHLOROFCHM-
ol Crestion_Time = 21-JUN-2019 10:55:33
Revision Tise - 21-TUN-2019 12:11:4
M Currant,_Time = 21-JUN-2019 11:14:04
.l.u Cossmant = single
Data_Format = 1D
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Filename = 41KWG190621-24R-OBn-OH_Car
Author = y-yakka

3 Experiment = carbon. jxp
Sample_Id = 41XKWG190621~24R-0Bn-0OH
Solvent = CHLOROFURM-D

g Creation_Time = 21-JUN-2019 11:22:13

3 Revision_Time = 21-JUN-2019 12:32:11

B Current Time = 21-JUN-2019 12:32:52
Comment = gingle pulse decoupled gat

= Data_Format = 1D COMPLEX

] Dim Size = 26214
Dim Title = Carbonl3

] Dim Units = [ppm]

1 Dimensions =X

1 Site = JNM-ECA600

7 Spectrometer = DELTA2 NMR

= Field Strength = 14.09636928(T) (600([MHz])

1.2 13 14 15 16 1.7 1.8 19 20 21

X_Acq Duration = 0.69206016(s]
X_Domain = 13C

X_Freq = 150.91343039 [MEz]
ulonnooo
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] = 100 [ppm]
3 = 32768
] X_Prescans =4
X Resolution = 1.44496109([Hz]
X_Sweep = 47.34848485[kHz)
o X_Sweep_Clipped = 37.87878788[kHz)
Irr_Domain = Proton
J Irr_Freq = 600.1723046[MHz)
1 Irr_Offset = 5(ppm]
- Clipped = FALSE
3 Scans = 1500
Total_Scans = 1500
] Relaxation Delay = 2[s]
1 Recvr_Gain = 60
Temp_Get = 23.4[dC)
1 X _90_Width = 11,5(us)
X Time = 0.69206016(s]
b X _J ° = 30(deg]
X_Atn = 12[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]
] Decoupling = TRUE
] Initial Wait = 1(s)
r Noe = TRUE
E rr Noe_Time = 2[s]
. T, UG O O T I | A Repetition_Time = 2.69206016(s]
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Filename = 41KWG190710-3 Proton-1-5.3
Author = y-yakka

Experiment = proton. jxp

Sample Id = 41KWG190710-3
Solvent = CHLOROFORM-D
Creation_Time = 10-JUL-2019 14:03:05
Revision_Time = 10-JUL-2019 14:06:38
Current_Time = 10-JUL-2019 14:06:53
Commeant = single_pulse
Data_Format = 1D COMPLEX

Dim Size = 13107

Dim _Title = Proton

Dim_Unite = [ppm]

Dimansions =X

Site = JNM-ECS400
Spectrometer = DELTA2_NMR

Field Streangth = 9.389766[T) (400[MBz])
X_Acqg Duration = 2.18365952(s)
X_Domain = 18

X Freq = 359.78219638 [MHz]

X Offset = 5[ppm]

X Points = 16384

X_Prescans =1

X Resolution = 0.45794685[Ez]

X _Sweep = 7.5030012[kEz]
X_Sweep_ Clippad = 6.00240096 (kHz]
Irr_Domain = Proton

Irr_Freq = 359.78219838 [MEz]
Irr Offset = 5{ppm]

Tri_Domain = Proton

Tri_Fregq = 399,78219838 [MHz]
Tri_Offset = S[ppm]

Clipped = FALSE

Scans =8

Total_Scans =8

Relaxation Delay = 5(s]

Racvr_Gain = 30

Temp_Get = 24.4[dC)

X_90_width = 6.5[us)

X _Acq_Time = 2.18365952([s]

X _Angle = 45([deg]

X Atn = 1.1[dB]

X_Pulse = 3.25[us])

Irr_Mode = Off

Tri Mode = Off

Dante_ Presat = FALSE

Initial Wait = 1[e]

Repetition Time = 7.18365952(s]
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1single pulse decoupled gated NOE
L
=]
Filename = 41KWG190710-3_Carbon_ ft-1-
Author = y-yakka
Experiment = carbon. jxp
=4 Sample_Id = 41KWG190710-3
<4 Solvent = CHLOROFORM-D
- Creation Time = 10-JUL-2019 14:06:52
] Revigion _Time = 11-JUL-2019 19:33:48
4 Current, Time = 11-JUL-2019 19:34:26
©° ] Comment = single pulse decoupled gat
s Data Format = 1D COMPLEX
b Dim Size = 26214
1 Dinm Title = Carbonl3
] Dim Units = [ppm]
1 Dimensions =X
] site = JNM-ECS400
w1 Spectrometer = DELTA2 NMR
=
Field Strongth = 9.389766(T] (400[MEz])
] X _Acq Duration = 1.04333312(s)
1 X Domain = 13C
] X_Freq = 100.52530333 [MHz]
X Offsat = 100 [ppm]
s X_Points = 32768
S 4 X Prescans =4
] X_Resolution = 0.95846665 [Hz]
X_Sweep = 31.40703518 [kBz]
] X_Sweep Clipped = 25.12562814[kHz]
1 Irxr Domain = Proton
ond Irr_Freq = 39978219838 [MEz]
= Irr_Offset = 5[ppm]
] Clipped = FALSE
1 Scans = 256
] Total_Scans = 256
Relaxation Delay = 2(s]
N Recvr_Gain = 60
o] Temp_Get = 24.4[dc]
1 X_90_Width = 9.7(us]
] X Acq_Time = 1,04333312(s)
1 X_Angle = 30{deg]
] X Atn = 3[dB]
1 X _Pulse = 3.23333333[us]
hor £ Irr Atn Dec = 25.6[dB)]
o Irr_Atn_Noe = 25.6[dB]
4 Irr_Noise = WALTZ
Irr_Pwidth = 0.115{ms]
Decoupling = TRUE
Initial Wait = 1[s]
Noe = TRUE
f Noe_Time = 2[8)
: Repetition Time = 3.04333312(s]
L o LI B U o o oo o o o o o o S e i B o :
180.0 170.0 160.0 150.0 140.0 130.0 120.0 110.0 100.0 90.0 80.0 70.0 60.0 50.0 400 30.0 200 100 0 -10.0
— — — N v
g g23k BESIESNE SXSSCARBLIEINZ
2 & a=3 mneB8RInE —“8SIRS2RSL5BERS
v
g g 288 SERERZRE JI8IRANQARNRSYY
X : parts per Million : Carbon13
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abundance

X : parts per M

Filename = 41KWG190711-3_ Proton_copyl
Author = y-yakka

Experiment = proton.jxp

Sample_Id = 41KWG1590711-3

Solvent = CELOROFORM-D

Creation Time = 11-JUL-2019 20:43:36
Ravision Time = 11-JUL-2019 20:46:22

Current_Time = 11-JUL-2019 20:46:54
Comment = single_pulse

Data Format = 1D COMPLEX

Dim_Size = 13107

Dim Title = Proton

Dim Units = [ppm]

Dimensions =X

Site = JNM-ECS400
Spectrometer = DELTA2 NMR

Fiald Strength = 9,389766(T] (400{MHz])
X _Acq Duration = 0[8]

