Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry.
This journal is © The Royal Society of Chemistry 2015

i
24 H ? RESONANCE
1 Filename = L1 huld0415H-1-1-5.jdf
4] Author = delta
= N Experimont = proton.jxp
=] « Sample_Id a L1
Solvaent © CHLOROFORM-D
Creation_Time @ 15-APR-2014 12:06:15
Reovision Time = 15-APR-2014 12:07:00
o Curront_Time = 15-APR-2014 12:07:25
b Data_Format = 1D
Dim Size = 26214
Dim Title = Proton
Dim Units = (ppm]
< Dimensions o X
~ Site = JNM-ECXS00
b Spactrozmatar = DELTAZ_NMR
p Field Strength = 11.7473579[T] (500[MHz])
o = o X_hcq Duration = 3,49175808[s]
o] = o~ rq X _Domain e 1R
1 < o~ X _Froq = 500.15991521 [MHz]
~ X_offsaet = 5.0(ppm)
X _Points o 32768
X_Prescans =]
=5 X_Resolution @ (,.28630868[Hz)
wy X 8 = 9.38430438[kHx]
X_Swaep_Clipped = 7.50750751 [kHz]
Irz = Proton
Irx ] = 500.15991521 [MEz]
o Irr _Offset = 5.0[ppm]
< ] Tri_Domain = Proton
Tri_Freq = 500.15991521 [Miz]
=) Tri_Offset = 5.0[ppm)
fod = ipped = FALSE
j'—' Scans =4
< Total Scans =4
] -4 -
s Relaxation Delay = 5(s]
Recvr_Gain = 42
Texp_Get = 21.7[d4C)
=) X_90_Width = 11.6[us]
o~ . X_hoq Time = 3.49175808{a)
X_Angle = 45([(deg]
° X atn o 4(dB]
] X_Pulse = 5.8[us)
= Irr_Modo = Off
o ] Tri_Mode = off
- Danto_Presat = FALSE
8 1) Initizl Wait = 1fs)
s Rapotition_Timo = 8.49175808(s)
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Filanamo = L1_hul40415C-1-1-2, jdf
Author = dolta
Expariment = carbon.jxp
Sample_Id = L1
Solvent = CHLOROFORM-D
Creation Timo = 15-APR-2014 10:30:27
Rovision_Timo = 15-APR-2014 10:44:31
Curront_Timn = 15-APR-2014 10:45:02
Data_Format = 1D OGMPLEX
Dim | Bize = 26214
Dim Titlo = Carbonll
Dim Units = [ppm]
Dimanaions =X
Site = JNM-ECXS00
Spectromoter = DELTA2 NMR
Field Strength = 11.7473579[7T) (S00(MEz))
R_Aaq_nu:nuon = 0.81788%928([8]
X _Domain = 13C
X _Preq = 125.76529768 [Mix]
x Offsat = 100 [pp=m]
x Points = 32768
x_}:auunx =4
X _Resolution = 1.22265938[Hz]
X_Sweep = 40.06410256(kAzx]
X _Sweep_Clipped = 32.05128205{kHEzx]
IFr_Damain = Proton
Ire_Freq = 500.15991521 [MH=])
Irr_Offset = 5.0(ppm]

pped = FALSE
Scans = 316
Total_Scans = 316
Ralaxation Dolay = 2([s]
Recvr_Gain = 46
Temp_Get = 21.7([dc}
X_90_Width = 9fus]
X_Aeq Timo = 0.81788928(8]
X_Angle = 30[deg)
x_A.tn = 5.7[dB)

Fulse = 3[us)