X Domain =18

X _Freq = 399.78219838 [MEz]
X _Offsot = 5[ppm]

X_Points = 16384

X Prescans =1

X_Resolution = 0.45794685[Bz]
X_Sweep = 7.5030012[kBz]

X _Sweep_Clipped = 6.00240096[kHz]
Irr Domain = Proton

Izrr_Freq = 399.78219838 [MEz]
Izr_Offset = S5[ppm]

Tri_Domain = Proton

Tri Freq = 399.78219638 [MEz]
Tri_Offsat = 5[ppm]

Clipped = FALSE

Incomplete Copy = TRUE

Scans =2

Total Scans =2

Relaxation Delay = 5([s]

Recvr_Gain = 26

Temp_Got = 24.4(d4c]
X_90_Width = 6.5[us]

X _Acq Time = 2.18365952[s]
X_Angla = 45(deg]

X _Ata = 1.1{dB]

X_Pulse = 3.25[us]
ITr_Mode = Off

Tri_Mode = Off

Dante_Presat = FALSE

Initial Wait = 1(s]

Repetition Time = 7.18365952[s]
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single pulse decoupled gated NOE
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P

Filename
Author
Experimant
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

q

X Offset

X _Points
X_Prescans

X Resolution

1% %)%
3

= 41KWG190711-2_Carbon_copyd
= y-yakka

= carbon. jxp

= 41KWG190711-2

= CHLOROFORM-D

= 11-JUL-2019 19:15:39

= 11-JUL-2019 19:36:23

= 11-JUL-2019 19:40:05

= single pulse decoupled gat
= 1D COMPLEX

= 26214

= Carbonl3

= [ppm]

=X

= JNM-ECS400

= DELTA2_NMR

= 9.389766[T] (400[MHz])
= 0[s]

= 13C

= 100.52530333 [MHz]

= 100 [ppm]

= 32768

=4

= 0.95846665[Ez]

X_Sweep = 31.40703518[kHz]
X_Sweep_Clipped = 25.12562814 [kHz]
Irr_Domain = Proton

Irr_Freq = 399.78219836 [MHz]
Irr_Offset = 5[ppm]

Clipped = FALSE
Incomplete Copy = TRUE

Scans = 381

Total_Scans = 381

Relaxation Delay = 2[s]

Recvr_Gain = 60

Temp_Get = 24.3[dcC}
X_90_Width = 9.7[us]

X Acq_Time = 1.04333312[s]

X _Angle = 30[deg]

X_Atn = 3[dB]

X_Pulse = 3,23333333[us]
Irr_Atn Dec = 25.6[dB]

Irx_Atn Noe = 25,6[dB]
Irr_Noise = WALTZ
Irr_Pwidth = 0.115[ms]
Decoupling = TRUE

Initial Wait = 1[s]

Noe = TRUE

Noe_Time = 2[s]

190.0 180.0 170.0 1600 150.0 140.0 130.0 120

™~
o
%
9
e
A
—

76.1692

X : parts per Million : Carbon13

............

.0 110.0 100.0 90

TTYT T YT T T

0 700 60.0 50.0 400 300 200 100

>

128.5344
128.1626
128.1340

petition Time = 3.04333312(s]

S15




abundance

0

11.0

7.0

6.0

5.0

4.0

2.0

13.0

10.0 12.0

9.0

8.0

3.0

1.0

single_pulse

3.84

T1.03

3.02

4.06

\ .

15.11

]

Filename
Author
Experiment
Sample_Id
Solvent
Creation Time
Revision_Time
Current_Time

Comment.

Dimensions
Site
Spactrometer

Field Strength

X _Prescans
X_Resolution

Tri_Freq
Tri_Offset
Clipped
Scans
Total_Scans

Relaxation_Delay
Recvr_Gain
Temp_Get
X_90_Width

X Acq_Time
X_Angle

X_Atn

X _Pulsa
Irr_Mode
Tri_Mode

Dante Presat
Initial Wait
Repetition Time

= 41XWG190624-24S0Bn-COOMa_P
y-yakka

proton. jxp
41KWG190624~-24S0OBn-COOMe
CELOROFORM-D

24-JUN-2019 17:02:40
24-JUN-2019 17:15:27
24-JUN-2019 17:16:44

single_pulse
1D COMPLEX
13107

Proton

[ppm]

X

JNM-ECA600
DELTA2_NMR

14.09636928([T] (600 ([MEz])
1.4548992(a]

1H

600.1723046 [MH2]

0.68733284 [Bz]
11.26126126(kHz)
9.00900901 [kHz]
Proton
600.1723046 [MHEZ]
5[ppm]

Proton
600.1723046 [MHEZz]
5[ppm]

FALSE

]

8

S(e]

22

23.1([4cC)
8.1[us]
1.4548992([8]

45[deg]
2.5[dB]

= 1{s]
= 6.4548992(s]
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=
@ isingle pulse decoupled gated NOE
SE
bE
N
N
N 3
en 3 Filenama = 41KWG190624-24SOBn-COOMa_C
o Author = y-yakka
o~ 3 Experiment = carbon. jxp
™ Sample Id = 41KWG190624-24SOBn-COOMa
] Solvent = CELOROFORM~D
N Creation_Time = 24-JUN-2019 17:06:32
3 Revision_Time = 23-JAN-2020 17:25:28
NE Current_Time = 23-JAN-2020 17:28:03
N Comment = pingle pulse dacoupled gat
= Data_Format = 1D COMPLEX
o0 3 Dim_Size = 26214
- Dim Title = Carbonl3
~ 1 Dim Units = {ppm]
— Dimensions =X
0 ] Site = JNM-ECA600
_ Spectrometer = DELTA2 NMR
1 Field Strength = 14.09636928[T] (600[MEz])
— 3 X Acq Duration = 0.69206016[s]
~ 3 X_Domain = 13c
-3 X Freq = 150.91343039[MHz]
o 3 X _Offset = 100 [ppm]
—_ X_Points = 32768
ISk X _Prescans =4
- X_Resolution = 1.44496109([8z)
i3 X_Sweep = 47.34848485 [kHz]
- X_Sweep_Clippad = 37.87878788([kHz]
3 Irr_Domain = Proton
<4 Irr_Freq = 600.1723046 [MHz]
™ 3 Irr_Offset = 5(ppm]
N Clipped = FALSE
< Scana = 256
o0 I Total_Scans = 256
< ]
~ 1 Relaxation Delay = 2[s]
< Recvr_Gain = 60
O 1 Temp_Get = 23.3[dC]
s X_90_Width = 11.5[us)
] X Acq_Time = 0.69206016([a]
it 2 X _Angle = 30[deg)
S 3 X_Atn = 12[dB]
. X_Pulse = 3.83333333[us]
S 3 Irr_Atn_Dec = 21.5[dB]
on 3 Irr_Atn_Noe = 21.5(dB]
< Irr Noise = WALTZ
IS Irr_Pwidth = 76[us]
=3 Decoupling = TRUE
1 Initial Wait = 1[s)
= Noe = TRUE
3 Noe_Time = 2[s]
=) P varoiye AW 1_1 TV O S - T e W v Repetition Time = 2.69206016(s]
e | LA S AL S S T I e e e e s s T Rt e e e e
180.0170.0 160.0 150.0 140.0 130.0 120.0 110.0 100.0 90.0 80.0 70.0 60.0 50.0 400 300 200 100 O -10.0
L] S S XR\O S~oaa~ o= OV~ OVOOTHNWVWOOND~
o — — —
3 q 888 £53RAT S58 2833I]RZRSR58ERIS
— —
g 5 885 ERRERNE %07 Je3¥RRaNGgR=nnYY
X : parts per Million : Carbon13
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Filename
Author
Experiment
Sample_Id
Solvent
Creation_Time

Comment
Data_Format
Dim_Size

Dim Title
Dim Units
Dimensions
Site
Spectrometer

X_Resolution
X_Sweep
X_Sweep_Clipped
Irr_Domain
Irr_Freq

Irr Offset
Tri_Domain
Tri_Freq
Tri_Offset
Clipped
Scans
Total_Scans

Relaxation Delay

Dante_Presat
Initial Wait
Repetition_Time

41KWG201208-3_Proton-2-3.j
y-yakka

proton. jxp

41KWG201208-3
CELOROFORM-D

8-DEC-2020 16:01:19
B-DEC-2020 16:16:00
B8-DEC-2020 16:16:10

eingle pulse
1D COMPLEX
13107

Proton

[ppm]

X

JNM-ECS400
DELTA2_NMR

9.389766[T] (400([MHz])
2.18365952(s]

18

399.78219838 [MHz]

5 ppm]

16384

1

= 0.4579468B5[Ez]

= 7.5030012[kHz]

= 6.00240096[kHz]
= Proton

= 399.78219838 [MEz]
= 5[ppm]

= Proton

= 399.78219838 [MHz]
= 5[ppm]

= FALSE

=8

=8

= 5[s]

= 26

= 23.9[dc)

= 6,7[us]

= 2,18365952([s8]
= 45[deg]

= 1.1[dB]

= 3.35[us]

= Off

= Off

= FALSE

= 1[s]

= 7.18365952(s]
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1single pulse decoupled gated NOE
o0 1
(=
Filename = 41KWG201208-3_Carbon-1-3.j
Author = y-yakka
Experiment carbon. jxp
~ 1 Sample Id 41KWG201208-3
ST Solvent CHLOROFORM-D
1 Creation_ Time B8-DEC-2020 15:46:07
Revision_Time B8-DEC-2020 16:00:09
1 Current_Time B8-DEC-2020 16:03:57
1 Comment = pingle pulse decoupled gat
el Data_Format = 1D COMPLEX
S Dim_Size = 26214
] Dim Title = Carbonl3
Dim Units = [ppm]
Dimensions =X
1 Site = JNM-ECS400
w A Spectrometer = DELTA2 NMR
= ] Field Strength = 9.389766(T] (400([MHz])
1 X Acq Duration = 1.04333312(s]
] X _Domain = 13C
1 X Freq = 100.52530333 (MHz]
] X Offset = 100 [ppm]
< 1 X Pointe = 32768
[ X_Prescans =4
1 X_Resolution = 0.95846665[Hz]
X_Sweep = 31.40703518[kHz]
X _Sweep Clipped = 25.12562814 [kEz]
4 Irr_Domain = Proton
] Irr Freq = 399.78219838[MH2]
ot Irr_Offset = 5[ppm]
=3 Clipped = FALSE
Scana = 256
1 Total_Scans = 256
1 Relaxation_Delay = 2[s]
o~ Recvr_Gain = 60
PR Temp_Get = 23,9[dc]
] X_90_Width = 9.9{us]
X Acq_Time = 1.04333312[s]
X _Angle = 30[deg]
X Atn = 3[dB]
X _Pulse = 3.3[us]
Irr_Atn Dec = 25.6[dB]
Irr Atn_Noe = 25.6[dB]
Izr_Noise = WALTZ
Irr_Pwidth = 0.115[ma]
Decoupling = TRUE
Initial Wait = 1{8g]
Noe = TRUE
" Noe_Time = 2{e8]
Repetition Time = 3,04333312(s]
T
0 -10.0 -20.0
— Nel=J
3 L R EEE PRI Y
" n SR ARS8RTMORIL8TIIIRR538R=
— — v
g 5 RER ERRENERART eI RANGR==E=DTS
X : parts per Million : Carbon13
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X : parts per Million : Proton

Filename = 41KWG190624-24S0H-COOMe_Pr
Author = y-yakka

Experiment = proton. jxp

Sample_Id = 41KWG190624-2480H-CO0Me
Solvent = CHELOROFORM-D
Creation_Time = 24-JUN-2019 17:28:12
Revision_Time = 24-JUN-2019 17:35:31
Current_Time = 24-JUN-2019 17:38:43
Comment = single_pulse
Data_Format = 1D COMPLEX

Dim Size = 13107

Dim Title = Proton

Dim Units = [ppm]

Dimensions =X

Site = JNM-ECA600
Spectrometer = DELTA2 NMR

Field Strength
X_Acq_Duration
X Domain

= 14.09636928[T] (600 [MB=z])
= 1.4548992(s]
= 1H

X _Freq = 600.1723046[MHz)
X Offset = 5[ppm]
X _Points = 16384

=1
= 0.68733284 [Hz]

X Resolution

X_Sweep = 11.26126126[kHz]
X _Sweep_Clipped = 9.00900901[kHz]
Irz_Domain = Proton

Irr Freq = 600.1723046[MHz)
Irr Offeat = 5[ppm]
Tri_Domain = Proton

Tri_Freq = 600.1723046[MHz)
Tri_Offset = 5[ppm]

Clipped = FALSE

Scans =8

Total_Scans =8

Relaxation Delay = 5[s]

Recvr_Gain = 30

Temp Get = 23.3[dC]

X _90_Width = 8.1(us]

X Acq Time = 1,4548992([s]

X _Angle = 45(deg]

X_Atn = 2.5{dB]

X_Pulse = 4,05[us]
Irr_Mode = Off

Tri_Mode = Off
Dante_Presat = FALSE

Initial Wait = 1[s]

Repetition Time = 6.4548992(s]
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1 single pulse decoupled gated NOE
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X : parts per Million : Carbon13
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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
Dimansions
Site
Spectrometer

Field Strength
X _Acq Duration
X Domain

X _Freq

X Offsat

X _Points
x|UHBEI

X _Resolution

Total Scans

Ralaxation Delay
Recvr_Gain

Initial _Wait
Noe

Noe_Time
Repetition Time

= 41KWG190624-24 SOR-COOMe_Ca
= y-yakka

= carbon.jxp

= 41KWG190624-24S0H-COOMa

= CHLOROFORM-D

= 24~JUN-2019 17:31:24

= 24-JUN-2019 17:44:49

= 24-JUN-2019 17:45:11

single pulse decoupled gat
1D COMPLEX

26214

Carbonl3

[ppm]
X

JNM-ECA600
DELTA2 NMR

14.09636928[T] (600[MHZ])
0.69206016(s]

13c

150.91343039 [MEz]
100({ppm]