Izr Atn_Doc = 21.987(dB)
Irr_Atn_Noe = 21.987(dB)
Irr_Noido = WALTZ
Irr_Pwidth = 92([us)
Decoupling = TRUE
Initial Wait = 1[s]
Noe = TRUE
Noe_Timn = 2[8]
Repotition Time = 2.81780928(s)
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é‘d v M . Filonamn = L1 huld0l178-1-1-5.3df
© Author = delta
@ Expariment = proton.jxp
o Sample_Id = L1
Solvent = CHLOROFORM-D
Croation_Time = 17-JAN-2014 14:26:33
Rovision Time = 17«JAN-2014 14:28:535
Current_Time = 17-JAN-2014 14:29:18
1 Data_Format = 1D
Dim Siza - 26214
1 Dim Title = Proton
] Dim Units = pp=)
r‘ (] Dimensions -X
- Sito = JNM-ECXS00
Spectrometor - nxl.m__m
(=4
(°- Piold Strongth = 11.7473579(T) (500 (MEe])
N X_Aoq Duration = 3.49175808(s)
E . o X_Domnin = 1H
~ o« X _Freq = 500.15991521 (MAx]
- - X_Offoot = 5.0(ppm]
X_Points = 32768
X_Proscans -1
X_Rapolution = 0.28638868[Hx]
X_Swoep = 9,38438430 [kBx]
X_Swoep_Clippad = 7.50750751(kHz)
Icr Domain = Proton
Irr Froq = $00.15991521 [MAz]
Irxr Offset = §,0(ppm)
N Tri_Domain = Proton
Froq = 500,15991521 [MHz]
1 Tri_Offsot = 5.0(ppm])
1 Clippod = FALSE
B Scans -8
po Total _Scans =8
vy
= Rolaxation Delay = 5(s)
< Recvr_Gain a 54
Temp_Gat = 22,314c)
- X_90_Width = 11.6[ua)
vy x_J Timo = 3.49175808(n)
=] X_Anglo = 45[dag)
X_Atn = 4[dB]
X_pulse = 5.8{us)
4 Irr_Modo = Off
Tri Modo = Off
Danto_Presat = FALSE
J 4 Initiml Wait = 1[a)
Ropetition_Timo = 8.49175808(a)
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WOM Filonamo = L1 _huld0120B~1-1-3,jdf
Author = delta
Exporiment = carbon.jxp
Sample_Id - LY
-1 Solvent = CHLOROFORM-D
Creaticn Timo = 20-JAN-2014 09:48:37
Rovisien Time = 20-JAN-2014 09:50:24
J Currant_Timo = 20-JAN-2014 09:50:33
] Commant = p,67-Fr.5
Data_Format = 1D COMPLEX
. Dim Size = 26214
Dim_Title = Carbonl3
Dim Units = [pp=]
Dimensicns =X
8ite = JNM-ECX500
Spectrometer = DELTA2_NMR
Field Strangth = 11,7473579(T) (500([ME=z])
X_heq ! ion = 0.81 (s)
X_Domain = 13C
X_Freq = 125,76529766 [MHExz]
X offset = 100[pp=)
X_Points = 32768
X_Prascans -4q
X_Rasolution = 1.22265938(8z)
X_Swoep = 40.06410256[kH=)
X_Swoap Clipped = 32.05128205([kEx)
Irr _Doxmain = Proton
Irr_Froq = 500.15991521 Mz}
Irr_Offsot = 5.0(ppm)
ipped = FALSE
Scans = 41
Total_ Scans = 41
Relaxation Dalay = 1l(s]
Rocve_Gain = 46
Tozp_Got = 21.3(dC])
X_90_Width = 9[us]
% Timo = 0.617889268(s)
X_Angle = 30(dog]
X_Atn = 5,7(dB]
X_Pulsa = 3[us)
Irr_Atn_Dac = 21.987[dB)]
Irr_ARtn_Noo = 21.987([dB]
Irr_Noise = WALTZ
Trz_Pwidth = 92[us]
Dacoupling = TRUE
Initial Wait = 1{a]
Noo = TRUE
Ww Noo_Time = 1[8]
Repotition_Time = 1.81788928(s]
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9 RESONRANCE
o Filenama = L1 hulé0228H-1-1-7.3df
00 ] r‘.n ( g} Author = dolta
o~ o~ Experimant = proton.jxp
o~ Sample_Id = L1
Solvent = CHLOROFORM-D
Croation Tina = 28-FEB-2014 11:08:40
=] Rovision_Time = 28-FEB-2014 11:11:13
~] Current_Time @ 28-FEB-2014 11:11:28
1 Data_Format = 1D COMPLEX
] Dim Size = 26214
] Dim_Title = Proton
4 Dim Units = [ppm])
< Dimonsions =X
o 4 8ite = JNM-ECX500
] Spectromataxr = DELTA2_NMR
] Field Strength = 11.7473579[T] (500([MHz]))
X _Acq Duration = 3.49175808[a)
[=3 X_Domain = 1H
w7 X _Freq = 500,15991521 [MHz]
X offosat = 5.0([ppm)
X_Pointa = 32768
X _Prescans =1
X _Raesolution = 0.28638068([Hz)
o X_Sweap = 9,.38438438(kHz)
<] — X _Sweap_Clipped = 7.50750751(kHiz)
=t - - e Irr_Domain = Proton
t < IrrFreq = 500.15991521 z)
— o Irr Offsot = 5.0[ppm]
3] Tri_Domain = Proton
F Tri_Freq = 500.15991521 [MEz)
o Tri_Offset = 5.0[ppm]
] Clippod = FALSE
Scans =8
Total_Scans =g
Rolaxation Delay = 5[s]
o :,’.‘1 3 Racvr_( = 54
o~ & B Tanp_Got = 22.1(dc]
X_$0_Width = 11.6[us]
X_Acq_Time = 3.49175608(s)
X_Angle -4
X_Atn = 4[dB]
X _Pulse = 5.8([us)
<3 Irr_Mode = Off
— Tri_Mode = Off