32768

4

1.44496109[Bz]
47.34848485[kHz]
37.87878788 [kHz]
Proton
600.1723046 [MHz]
5(ppm]

FALSE

256

256

2(s]

60

23.3[dC]
11.5[us}
0.69206016(s]
30{deg]

12 [dB]
3.83333333[us]
21.5[dB]
21.51dB]

(LTI I IO

= 2.69206016(s]
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0

abundance

1.0 20 3.0 40 5.0 60 7.0 80 9.0 10.0 11.0 12.0 13.0 14.0 15.0 16.0 17.0 18.0

single_pulse
7 OMe
] Filename = 41RWG190924-1_Proton-1-7.3
] m Author = y-yakka
1 v Experiment = proton.jxp
- - Sample_Id = 41KWG190924-1
] Solvent = CHLOROFORM-D
1 Creation_Time = 24-JUN-2019 14:20:38
4 Revision Time = 24-JUN-2019 14:30:53
1 Current_Time = 24-JUN-2019 14:33:16
=3 Comment = single_pulse
Data_Format = 1D COMPLEX
Dim Size = 13107
J Dim Title = Proton
] Dim Units = [ppm]
E Dimensions =X
3 Site = JNM-ECA600
b Spectrometer = DELTA2 NMR
. Field Strength = 14.09636928(T] (600[MHz])
1 X _RAcq Duration = 1.4548992(s]
X Deomain = 1H
3 X Freq = 600.1723046 [MEz)
1 X Offset = 5[ppm]
3 X _Points = 16384
3 X_Prascans =1
1 X_Resolution = 0.68733284[Hz]
] X_Sweep = 11,26126126(kEz]
3 X _Sweep_Clipped = 9.00900901[kHz]
1 Irr_Domain = Proton
Irr_Fraq = 600.1723046 [MEz]
= Irr_Offset = 5[ppm]
ﬁ% Tri_Domain = Proton
v Tri_Freq = 600.1723046[MHz]
3 Tri_Offset = 5[ppm]
Clippaed = FALSE
] Scans =8
= Total_Scans =8
Relaxation Delay = 5[s]
& . O Recvr_Gain = 36
5 (=] e Temp_Get = 23.1[dc]
] e L] X _90_Width = 8.1[us]
b - X_Acq_Time = 1.4548992([a]
o — — X Angle = 45[deg]
o X_Atn = 2.5[dB]
X _Pulse = 4.05[us]
3 38 Irr_Mode = Off
1 = Tri_Mode = Off
1 I Dante_Presat = FALSE
¥ Initial Wait = 1(s]
] i ?( h Repetition Tima = 6.4548992(s]
] rf: A ,.,\.[EL L
1
— T T T L e e A T T T
7.0 6.0 5.0 4.0 3.0 2.0 1.0 0
e —UBD R~
QOQWVVWLOVW w koo CAaAvVNnNETAOWV OV T T OV AT—OANEFTNR N~ AN —
—— — —
DS S I b e e R R R S P I
744433311111111'11111111111]1111]1111111111110000000.
X : parts per Million : Proton
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Spactrometer

Field Strength
X_Acq Duration

X Domain
X_Freq

X Offeet
X Points

Relaxation Delay
Recvr_Gain
Temp_Get
X_90_Width

HMnlvgluoa

Irr Atn Noe
Irr_Noise
Irr_Pwidth
Decoupling
Initial Wait
Noe

Noe_Time

R tition_Tima
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X : parts per Milion : Carbon13

= 41KWG190924-1_Carbon-1-3.j
= y-yakka

= carbon.jxp

= 41KWG190924-1

= CHLOROFORM-D

= 24-JUN-2019 14:23:52
24-JUN-2019 14:37:27
24-JUN-2019 14:38:18

single pulse daecoupled gat
1D COMPLEX

26214

Carbonl3

[ppm]
X

JNM-ECA600
= DELTA2_NMR

14.09636928(T] (600[MH=])
0.69206016 (8]

13c

150.91343039 [MEz]

100 [ppm]

32768

4

1.44496109[Hz]
47.34848485(kHEz]
37.87878788 (kHz]
Proton
600.1723046 [MB=]
5 [ppm]

FALSE

256

256

2[e]
60

23.3[dc]
11.5([us])
0.659206016(s]
30{deg]

12{dB)
3.83333333 [us)
= 21.5[dB]

= 21.5[dB]

= WALTZ

= 76[us]

= 2[s]
= 2.65206016[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

Irr Freq

Irr Offeset
Tri_Domain
Tri_Freq
Tri_Offset
Clipped
Incomplete_Copy
Scans
Total_Scans

Relaxation Daelay
Recvr_Gain
Temp_Get
X_90_Width
X_Acq_Tima

X _Angle

X Atn

X _Pulse
Irr_Mode
Tri_Mode
Dante_Presat
Initial Wait
Repetition_ Time

= 41KWG190625-1_Proton_copyl

= y-yakka

= proton.ixp

= 41KWG190625-1
= CHLOROFORM-D

= 25-JUN-2019 16:38:23
= 25-JUN-2019 16:42:10
= 25-JUN-2019 16:42:23

single_pulse
1D COMPLEX
13107

Proton

[ppm]

X

JNM~ECS400
DELTA2_ NMR

0[s]
1B

0.45794685[Hz]
7.5030012 [kHz]

Proton

5[ppm]
Proton

5 [ppm]
FALSE
TRUE

6

6

518l

18

24.5[dc)
6.5[us]
2,18365%52(8)

munwnund

= 1{s]
= 7.18365952([s]

9.389766(T] (400(MHZ])

399.78219838 [MEz]

6.00240096 [kHz]
399.78219838 [MHz]

399.78219838 [MHz]
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oidsingle pulse decoupled gated NOE
=
—
o 1
—

1 Filename = 41KWG150625-1_Carbon_copy2
=~ Author = y-yakka
— o_/\_m Experiment = carbon. jxp

Sample_Id = 41KWG150625-1
0 Solvent = CHLOROFORM-D
=i Creation_Time = 25-JUN-2019 16:42:20
1 Revision Time = 25-JUN-2019 16:49:40
g Current_Time = 25-JUN-2019 16:49:50
Commant = single pulse decoupled gat
= Data_Format = 1D COMPLEX
Dim Size = 26214
& Dim _Title = Carbonl3
— Dim Unitse = [ppm]

3 Dimensions =X
~ Site = JNM-ECS400
—d Spectrometer = DELTA2 NMR
— Field Strength = 9.389766[T] (400[MHz])
- X _Acq Duration = O[s]

1 X _Domain = 13C
o 1 X Freq = 100.52530333 [MHz]
-] X_Offset = 100[ppm]

] X Points = 32768
L= 0 X _Prescans =4
S 4 X _Resolution = 0.95846665[Hz]

] X_Sweep = 31,40703518[kHz]
o0 1 X_Sweep_Clipped = 25.12562814 [kHz]
=0 Irz_Domain = Proton

] Irr_Freq = 399.78219838 [MHz]
™3 Irr Offset = 5[ppm]
< A Clipped = FALSE

1 Incomplete Copy = TRUE
23 Scans = 116.0
< Total_Scans = 116.0
M.l Relaxation Delay = 2[s]

3 Racvr_Gain = 60
<] Tamp_Get = 24.5[dC]
=7 X_80_Width = 9.7[us]

R X Acq Time = 1.04333312(s]

o 1 X _Angle = 30([deg]
=3 X_Atn = 3[dB]