J / Dante_Prosat = FALSE
Initial Wait = 1l[a]
A Repotition _Time = B8.,49175808(s)
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Filename = L1_huld0228C-1-1-5.jdf
Author = delta
Exporiment = carban.jxp
Sample_Td = L1
Solvent = CHLORQFORM-D
Creation_Time = 28-FEB-2014 12:21:1%
Revision Time = 28-FEB-2014 12:45:07
Current_Time = 28-FEB-2014 12:45:19
Data_Format = 1D COMPLEX
Dim_Size = 26214
Dim Title = Carbonl3
Dim Unite = [ppm]}
Dimonsions =X
Site = JNM-ECXS500
Spectromoter = DELTAZ_NMR
Field Strength = 11.7473579(T) (S00(MHZ])
X_J Duration = 0.81788928([s]
X _Domain = 13C
X = 125. 76529768 [MHz)
X Offset = 100([ppa]
X_Points = 32768
X_Prescans =4
X Resolution = 1.22265938[Hz]
X _Sweep = 40.06410256 [kHz]
X _Sweep_Clipped = 32.05128205[kEz]
Irr_Domain = Proton
Irr_Freq = 500.15991521 (MEx])
Irr_Offaet = 5.0{ppm)
1lipped = FALSE
Seana a 498
Total_Scans = 498
Relaxation Delay = 2[s]
Recvr_Gain = 46
Temp_Got = 22.6{dC)
X_90_Width = 9[us]
X_Acq_Timo = 0.81788928(s]
X_Angle = 30[deg)
- X_Atn = &,7(dB)
: X Pulse = 3[us]
Irx_Atn Dec = 21.987[dB]
Irr_Atn Noe = 21.987[dB]
Ire_Noisa = WALTZ
- Irr Pwidth = 92[us]
Dacoupling = TRUE
Initial Wait = 1{a)
Noe = TRUE
d " & Noa_Tima = 2(s)
W A o Ropotition Time = 2.81788928(s)
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1 Filoname = L1 huld01218-1-1-4.jdf
o ] f.‘.". Author = dolta
o] P i Exporiment = proton.jxp
] rg Sazple_Id =11
H Solvent = CHLOROFORM-D
] 3 ™ Crontion Tima = 21-JAN-2014 17:51:22
— Rovision_Timo = 21-JAN-2014 17:53:54
< Currant_Time = 21-JAN-2014 17:54:02
[- -
] Cozmont = kobayashi-p.67-Fr.5
Data_Pormat = 1D COMPLEX
Dim Size = 26214
o Dim_Title = Proton
~ Dim Units = [ppm)
Dimensions =X
Sita = JNM-ECX500
Spactrozoter = DELTA2 NMR
< Field_Strangth = 11.7473579[T] (500 (MAz))
o X_hoq_ Duration = 3.49175808[a)
*1 =11
X _Pr = 500.15991521 [MEz)
] X_Offsot = 5.0(prm]
o] X_Points = 32768
v ] X_Prascans =1
1 X_Rosolution = 0.20636060 [Hz)
3 -] X_Swoop = 9.38438430 [kHz)
] = X _Swoop_Clippod = 7.50750751[kHz)
= Irr_Domain = Proton
< Irr_Freq = $500.15991521 [MBz)
A3 Irr Offosct = 5.0[pp=]
g Tri_Domain = Proton
s ( 'r: Tri_] = 500.15991521 [MHz)
< Tri_Offsat = §,0[ppa)
- Clipped = FALSE
P Scans =8
Total_Scons =8
Rolaxation Delay = S(s}
Recvr_Gain = 54
o Tomp_Got = 22.3(dC)
o X_90_Width = 11, 6fus)
X_Roq_Time = 3,49175808 [5]
X_hngle = 45(dag)
X_htn = 4[dB)
o] X_Pulse = 5.8[us]
= Irr Mode = Off
o ] } Tri_Mode = oft
= ] Dante_Prusat = FALSE
& ] Initial Wait = 1[s)
'g 1 Repetition Time = B.49175808(s)
2 .‘._JL._IJL_._A [ 1 )
o ]
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=] Pilename = L1_huld0430C~1-1-2, jdf
Author = dolta
Exporimant = carbon. jxp
Sample_Id = L1
Solvent = DMSO-D6
Creation_Tima = 30-APR-2014 10:28:56
Rovioion Timo = 30-APR-2014 10:45:22
vy Currant Timo = 30-APR-2014 10:45:37
e Data_Format = 1D COMPLEX
Dim Size = 26214
Dim Title = Carbonl3
Dim Unita = [ppm]
Dimonsions =X
1 Sito = JNM-ECXS00
1 Spaectrometor = DELTAZ_NMR
o
= Piold Strongth = 11.7473579(T) (S00[MHz])
1 X_Acq Duration = 0.01788928(s)
J X_Domain = 13C
B X1 = 125,.76529768 [MHz)
1 X _Offsat = 100[ppx)
) X_Points = 32768
1 X_Proscans =4
X_Rosolution = 1.22265938(Hz]
” X 8 = 40.06410256 [kHz]
e X Swoop_Clipped = 32.05128205[kEz]
Irr_Domain = Proton
Irr_Froq = 500.15991521 [MH=z)
Irr_Offsot = 5.0(ppm)
ippod = TRUE
Scano = 365
Total_Scans = 365
[}
o] Relaxation Dalay = 2(a)
1 Recvr_Gain = 46
Tomp_Got = 23.1[dC]
J X_90_Width = 9[ua]
X_hoq_Time = 0.81788928[a]
X_Angla = 30(deg])
X Atn = 5,7[dB]
X_Pulso = 3[us)
Irr_Atn Doc = 21.987(dB)
Irr_Atn Noe = 21.987(dB)
Irr_Noise = WALTZ
Irr_Pwidth = 92[us])
Docoupling = TRUE
Initial Wait = 1(a)
Noa = TRUE
Noe_Time = 2(8]
Ropotition Time = 2.81788928(s]




3L EH—)

®

13

00.10203040506070809101.11.21.3141.51.61.71.81.92.02,122232425262728

abundance

Z

RY

Laaasl

f

1.00

0.54

T FETL ITRTY PO FETTH FYUVY FUUTI STTVE PRRET FUPUS STTTI FYRTE FECTL IVUTE FUUTI |
0.95

283

1.95

a oo
V.o

re—

JEOL
B) rResoNnaNCE

8

54
@
hed
o

088~
>

8.498

10.225
9
9
8.501
8.489
7.676

X : parts per Million : Proton

o
o]

7.661
7.659
7374 —=
7.095
7.093
7.091
7.080
5751 —

Rovigion_Tima
Current_Tima

Data_Format
Dim Hize
Dim Title
Dim Units

Dimansions

Field Strongth

alnlxlxa

)

£8 by

g

3
neQgsnROIRAORDDOBDAODODAD

E'|;|;|;|:
HHH

E'g 1
i 2

i
i

Irr Offsot

gooppopoAOORODROR
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dalta

proton. jxp

Ll

DMSO-D6

18-NOV-2013 18:15:16
18-NOV-2013 18:18:39
18-NOV~2013 18:18:56

1D COMPLEX
26214
Proton
[§2:0]

X

JNM-ECXS00
DELTA2_NMR

11,7473579([T] (500 [MAZ])
3.49175808(s]

16

500.15991521 [MHz]

0.28638868 (Hz]
9.38438438 [kHz)
7.50750751 [kBe)

Proton
500.15991521 {mMuz)
$.0([ppa]

Proton
500.15991521 [Milz)
5.0([ppm]

FALSE

.olus
3.49175808(s]
45[dog]
4[dB]
5.8[us)

Off
Off
FPALSE

1(a)
8,49175808 (8]
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Data_Format
Dim Size

Dim Title
Dim Units
Dimonsicns
Site
Spoctromotor

Fiold Strength
X_hecq Duration
X_Domain

X:Pn)q
X_Offoct
X _Pointe

X_Prescans
X _Resoclution

Roloxation Delay
Rocvr_Gain
Tomp_Got

Irc_Noise
Irr_Pwidth
Dacoupling
Initial Wait
Noa

Noo_Timo
Repotition_Time

L1 _huld0205C-3-1-5.)df
delta

carbon. jxp

Ll

DMSO-D6
$-FEB-2014 14:16:21
5-FEB-2014 14:34:09
S-FEB-2014 14:34:38

p.67-Fr.5%
1D COMPLEX

26214
Carbonll
[ppm)

x

JRM-ECXS00
DELTA2_NMR

11.7473579(T) (500 [MEz))
0,81788928(a)