1 X _Pulse = 3.23333333[us]

o ] Irr_Atn Dec = 25.6[dB]
o] Irr_Atn_Noe = 25.6[dB]

1 Irr_Noise = WALTZ
— Irr_ Pwidth = 0,115[ms]

o] j Decoupling = TRUE
Initial Wait = 1(s]
" A " | Py " T AT, . L " e Noe = TRUE
= ; WV y iy ARV ad M Wit e Vi Noo_Time = 2[8]
P T R T A R S e A T T T T T T R T S e P T i T v P T i vy PePotition Tims /@ 3,04333312(s]
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 30.0 200 100 0 -10.0
— — o0
£ 53 SEER QCREpDESRISSESREEESE
8 E H88H SS-=E8RARGIS=REIFEE =~
= 2 EEWYWO vodcdgoYTooaavaR oty
s o ENRY nunnsttTnn NN NNN— e y
X : parts per Million : Carbon13
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Filename = 41KWG190627-2_Proton-1-7.3
Author = y-yakka

Experimant = proton.jxp

Sample_Id = 41KWG190627-2
Solvent = CHLOROFORM-D
Creation_Time = 27-JUN-2019 15:17:04
Revision_Time = 27-JUN-2019 15:33:58
Current_Time = 27-JUN-2019 15:34:06
Comment = single_pulse
Data_Format = 1D COMPLEX

Dim Size = 13107

Dim Title = Proton

Dim Unite = [ppm]

Dimensions =X

Site = JNM-ECA600
Spactrometer = DELTA2 NMR

Field Strength = 14.09636928([T] (600(MHz])
X_Acq _Duration = 1,4548992{s]

X _Domain = 1H

X _Freq = 600.1723046 [MBz]

X Offset = 5[ppm]

X _Points = 16384

X _Prescans =1

X_Resolution = 0.68733284[Hz]
X_Sweep = 11.26126126[kHz]
X_Sweep_Clipped = 9.00900901[kHz]
Irr_Domain = Proton

Irr Freq = 600.1723046 [MBz]

Irx Offset = 5[ppm]

Tri_Domain = Proton

Tri_Freq = 600,1723046 [MEz]
Tri_Offset = 5[ppm]

Clipped = FALSE

Scans =8

Total_Scans =8

Relaxation Delay = 5{s]
Recvr_Gain =24

Temp_Get = 22.5[dC]
X_90_Width = 8.1[us]
X_Acq_Time = 1.4548992(s]
X_Angle = 45([dag]
X_Atn = 2.5[dB]

X _Pulse = 4,05[us]
Irr_Mode = Off
Tri_Mode = Off

Dante Presat = FALSE

Initial Wait = 1(s]
Repetition Time = 6.4548992([s]
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02 03 04 05 06 07 08 09 1.0 11 12 13 14 15 1.6 17 I.J

Isingle pulse decoupled gated NOE
1 Filename = 41KWG190627-2_Carbon_copyl
4 Author = y-yakka
4 Experiment = carbon. jxp
Sample_Id = 41KWG190627-2
Solvent = CHLOROFORM-D
- Creation_ Time = 27-JUN-2019 15:20:22
1 Revision_ Time = 27-JUN-2019 15:41:54
. Current_Time = 27-JUN-2019 15:42:24
1 Comment = gingle pulse decoupled gat
Data_Format = 1D COMPLEX
Dim Size = 26214
= Dim Title = Carbonl3
1 Dim Units = (ppm]
] Dimensions =X
-1 Site = JNM-ECA600
] Spectrometer = DELTA2_NMR
] Field Strength = 14.09636928([T] (600[MEz])
1 X Acq Duration = 0[s]
X Domain = 13C
1 X Freq = 150.91343039 (MHz]
P X _Offsat = 100 [ppm]
X _Pointe = 32768
X _Prescans =4
a X_Resolution = 1,44496109(Ez]
X_Sweep = 47.3484B485[kHz]
X_Sweep_Clipped = 37.87878788 [kEHz]
- Irr_Domain = Proton
] Irr_Fraq = 600.1723046 [MEz]
4 Irr_Offset = S5[ppm]
] Clipped = FALSE
E Incomplete Copy = TRUE
] Scans = 419
1 Total_Scane = 419
1 Ralaxation Delay = 2[s]
] Recvr_Gain = 58
- Tamp_Get = 23.2[dC]
] X_90_Width = 11.5[us]
1 X_Aaq_Time = 0.69206016([s]
3 X _Angle = 30{deg]
1 , X_Atn = 12[dB]
] X_Pulse = 3.83333333[us]
] | Irr_Atn Dec = 21.5(dB]
4 Irr Atn Noe = 21,5({dBn]
1 Irr_Noise = WALTZ
4 Irr_Pwidth = 76[us]
5 Decoupling = TRUE
4 Initial Wait = 1[s]
1 ﬁ Noe = TRUE
" . T absbal = 4 . odh Noe_Time = 2[s]
. . ! o T o - Repetition Time = 2.69206016(s]
T [T T T T S BRI e e e e T T T
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 30.0 200 100 0 -100
A %0 o SO ® N =N == ONT RSO =~
o —
g3 2¢ §8B% RERSEESSRRIZRIS8REE
S 2% REEL3 KANIIIIRIZRI[=2=R2TY
X : parts per Million : Carbon13

S27




1.0 2.0 3.0 4.0 5.0 6.0

0

abundance

{single_pulse
Filename = 41RWG190628-2 Proton-1-4.j
M Author = y-yakka
o Expariment = proton. jxp
— Sample_Id = 41KWG190628-2
Solvent = CHLOROFORM-D
Creation_Time = 28-JUN-2015 14:06:00
Ravision Tima = 28-JUN-2019 14:31:59
Current_Time = 28-JUN-2019 14:32:04
Comment = single_pulse
Data_Format = 1D COMPLEX
Dim_Size = 13107
Dim Title = Proton
Dim Units = [ppm]
Dimensions =X
8ite = JNM-ECA600
Spectromater = DELTA2 NMR
Field Strength = 14.09636928[T] (600[MHz])
X_Acqg Duration = 1,4548992([8]
X Domain = 1B
X Freq = 600.1723046[MHz]
X _Offset = 5[ppm]
X_Points = 16384
X_Prescans =3
X_Resolution = 0.68733284 [Hz]
X_Sweep = 11.26126126[kBz)
X _Sweep Clipped = 9.00900901[kEBz]
ﬁm Irr_Domain = Proton
Qs Irr_Freq = 600.1723046 [MHz]
v Irr_Offset = 5[ppm]
Tri_Domain = Proton
Tri_Freq = 600.1723046[MHz]
Tri_Offset = 5[ppm]
Clipped = FALSE
Scans =8
Total Scans =8
Relaxation Delay = 5[s]
M. Recvr_Gain = 34
& Temp_Get = 23.4[dC]
X _90_Width = 8.1[us]
% W xl»nAHﬂE = 1.4548992[s])
Y = X _Angle = 45{deqg]
- o X_Atn = 2.5[dB]
| X _Pulse = 4.05(us]
\ Irr_ Mode = Off
Tri Mode = Off
Dante Prasat = FALSE
Initial Wait =1(s]
_‘, | : Repetition Time = 6.4548992(s]
b . L il L |
T T AL B B e o e e o e e | L A B 2 e o e LB T e e e e e Ty
8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 0
e ———— |\~
SOV AVITRXGT N NANNOODOAT AN ANNDDNODOO =0 UV ANATANOETMNMRNOOV AN
— — — — —
LR R R e e N R R SR R R
[ e e R R R R I I I R I i I R R B I R R R e e e e e e e e ==X~
X : parts per Million : Proton
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0