13¢c
125.76529768 [MHz)

100 [ppa)
32768
4

1,22265938(8x)
40.06410256[kHz)
32.05128205(kHz)

Proton
500.15991521 (MBz]
S.0([ppa)

FALSE

561

361

ile]

46

23[4C)
9(un]
0,81788928(n}
301dog)
5.7(dB)
3(us]
21.987(dB)
21.987(dB)
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TRUE

1(s]
TRUE
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=) H 9 JEOL
- Filenamo = L1_huld0501H-1-1-5,3jdf
g Authozr = delta
1 — Exporimont = proton. jxp
1 Sample_Id = L1
Solvent = DMS0-D6
1 .-J Craeation_Timo = 1-MAY-2014 15:37:17
~ Rovision Timo = 1-MAY-2014 15:39:09
1 - Current_Timo s 1-MAY-2014 15:39:27
3 Data_Format = 1D COMPLEX
] Dim Size = 13107
i Dim Title = Proton
1 Dim Units = (ppal
Dimonsions =X
Site = JNM-ECXS00
Spectromater = DELTA2_MNMR
- ' Field Strength = 11.7473579(T] (S00([MHZ])
X_hcq Duration = 1.74587904(s]
X_Demain = 1H
X_Freq = 500.15991521 [MAz)
1 . X _Offsat = 5.0{ppn]
] X_Points = 16384
X _Prescans =1
( g X Resolution = 0.57277737[Hz]
—_ ) X_8waep = 9.38438438 [kHz)
fiég X Swoep_Clippea = 7.50750751 [kiz]
< Irr_Domain = Proton
@ < = Irr_Froq = 500.15991521 (MEz)
I~ o - Ire_Offsat = 5.0(ppm]
= o i Tri_Domain = Proton
= Tri_Freq = 500.15991521 {MHz)
Tri_Offset = 5.0([ppn]
Clipped = FALSE
Scans =8
Total_Scans = 8
Relaxation Delay = 5(s)
Rocvr_Gain = 38
Temp_Get = 22.7[dC]
X_90_Width = 11.6[us}
X_hcq _Timo = 1.74587904 [a])
X_Anglo = 45(dog])
X Atn = §(dB)
X_Pulse = 5.8([us])
Irr_Mode = Off
Tri_Modo = Off
Dante_Presat = FALSE
J K Initial Wait = 1[s8])
Ropetition Timo = 6.74587904(a]
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Rovision_Time = 14-MAR-2014 14:37:08
Current_Tima = 14-MAR-2014 14:37:36
Data_Format = 1D COMPLEX
Dim_Bize = 26214
Dim Title = Proton
Dim Units = [ppm]
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Site = JNM-BCXS00
Spectrcaater = DELTA2_MNMR
Fiold_Strength = 11,7473579(T] (500[MEz))
X_Acq_Duration = 3,49175808(s)
X_Domain = 1H
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Filename = C:\Users\ws2-DATA\L1\L1 |
Author = delta

Experiment = proton.jxp

Sample Id =Ll

Solvent = DMSO-D6

Creation_Time = 19-MAR-2014 13:45:21
Revision Time = 7-MAY-2014 14:00:54
Current Time = 7-MAY-2014 14:01:21

Data_Format = 1D COMPLEX |
Dim Size = 26214
Dim Title = Proton

Dim Units = [ppm]

Dimensions =X

Site = JNM-ECX500

Spectrometer = DELTAZ RR

Field Strength = 11.7473579({T] (500{MH=z])
X_Acq_Duration = 3.49175808(s] |
X _Domain = 1H ‘
X _Freq = 500.15991521 [MHz] |
X Offset = 5.0(ppm]

X_Points = 32768

X_Prescans =1

X_Resolution = 0.28638868[Hz] |
X_Sweep = $.38438438[kHz] |
X_Sweep Clipped = 7.50750751([kHz] |
Irr Domain = Proton

Irr_Freq = 500.15991521 [MH=z]
Irr_Offset = 5.0[ppm=]

Tri_Domain = Proton

Tri_Freq = 500.15991521 [MHz)
Tri_Offset = 5.0[ppm]

Clipped = FALSE

Scans =8

Total Scans =8

Relaxation Delay = 5[s]

Recvr_Gain = 48

Temp_Get = 22.7(dC) |
X_90_wWidth = 11.6(us] |
X_Acq_Time = 3.49175808(s] |
X_Angle = 45([deg]

X_Atn = 4[dB]

X Pulse = 5.8[us]

Irr Mode = Off

Tri_Mode = Off

Dante_Presat = FALSE

Initial Wait = 1[s]

Repetition Time = B8.49175808[s]
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Filenamo = L1_huld0414C~1-1-3. jdf
Author = dolta
<t Exporimont = carbon.jxp
= Samplo_Id = Ll
Solvont = DMSC-D6
Crostion Timo = 14-APR-2014 09:08:47
Rovigion Timo = 14-APR-2014 09:27:32
Curront_Timo = 14-APR-2014 09:28:17
Data_Format = 1D COMPLEX
Dim_Size = 26214
Dim Title - = Carbonl3
Dim Units = [ppm]
Dimensions = X
P Sito = JNM-ECXS500
o Spoctromotor = DELTA2_NMR
Piold_Strength = 11.74735791T] (S00([MHz])
X_hcq_Duration = 0.81788928(3)
X _Domain = 13¢C
X_Proq = 125.76529768 (ME=z]
X _Offsat = 100(ppm]
X Points = 32768
X_Proscans = 4
X_Rosolution = 1,22265938 [Hz)
X_Swocp = 40.06410256 [kHz]
~ X_Swoop_Clipped = 32.05128205[kHz]
=3 Irr Domain = Proton
Irr_Froq = 500.15991521 [MHz])
Irr_Offsat = 5.0(pp=]
Clippod = FALSE
Scons e 613
Total_Scans = 613
Ilnlmti.an_nol.ny = 1l(a]
Rocvr_Goin = 46
Termp_Gat = 21.9(¢C)
X_90_width = 9(us)
X_Acq_Tima = 0.81788928(s)
X Anglo = 30[dog]
X_Atn = 5.7[dB]
X_Pulsa = 3[us)
Irz_Atn Doc = 21.987[dB]
Irr_Atn Noo = 21,.987[dB]
Irr_Noise = WALTZ
Irr Pwidth = 92[us])
Docoupling = TRUB
Initinl Wait 1(s]
Hoo = TRUE
Noo_Timo = 1(a]
Ropotition Time = 1,81788928(s)
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X_hoq Duration = 3.49175808[s]
X_Domain = 18
X _Freq = 500.15991521 [MHz]
X_Offset = 5.0 ([ppa)
X _Points = 32768
X_Proscans =1
X_Rosolution = 0.28638868(He)
X_8 = 9,38438438(kRBz)
X_Swoop_Clipped = 7.50750751{kHz)
Izrr_Domain = Proton
(e Irr_Froq = 500.15991521 (MHAz]
S < Ire_Offoot = 5,0[ppa)
[ o Tri_Domain = Proton
Tri_Froq = 500,15991521 (MAz]
Tri_Offsct = 5,0(pp=)
Clippod = FALSE
Scans =8
Total_Scans a8
Rolaxation Delay = 5(0)
g (= [ Racvr_Gain = 48
- (=] =1 T Gat 21.3(dc]
— - X_90 _Width = 11,.6([us)
i X_Acq Time = 3,49175808([a]
X_Anglo = 45(dog)
X_Atn = 4[dB)
X_Pulsa a 5.8[us)
Irr_Mode = Off
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L Ropetition_Time = 8.49175808(a}
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11,7473579[T] (500 ([MB2])
0.81788926 [s)

13c

125.76529768 [MHz]

100 [ppa]

32768

4

1.22265938 [Hz)
40.06410256 [kHz]
32,05128205 [kHz]

Proton

500, 15991521 [MIz)
5.0(ppa)

FALSE

103
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Experiment = proton.)xp
Sample_Id = L1
Solvent = DMSO-D6
Creation_Time = 4-APR-2014 13:29:36
Revision_Time = 4-APR-2014 13:33:
Current Time = 4-APR-2014 13:
Data_Format = 1D COMPLEX
Dim_Size = 26214
Dim Title = Proton
Dim Units = [ppm]
Dimensions =X
Site = JNM-ECX500
Spectrometer = DELTA2 NMR
|
Field Strength = 11.7473579(T] (S500(MHz])|
X_Acq Duration = 3.49175808(s])
X_Domain = 1H
X_Freq = 500.15991521 [MHz)
X _Offset = 5.0([ppm]
X_Points = 32768
N X_Prescans = 1
(2 X_Resolution = 0.28638868[Hz]
= I X_Sweep = 9.38438438[kHz]
o | X _Sweep Clipped = 7.50750751[kHz]
‘ Irr_Domain = Proton
Irr_Freq = 500.15991521 [MHz]
Irr Offset = 5.0(ppm]
Tri_Domain = Proton
| Tri_Freq = 500.15991521 [MHz])
Tri.oft‘sot = 5.0 (ppm]
Clipped = FALSE
Scans =8
1 | Total_Scans = 8
1 Il Relaxation Delay = 5(s]
S 50 Recvr_Gain = 48
=1 foo o2 Temp_Gat = 22.2(dC)
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Filenamo = L1_huld0411C-1-2-4.jdf
Author = dolta

Exparimant = carbon.jxp
Sample_Id = L1

Solvont = DMSO-D6

Creation Time = 11-APR-2014 15:16:35
Rovision_Timo = 11-APR-2014 15:39:01
Current_Timo = 11-APR-2014 15:39:15
Data_Format = 1D

Dim Sizo = 26214

Dim Titlo = Carbonl3

Dim_Unito = Ippm]

Dimansiona =X

Site = JNM-ECXS00
Spectromoter © DELTAZ_NMR

Piold_Strength

11.7473579(T} (500[MHZ]))
0.81788928(a)

X _Domain 13c

X_Froq 125.76529768 (Miz]
X Offsot 100 (ppa)

X _Points 32768

abundance
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=
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X Rosolution = 1.22265938 (Hz)
C_swoop = 40.06410256 [kHz]
X Swoop_Clipped = 32.05128208 (kHx)
Irr_Domain = Proton
Irr_Froq = 500.15991521 [MHz])
Irr_Offoot = 5.0[ppm]
Clippod = FALSE
Scano = 444
Total_Scans = 444
Relaxation Dalay = 2(s]
Racvr_Gain = 46
Tomp_Got = 22(dc)
X_90_Width = 9[us)
X_Acq_Timo = 0,81788928(s]
X_Angla = 301dog)
X_Atn = 5.7(dB]
X _Pulsa = 3[us)
Ire_Atn Dec = 21.987(dB)
Irr_Atn_Noo = 21.987(dB)
Irr_Noise = WALTZ
Irr_Pwidth = 92[us]
Dacoupling = TRUE
Initial Wait = 1[s])
Noo = TRUE
Noe_Timo = 2[s]
Repetition_Time = 2.81788928(s]
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Filenama = L1_huld1223H-2-1-6.jdf
Author = delta
Exp = proton.jxp
Sample_Id = Ll
Solvent = DMSO-D6é
Croation Timo = 23-DEC-2014 16:44:38
Revision Tima- = 23-DEC-2014 16:47:20
Current_Time = 23-DEC-2014 16:47:33
Data_Format = 1D COMPLEX
Dim Sizo = 13107
Dim Title = Proton
Dim Units = [ppm]}
Dimonsions =X
Site = JNM-ECX500
Spoctramotor = DELTAZ WHR
Fiold Strength = 11.7473579[T) (500(Mdz])
X _Acq Duration = 1.745879041s])
X Domnin = 1H
X _Froq = 500,15991521 [MEz)
X _offset = 5,0[ppm]
X Points = 16388
X _Proscans =
X_Rosolution = 0,.57277737([Hz]
X_Swoop = 9,38438438 [kHz])
X _Sweep_Clipped = 7,50750751[kHz]
Irr_Domain = Proton
Irr_Froq = 500.15991521 (MBz)
Irr_Offoot = §,0[ppm]
Tri_Domain = Proton
Tri_Freq = 500.15991521 (MHz]
Tri_Offoot = 5.0(ppm])
Clippod = FALSE
Scans = 32
Total_Scans = 32
Ralaxation Delay = S5(s]
Recvr_Gain = 26