0.1

7
1single pulse decoupled gated NOE
]
] Filename = 41KWG190628-4_Carbon_copyl
- Author = y-yakka
1 Experimant = carbon.jxp
Sample_Id = 41KWG190628-4
= Solvent = CHLOROFORM-D
1 Creation_Time = 28-JUN-2019 14:34:21
4 Revision_ Time = 28-JUN-2019 14:57:38
3 Current_Time = 28-JUN-2019 14:57:48
1 Comment = pingle pulse dacoupled gat
4 Data_Format = 1D COMPLEX
J Dim Size = 26214
] Dim Title = Carbonl3
] Dim Units = [ppm]
- Dimensions =X
1 Site = JNM-ECA600
] Spectrometer = DELTA2 NMR
g Field Strength = 14.09636928[T] (600{MHz])
X_Acq _Duration = 0[s]
1 X _Domain = 13C
- X _Freq = 150.91343039 [MEz]
] X Offset = 100 [ppm]
X _Points = 32768
= X_Prescans =4
E X _Resolution = 1.44496109([Hx]
1 X_Swaep = 47.34848485(kHz]
] X_Sweep_Clipped = 37.87878768[kHz]
=] Irr_Domain = Proton
g Irz _Freq = 600.1723046[MHz]
1 Irr_Offset = 5[ppm]
o Clippad = FALSE
1 Incomplete Copy = TRUE
- Scans = 497
b Total Scans = 497
Relaxation Delay = 2[s]
Recvr_Gain = 58
7 Temp_Get = 23.2[dc]
X_90_Width = 11.5[us]
1 X_Acq_Time = 0.69206016[s]
= X_Angle = 30[deg]
] X_Atn = 12[dB]
4 X_Pulse = 3.83333333(us)
1 Irr_Atn_Dec = 21.5{dB]
7 Irr_Atn_Noe = 21.5[dB]
Irr_Noise = WALTZ
Irr_Pwidth = 76[us]
-1 Decoupling = TRUE
Initial Wait = 1[s]
— Noe = TRUE
btk a L Noe_Time = 2[8]
% b il ’ o G o - " | Repetition_Time = 2.69206016([s]
YT RMARAAAR LN L L n s e L e YT IRARRRRZZ: T T T T (RARRARERS: ey [rrrreerTT T
160.0 150.0 140.0 130.0 1200 110.0 1000 900 800 700 600 500 40.0 30.0 200 10.0 0
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X : parts per Million : Carbon13
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Filename = 41KWG190703-1_Proton-1-5.j
Author = y-yakka

Experiment = proton.jxp

Bample_Id = 41KWG190703-1
Solvant = CELOROFORM-D
Creation_Time = 3-JUL-2019 10:29:50
Revision Time = 3-JUL-2015 10:37:38
Current_Time = 3-JUL-2019 10:37:43
Comment = gpingle_pulse

Data Format = 1D COMPLEX

Dim Size = 13107

Dim Title = Proton

Dim Units = [ppm]

Dimensions =X

Site = JNM-ECA600
Spectrometer = DELTA2_NMR

Field Strength = 14.09636928[T] (600(MBz])
X Acq Duration = 1.4548992(s]

X Domain = 1H

X Freq = 600.1723046[MHz]

X Offset = 5[ppm]

X_Points = 16384

X_Prescans =1

X_Resolution = 0.68733284 [Hz]

X _Sweep = 11.26126126[kHz]

X_Sweep_Clipped = 9.00900901[kHz]
Irr_Domain = Proton

Irr_Freq = 600.1723046[MAz]
Irr_Offset = 5[ppm]
Tri_Domain = Proton

Tri_Freq = 600.1723046 [MHEz]
Tri_Offset = 5[ppm]

Clipped = FALSE

Scans = 8

Total_Scans =8

Relaxation Delay = 5[s]
Recvr_Gain = 30

Tamp_Get = 23.1[dcC]

X 90 Width = 8.1[us}

X _Acq_Time = 1.4548992(s]
X Angls = 45([dsg}
X_Atn = 2.5[dB]
X_Pulse = 4.05[us]
Irr_Mode = Off
Tri_Mode = QOff
Dante_Prasat = FALSE

Initial Wait = 1[e]
Repetition Time = 6.4548992(e]
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abundance

-Jsingle pulse decoupled gated NOE
]
] Filenama = 41KWG190703-1_Carbon_copyl
4 Author = y-yakka
] Expariment = carbon. jxp
] Sample_ Id = 41KWG190703-1
3 Solvent = CHLOROFORM-D
] Creation_Tims = 3-JUL-2019 10:33:02
4 Revision_Time = 3-JUL-2019 10:51:02
b Current_Time = 3-JUL-2019 10:57:42
- Comment = single pulse decoupled gat
B Data_Format = 1D COMPLEX
] pim Size = 26214
r Dim Title = Carbonl3
1 Dim Units = [ppm]
= Dimansions =X
] Site = JNM-ECA600
1 Spectrometer = DELTA2_NMR
] Field Strength = 14.09636928[T] (600[MHz])
3 X Acq Duration = 0{8]
E X Domain = 13C
3 X Freq = 150.91343039 [MEz]
a X Offset = 100 ([ppm]
] X_Points = 32768
3 X_Prescans =4
i X_Resolution = 1.44496109(Bz]
] X _Swaep = 47.34848485 [kHz]
% X Sweep Clipped = 37.87878788[kEz]
] Irr_Domain = Proton
4 Irr_Freq = 600.1723046[MHz]
3 Irx Offset = 5[ppml
] Clipped = FALSE
] Incomplete_Copy = TRUE
¥ Scans = 313
3 Total_Scans = 313
] Relaxation Delay = 2[s]
Recvr_Gain = 60
B Temp_Get = 23.3[dc)
] X_90_Width = 11.5[us]
X_Acq_Time = 0.69206016([s]
& X_Angle = 30[deg]
X_Atn = 12[dB]
o X_Pulse = 3.,83333333[us]
Irr_Atn Dac = 21,5[dB]
1 Irr_Atn_Noe = 21.5[dB]
= Irr_Noise = WALTZ
Irr_ Pwidth = 76[us]
- Decoupling = TRUE
Initial Wait = 1[a]
M .k Noe = TRUE
" IERppTI—— » .,.L L 4 { o el N g " Noe_Time = 2[8]
] v 2 X < YRS ™ o | Repetition Time = 2.69206016[s]
...... MRS S Sy ks s e o b L En s e s s e e B e e LR AR AR L T T
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X : parts per Million : Carbon13
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illion : Proton