»_Gat = 20.9[dC]
X_90_Width = 11.6[us]
X _Acq Time = 1,74587904(s]
X_Angle = 45([deag]
X _Atn = 4[dB]
X _Pulse = 5.8[usa]
Irx_Mode = Off
Tri_Mode = Off
Dante_Presat = FALSE
Initial Wait =

=

Repotition Time

1[s]
6.74587904 [a]
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1D COMPLEX
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3
(ppa]
x
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DELTAZ_ MR

11.7473579[T] (S00{MHz]}
0.81788928(0)

13c
125.76529768 [MHx]

100 [pp=]
32768

4

1.22265938[Hx])
40.06410256[kHx]
32.05128205 [kHz]
Proton
§00.15991521 [Mitx)
5.0fppm]

3[us])
21.987(dB]
21.987[dB]
WALTZ
92[us]
TRUE

1[s]
TRUE

2(s)
2.817688928 [a)
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Filoname = L1 _hul31127H-1-1-7.jdf
p: 9 Author = deita
- Experiment = proton.jxp
Sample_Id = 11
Solvent = DMSO-D6
Creation Tima = 27=-NOV-2013 10:44:37
Rovision_Timo = 27-NOV-2013 10:47:59
Current Timo = 27-NOV-2013 10:48:07
Commant. = 2-p.43-Fr.22-46
= Data_Format = 1D COMPLEX
Dim Size = 26214
Dim _Title = Proton
e Dim Unita = (ppm]
p Disonsions =X
3 Sito = JNM-ECXS00
] (V-3 Spectromotor = DELTA2 NMR
] S o~ —
E [N [: Pield Strength = 11.7473579([T) (500(MHx])
X_Acq Duration = 3.49175808 (0]
X _Domain = 1
X _Froq = 500.15991521 [MAz]
X_Offsot = 5.0[ppm]
X _Points = 32768
X_Proocans =1
X _Resolution = 0.20638868 [Hz]
X_8 = 9.38438438[kHz)
X _Swcop Clipped = 7.50750751 [kEz)
] = Proton
Irr Froq = 500.15991521 [MEz)
Izr_ottme = 5,0 [ppm]
Tri_Domain = Proton
-~ Tri_Fregq = 500.15991521 [MHx)
(Q S o Tri_Offset = 5.0([ppm]
- = -9 Clipped = FALSE
=1 Scans =8
Total_Scans 8
" Relaxation Delay = 5[s]
v Rocvr_Gain = 54
I~ Tenp_Got = 221dC)
X _90_Width = 11.6[us]
X_Acq_Timo = 3,49175808(a)
X_Angle = 45[deg]
X_Atn = 4[dB}
X_Pulsa = 5,8fusa)
Irr_Mode = Off
Tri_Mode = Off
J Danta_ Prasat = FALSE
Initial Wait = 1[e0]
Ropatition Timo = 8.49175808(s)
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-~ l ™~ H Author = dolta
- Experiment = carbon.jxp
- <=0 Sample_Id = L1
Solvent = DMSO-Dé
o Creation Tims = 25-DEC-2013 13:36:42
Rovision_Time = 25-DEC-2013 13:44:59
Current._Timo @ 25-DEC-2013 13:45:18
Data_Format = 1D COMPLEX
Dim Size = 26214
Dim Titlo a Carbonl3
Dim_Unito e [ppml
Dimensions =X
Site = JNM-ECXS00
Spectromoter = DELTA2 NMR

11.7473579[T) (500 (MHzZ])

Field Strength
0.91780928[n)

X_Acq_Duration

-
o~ X Domain = 13C
= X_Freq = 125.76529768 [MHz)
X _Offset = 100 (ppm)
*_Points = 32768
X_Prescans = 4
X Resolution = 1,22265938([Hz)
X_Swaep = 40.06410256 {XHz)
¥ Sweep Clipped = 32,05128205[kHz]
Irr_Domain = Proton
Izz Frogq = 500.15991521 (MAe)
Irr_Offsat = 5.0 [ppm)
Clipped = FALSE
Scans = 266
Total_Scans = 266
— Rolaxation Delay = 1[s]
- Recvr_Gain = 46
Temp_Get = 22.2(dC]
X _90_Width = 9[us)
X_hcq_Tima = 0.81788928([s]
X_Angle = 30 [deg)
X _Atn = 5.7[dB]
X_Pulse = 3[us)
Izz_Atn Dac = 21.987[dB]
Irz_Atn_Nea = 21.987([dB]
Irr_Noise = WALTZ
Irr_Pwidth = 92[us)
Dacoupling = TRUB
. Initial Wait = 1[s)
8 Nea = TRUE
-] Noa_Time = 1(a}
g o A 1LV Y R AN RNl ki Repotition Time = 1.01788928(s)
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Dim Size
Dim Title
Dim Units
Dimensions
Site
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X _Acg Duraticn
X _Domazin
X_Freq

X Offset
X_Points
X _Prescan
X___Ru solut
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X Sweep Cl:i:prod
Irr Domain