Filename
Author
Experiment
Sample_Id
Solvent
Creation Time
Ravision_Time
Current_Time

Comment
Data_Format
Dim_Size

Dim Title
Dim Units
Dimensions
Site
Spectrometer

Field Strength
X_Acq Duration
X Domain

X Freq

»
L o |
"o
om

M

@

]

o

ints

»
o
H
o
o
5
o

X Resolution

Tri_Offset
Clipped
Scans

Total_ Scana

Relaxation Delay
Recvr_Gain
Temp_Get
X_90_Width

Ulbﬂtlﬂn.o-mﬂ
Initial Wait
Repetition Time

= 41KWG200116-2 Proton-1-4.j
= y-yakka

= proton.jxp

= 41KWG200116-2

= METHANOL-D4

= 16-JAN-2020 13:01:33
16-JAN-2020 13:55:58
16-JAN-2020 13:56:12

= single pulse

= JNM-ECS400
= DELTA2_NMR

= 9,389766([T] (400([MHz])
= 2,18365952[s]

= 1H

= 399.78219838 [MEz]

= 5[ppm]

= 16384

1

0.45794685[Hz]
7.5030012[kEHz]
6.00240096 [kHz]
Proton
399.78219838 [MHEz]
5[ppm]

Proton
399.78219838 [MHz]
S[ppm]

FALSE

8

8

5[a]
30
23.8[dcC]

6.5[ua)
2,18365952[s]
45[degq]
1.1[dB]
3.25[us]

= Off

= 1([s]
= 7.18365952(s]
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Dimensions
Site
Spectromater

Field Strength
X_Acq_Duration
X Domain
X_Freq

X Offset

X Points
X_Prescans

X _Resolution

Irr_( "Offset
Clipped
Incomplete_ Copy
Scans
Total_Scans

Relaxation Delay
Recvr_Gain
Temp Get

X_90_Width

X Acq_Time
X Angle

X _Atn
X_Pulse
Irz_Atn_Dec
Izz_Atn_Noe
Irr_Noise
Irr_Pwidth
Decoupling
Initial Wait
Noe
Noe_Time

| Repetition Time

= 41KWG200116-2_Carbon_copy3
= y-yakka

= carbon.jxp

= 41KWG200116-2

= METHANOL-D4

= 16~JAN-2020 13:20:40
16-JAN-2020 14:03:55
16-JAN-2020 14:04:08

single pulse decoupled gat
1D COMPLEX

26214

Carbonl3

[ppal
X

JNM-ECS400
DELTA2_NMR

9.389766[T] (400([MHz])
o[e]

13c

100.52530333 [MEz]

100 [ppm]

32768

0.95B846665([Hz]
31.40703518 [kHz]
25.12562814 [kEz]
Proton
399.78219838 [MHz]
5[ppm]

TRUE

TRUE

771

771

2[s]

60

23.5[dC]
9.7[ua]
1.04333312(s]

3.23333333[use]
25.6[dB]
25.6[dB]

2(s]
3.04333312([s]

LU O I IO U '}
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12.C

10.0 ll|.0

9.0

= 41KWG192014-1_Proton-1-5.§
= y-yakka

= proton. jxp

= 41KWG192014-1

= METHANOL-D4

= 14-JAN-2020 10:31:46

= 14-JAN-2020 10:45:17

= 14-JAN-2020 10:45:42

S34

abundance

Comment = single pulse
Data_Format = 1D COMPLEX
3 Dim Size = 13107
Dim Title = Proton
<4 Dim Units = [ppm]
e Dimensions =X
3 \* Site = JNM-ECA600
] HO Spactrometaer = DELTA2 NMR
.w : Field Strength = 14.09636928[T] (600[MHz])
X_Acq Duration = 1.4548992[8]
X Domain =18
1 X _Freq = 600.1723046[MBz]
- X Offset = 5ppm]
O X_Points = 16384
X_Prescans =1
X_Resolution = 0.68733284 [Hz]
X_Sweep = 11.26126126 (kHz]
= b X_Sweep_Clipped = 9.00900901 [kHz]
v = < Irr_Domain = Proton
] < Irxr_Freq = 600.1723046 [MHz]
3 Irr Offset = 5(ppm]
] Tri_Domain = Proton
o 1 Tri_ Freq = 600.1723046[MHZ]
< Tri_Offset = 5[ppm]
] Clipped = FALSE
| Scans =8
] Total_Scans =8
0. <
o 4 Relaxation Delay = 5[s]
1 Recvr_Gain = 42
: Temp_Get = 23.6[dC]
1 X_90_Width = 8.1[ua]
<4 X_Acq_Time = 1.4548992([s]
o~ X _Angle = 45[deg]
3 o e - X_Atn = 2.5[dB]
S ” < < \ X _Pulse = 4.05{us]
Ll K - — b S - Irr Mode = Off
< Tri Mode = Off
= J ¥ ) Dante_Presat = FALSE
Initial Wait = 1[s]
L. \{Q;(L Repetition_Time = 6.4548992[e]
- __ E : . ELILLE;L h T T
T T T T L e e T LA e e T M e e e
7.0 6.0 5.0 4.0 3.0 2.0 1.0 0
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abundance

Isingle pulse decoupled gated NOE
2]
<
1 Filenama = 41KWG192014-1_Carbon-1-3.j
1 Author = y-yakka
1 pori = 3xp
] Samplae_Id = 41KWG192014-1
| Solvent = METHANOL-D4
v | Creation_Time = 14-JAN-2020 10:35:38
= Ravision Tima = 14-JAN-2020 11:28:29
4 Current Time = 14-JAN-2020 11:29:47
g Comment = single pulse dacoupled gat
1 Data_Format = 1D COMPLEX
1 Dim Size = 26214
1 Dim_Title = Carbonl3
1 Dim Units = [ppm]
<t Dimensions =X
= site = JNM-ECA600
J Spactrometer = DELTA2_NMR
4 Field Strength = 14.09636928[T] (600[MHz])
4 X_Acq Duration = 0.69206016[8]
4 X_Domain = 13C
1 X _Freq = 150.91343039 [MHz]
1 v X Offset = 100[ppm]
] HO' X Points = 32768
= X_Prescans =4
1 X_Resolution = 1.44496109([Hz]
X_Sweep = 47.34848485[kHz]
X Sweep_Clipped = 37.87878788(kEz)
Irr_Domain = Proton
Irr_Freq = 600.1723046[MEz]
Irr_Offset = 5[ppm]
Clipped = FALSE
I e Scans = 1024
e Total Scans = 1024
< | -
Relaxation Delay = 2[s]
Recvr_Gain = 58
Temp Get = 22.8[dC)
X_90_Width = 11.5[us]
X _Acq_Time = 0.69206016([s]
X _Angle = 30[dag]
X Atn = 12[dB]
X _Pulse = 3.83333333[us]
Irr_Atn Dec = 21.5[aB]
Irr_Atn Noe = 21,5[dB]
Irr_Noise = WALTZ
Irr_pwidth = 76[us]
Dacoupling = TRUE
Initial Wait = 1[8]
Noa = TRUE
Noe_Time = 2[s]
Repetition Time = 2.69206016[s]
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X : parts per Million : Proton

Filename = 41KWG190802-5_Proton-1-4.3
Author = y-yakka

Experiment - - Jxp
Sample_Id = 41KWG190802-5
Solvent = CHLOROFORM-D
Creation_Time = 2-AUG-2019 14:12:34
Revision Time = 2-AUG-2019 14:41:27
Current_Time = 2-AUG-2019 14:42:59
Comment = pingle pulse
Data_Format = 1D COMPLEX

Dim Size = 13107

Dim Title = Proton

Dim Units = [ppm]

Dimensiocns =X

Site = JNM-ECA600

Spectrometer = DELTA2 NMR

Field Strength = 14,09636928([T] (600([MHz])
X_Acq Duration = 1.4548992{s]

X_Domain = 1H

X _Freq = 600.1723046(MBz]
X offset = 5[ppm]

X_Points = 16384
X_Prascans =1

X Resolution = 0.68733284 [Ez]
X_Sweep = 11.26126126[k8z]
X_Sweep_Clipped = 9.00900901 [kBz]
Irr_Domain = Proton

irr_Freq = 600.1723046 (MEz])
Irr_Ofiset = 5{ppm]
Tri_Domain = Proton

Tri_Freq = 600.1723046[MEz)
Tri_Offset = 5[ppm]

Clipped = FALSE

Scans =8

Total_Scans =8

Relaxation Delay = 5[a)

Recvz_Gain = 16

Temp_Get = 22.8[dC]
X_90_Width = 8,1(us]
X_Acq_Time = 1,4548992([s]
X_Angle = 45[deg]

X _Atn = 2.5[dB]

X _Pulse = 4.05[us]
Irr_Mode = Off

Tri Mode = Off
Dante_Presat = FALSE

Initial Wait = 1(e]

Repetition Time = 6.4548992[s]
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Filenama = 41KWG190802-5_Carbon-2-4.]
Author = y-yakka

Experiment = carbon. jxp
Sample_Id = 41KWG190802-5
Solvent = CHLOROFORM-D
Creation_Time = 2-AUG-2019 14:53:11
Revision_ Time = 2-AUG-2019 15:13:58
Current_Time = 2-AUG-2019 15:14:22
Comment = pingle pulse dacoupled gat
Data_Format = 1D COMPLEX

Dim Size = 26214

Dim Title = Cazbonl3

Dim Unite = [ppm]

Dimensions =X

Bite = JNM-ECA600
Spectrometer = DELTA2_NMR

Field Strength = 14.09636928[T] (600([MEz])
X_Acq Duration = 0.69206016(s]

X Domain = 13C

X _Freq = 150.91343039 [MBz]

X Offeset = 100([ppm]

X ‘Points = 32768

X _Prescans =4

X _Resolution = 1,44496109[Hz]
X_Sweep = 47.34848485(kEz]
X_Sweep_Clipped = 37.87878788 [kBz]
Irz_Domain = Proton

Irr_Freq = 600.1723046[MBz]
Irr_Offset = 5[ppm]

Clipped = FALSE

Scans = 256

Total_Scans = 256

Relaxation Delay = 2[s]

Recvr_Gain = 60

Temp_Got = 23.2[dc]

X_90_Width = 11.5[us]

X_Acq Time = 0,69206016([s]

X Angle = 30[deg]

X _Atn = 12[dB]

X _Pulse = 3,83333333[us]
Irr_Atn Dac = 21.5[dB]

Irr_Atn Noe = 21.5[dB]

Irr_Noise = WALTZ

Irr_Pwidth = 76[us]

Decoupling = TRUE

Initial Wait = 1(s]

Noe = TRUE

Noe Time = 28]

Repetition Time

= 2,69206016(s]
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Filename
Author
Experiment
Sample_Id
Solvent
Creation_Time
Ravision Time
Current_Time

Commant

Data Format
Dim_Size

Dim Title
Dim Units
Dimensions
Site
Spactrometer

Field Strength
X_Acq_Duration
X Domain

X_Prescans
X_Resolution
X_Sweep

X _Sweep_ Clipped
Irr_Domain
Irr_Freq

Irr Offsat
Tri_Domain
Tri Freq
Tri_Offset
Clipped
Scans
Total_Scana

Relaxation Delay

Dante_Presat
Initial Wait
Repatition Time

y-yakka

proton. jxp
41KWG190705-1
CELOROFORM-D
5-JUL-2019 14:19:51
5-JUL-2018 14:57:20
5-~JUL-2018 14:57:31

esingle_pulse
1D COMPLEX
13107

Proton

[ppm]
X

INM-ECA600
DELTA2_NMR

14.09636928([T] (600([MEz])
1.4548992([s]

im

600.1723046 [ME=z]
5 (ppm]

16384

1

0.68733284 [Hz]
11.26126126[kHz]
9.00900901 {kEz]
Proton
600.1723046[MHz]
5 [ppm]

Proton
600.1723046 [MHz)
5[ppm]

FALSE

8

B

5{s]
30

23.1([dC)
8.1[us]
1.4548992(s]

= 1[s]
= 6.4548992[s]

41KWG190705-1_Proton-1-10.
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Isingle pulse decoupled gated NOE
Filename = 41KWG190705-1_Carbon-1-4.3
Author = y-yakka
Experiment = carbon.jxp
Sample_Id = 41KWG190705-1
Solvent = CHLOROFCRM-D
Creation_ Time = 5-JUL-2019 14:24:18
Revision_Time = 5-JUL-2019 14:49:27
Current_Time = 5-JUL-2019 14:51:52
Comment = single pulse decoupled gat
Data_Format = 1D COMPLEX
Dim Size = 26214
Dim Title = Carbonl3
Dim Units = [ppm]
Dimensions =X
Site = JNM-ECA600
Spectrometer = DELTA2 NMR
Field Strength = 14.09636928([T] (600[MHEz])
X _Acq_Duration = 0.69206016[s]
X Domain = 13¢
X _Freq = 150.91343039 [MHz])
X _Offset = 100 [ppm]
X _Points = 32768
X_Prescans =4
X _Resolution = 1.44496109([Hz]
X Sweep = 47.34848465[kE2]
X_Sweep_Clipped = 37.87878788[kHz]
Irr_Domain = Proton
Irr_Freq = 600.1723046 [MHEz]
Irr_Offeat = 5[ppm]
Clipped = FALSE
Scans = 512
Total_Scans = 512
Relaxation_Delay = 2[s]
Recvr_Gain = 58
Temp_Get = 23.3[dC)
X_90_Width = 11.5[us]
X_Acq Time = 0.69206016[s]
X_Angle = 30[dag]
X Atn = 12[dB]
X_Pulse = 3.83333333(us]
Irr_Atn_Dec = 21.5[dB]
Irr_Atn_Noe = 21,5([dB]
Irr_Noise = WALTZ
Izr_Pwidth = 76[us]
Decoupling = TRUE
Initial Wait = 1[8]
Noe = TRUE
Noe_Time = 2[s]
o . " " o | ? ol Repetition Time = 2.69206016[s]
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