Irr Freq
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Clipped
| Scans

Total Scans

Relaxation Dolay
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X_90 Width
| X Acq_Time
X_Angle
| X Atn
X_Pulse
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Initial Wa:t
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18-DEC-2013 14:10:37

1D COMPLEX
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13¢c
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= <o Filename = L1_aoll26H-1-1-7.3df
(=) Author = dolta
— Experiment = proton.jxp
Sample_Id = L1
= Selvent = DMSO-D6
o Creation_Time = 26-NOV-2013 20:18:19
Revision Time = 26-NOV-2013 20:21:34
Current Time = 26-NOV-2013 20:21:59
= Comment = 2-p.43-Fr.22-46
= Data_ Format = 1D COMPLEX
Dim Size = 26214
Dim Title = Proton
Dim Units = [pp=]
=1 Dimensions =X
~ | Site = JNM-ECX500
| Spectrometer = DELTA2 NMR
|
| Field Strength = 11.7473579(T] (500([MEz])
| X Acq_ Duration = 3.49175808(s]
= | X Domain = 1H
2 | XFreq = 500.15991521 [Miz]
. vy | x_Ofg-ot = 5.0(pp=]
(g =) X_Points = 32768
= — X_Prescans =
57 -T - X_Resolution = 0.28638868 [Hz]
| aq! 2 X_Swi = 9.38438438 [kHz]
| f‘; = X_Sweep_Clipped = 7.50750751 [kEz]
| | Irr_Domain = Proton
[ E Irr Freq = 500.15991521 [MHz]
i | | Irz_Offset = 5.0([ppm]
| | | Tri_Domain = Proton
{ | Tri_Freq = 500.15991521 [MHz]
1 | Tri_0ffset = 5.0[ppm]
Clipped = FALSE
1 i | scans =7
[ | Total_Scans =7
[ | [
| | Relaxation Delay = S([s)
| Recvr_Gain = 50
i , Get = 22.3[dC)
S B | X_90 Width = 11.6[us]
] | X_Acq_Time = 3.49175808(s]
| | X_Angle = 45[deg)
[ X_Atn = 4(d8)
| { X_Pulse = 5.8{us]
| Irr_Mode = Off
) | ) | Tri_Mode = Off
| Y 1 Dante_Presat = FALSE
Initial Wait = 1{s]
1 | ' Repetition Time = 8.49175808(s]
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Ty 1% Filename = L1_ifuku20140124-C01-1-3.3
o= H d-\ Author = delta
= Experiment = carbon.jxp
] =0 Sample_Id =Ll
— ] Solvent = DMSO-D6
=5 DH Creation_Time = 24-JAN-2014 13:04:56
; ] Revision_Time = 24-JAN-2014 13:12:30
e} Current_Time = 24-JAN-2014 13:13:06
| (=1 Comment = p.67-Fr.5
] Data_Format = 1D COMPLEX
i Dim Size = 26214
s Dim Title = Carbonl3
] Dim Units = [ppm]
1 Dimensions =X
> 4 Site = JNM-ECX500
g 1 Spectrometer = DELTA2_NMR
Field Strength = 11.7473579[T] (500[MHz])
OOO 1 X_Acq_Duration = 0.81788528(s]
O_; X_Decmain = 13C
| X _Freq = 125.76529768 [MAz]
| X _Offset = 100[pp=]
| '5.4 X_Points = 32768
[ S | X_Prescans =4
| X_Resolution = 1.22265938([Hz]
[ o ] | X_Sweep = 40.06410256[kEz]
c:‘ X_Sweep_Clipped = 32.05128205([kEz]
; = { | Irr_Domain = Proton
| | Irr_Freq = 500.15991521 [MHz]
. } Irr Offsaet = 5.0[pp=]
| < i | | Clipped = FALSE
< | | | | Scans = 246
1 | | 1 : Total_Scans = 2¢6 ;
3 | i | Relaxation Delay = 1(s] |
< 1 | | | Recvr_Gain = 46
| { : [ Temp_Get = 22.3[dcC]
o | | | (| ! X_90_Width = S[us])
<] ‘ \ | | | X_Acq_Tize = 0.81788928(s]
= | I v = |
o | | X_Pulse = 3[us]
<1 | Irr_Atn_Dec = 21.987{dB]
= | ’ ) F | TIzxr_Atn_Noe = 21.987[dB)
1 || Irr_Noise = WALTZ
= | 1 Irr Pwidth = 92[us]
=i | ' | Decoupling = TRUE |
2 11 1y N | - , J Initial Wait = 1(s] |
= i A { i) kil ¢ i \ i ; { ; y ull y Noa = TRUE
= o AL ! Rl e Ll | 40 I | | IR rm ! [N ey L U Noe_Time = 1(s]
it L 1 | ) 1\ ) Repetition Time = 1.81788928([s]
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~ Fileonamo o L1 _hul3l119H-1-1-7.jdf
< Author L]
- —~ Sﬁ Exporimant =
1 = Sarplo_Id =
] - Solvant =
Croation Timo =
Ravioion Timo -
Currant Timo o 19-NOV-2013 13:42:08
E Commont = 2-p.d3-Fr.22-46
Data_Format = 1D COMPLEX
Dim Sizo = 26214
Dim_Titlo = Proton
Dim_Units = (ppm]
Dimansions =X
Sito = JNM-ECX500
Spoectromoteor = DELTA2_NMR
Fiocld Strongth = 11.7473579(T1 (500(MHz])
X_Acq Duration o 3,49175808(0)
X_bomdin e 1m
X_Froq = 500.15991521 (MH=z)
X _Offsat 5.0(ppm]
X_Points o 32768
X_Prascans =1
R ¥ Rooolution = 0.28638868(Hz]
= X_Sweop = 9.38436438(kEx)
X Sweop_Clipped = 7.50750751 [kHz]
Irr_Domain = Proton
Irr_Froq = 500.15991521 [MH=z]
Irs_Offoot = 5.0([ppm)
Tri_Domnin = Proton
Tri_Froq = 500,15991521 [MH=z]
Tri Offsot = 5.0(ppm}
Clipped = FALSE
Scans =8
Total_Scans =8
Rolaxation Dolay = 5(e)
Roeve_Gain o 50
Tarp_Got = 21.2(dC]
X_90_Width = 11,6[ua)
X | Timo = 3.49175808(n)
X_Anglo = 45(dag]
X_Atn = 4[dB]
X_Pulse = 5.8(uo)
Irr_Modo = Off
Tri_Modo = off
; Danto_Prosat © FALSE
Initial Wait = 1(s]
J Ropatition_Timo = 8.49175808(s)
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Filenazo = L1_ifuku20131225-C03-1-4.j
Author = delta
Exporiment = garbon.jxp
Sample_Id = L1
Solvent = DMS0-D6
Creation_Time = 25-DEC-2013 15:38:53
Revision_Timo = 25-DBEC-2013 15:45:46
Current_Tize = 25-DEC-2013 15:46:08
Data_Format = 1D COMPLEX
Dim Size = 26214
Dim Title = Carbonl3
Dim Units = [ppm]
Dimensions = X
Site = JNM-ECX500
Spactromater o DELTA2 MR
Fiaeld Strength = 11.7473579(T) (S00[MHz))
X_hoq_Duration = 0.81788928(8)
X_Domnin = 13C
X Freq = 125.76529760 [MHx)
X _Offset = 100 [ppm)
X _Pointa = 32768
X_Prascans -
X_Resolution = 1,22265938(HEx)
X_Swe = 40.06410256 (kB=)
X Sweep_Clipped = 32.05128205 (kHz)
Fr_| n = Proton
Irr_Freq = 500.15991521 (MaAz)
Irre _Offsat = §5.0(ppm)
Clipped -
Scans - 215
Total_Scans =215
Relaxation Delay = 1l[a]
Racve_Gain = 44
Texp_Got = 22.3[dC]
X _90_Width = 9(us)
X_Acq Timo = 0,.81700928([s)
X Angle = 30(dag]
X_Atn = 5.7[dB]}
X _Pulse = J(us)
Irr_Atn Doc = 21.987(dB)
Irr_Atn Noo = 21.987(dB)
Irr_Noiso = WALTZ
Irz_Pwidth = 92[us)
Deco = TRUE
Initial Wait = 1{s)
lj Noo = TRUE
M Noo_Timo = 1[s8]
Repatition Timo = 1.81788928(s)
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Filanana e L1 hul311268-1-1-7.jdf
° Author e dolta
] ~ Exporimont © proton. jxp
Sazplo_Id = L1
8olvent = DM50-D6
; Crention_Timo o 26-NOV-2013 16:44:05
Rovision_Timo = 26-NOV-2013 16:46:49
] Curront_Timo = 26-NOV-2013 16:47:00
Comzont = 2-p.43-Fr.22-46
- Data_Format = 1D COMPLEX
Dim Sizo = 26214
Dim Title = Proton
7 Dim_Units = (ppam)
Dimoneiong = X
Site = JNM-ECXS00
T Spactronotar = DELTA2_NMR
3 Fiold _Strongth = 11.7473579(T] (500(MHz))
X_Acq Duration = 3.49175808(s]
X_Domain = 1B
B X © 500.15991521 {MHz]
X _Offset = 5.0([ppm]
X _Pointa = 32768
- X_Prescans =1
X_Rosolution = 0.28638868[E=z)
= 9.38438438(kHz)
P! X_Swoop_Clipped = 7.50750751[kHz]
~ g Irr_Domain = Proton
f‘= ( > re = Irr_Froq © 500.15991521 [MAz)
p - |- 2 = Irr_Offect = 5.0(pp=)
- Tri_Domain = Proton
3 ] Froq = 500.15991521 [Miiz]
‘l':i_o!!-ct = 5.0(ppm]
Clippod = FALSE
- Scano =5
Total_Scono =5
=1 _Bnl.mﬂen_nnlny = $[s]
Rocve_Gain = 52
_Got = 22.9(dC)
r X_90_Width = 11.6[us]
X_Acq_Timo = 3,49175808 ()
] X_Anglo 45 [dog]
X_Atn a 4[dB]
X_Puloo = 5.8{us]
. Irc_Modo Off
Tri_Mode = Off
J J Danto_FProsat = FALSE
e Initial Wait = 1(e)
1 .J‘A Ropetition Time = 8.45175608(s)
1 A | J .
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= Filoname = L1_huld0205C-5-1-4.3df
Author = deltn
~m Exporiment = gcarbon. Ixp
=] Sampla_1d = Ll
< Solvant = DM5O-DE
Croution Time = S§-FEB-2014 21:07:02
o Revision_Timo = 5-FEB-2014 22:58:18
pely Curront_Time = 5-FEB-2014 22:59:28
Comment = p.6§7-Fr.5
= Data_Pormat = 1D COMPLEX
3] Dim izo @ 26214
1 Dim_Title = Carbonl3
Dim Units = (pp=)
= Dimensions = X
A site = JNM-ECXS00
Spoctromotor = DELTAZ NMR
S__ Fiold Strength = 11.7473579[T) (500([MEx])
] X_Acq Duration = 0.81788928(s)
X_Domain = 13C
«® X“Freq = 125.76529768 [1iz]
S X Offoot = 100 [pp=)
X"Points = 32768
X_Ptﬂ‘l‘_lnﬂ -q
S X Rosolution = 1.22265938[Hz)
= X_8woop = 40.06410256 [kEx)
X_Swoop_Clippod = 32.05128205[kHz)
0 | 1Irr Domain = Proton
S Irr_Proq = 500.15991521 (MHz)
=4 1zr_Offset = 5,0 [ppm]
] clipped = TRUE
wy Scans = 3600
21 Total_Scana = 3600
1 Rolaxation Delay = 1(o)
bt Recvr_Gain =46
=g _Got. = 22.3[dC)
1 X_90_Width = 9(usn)
e ] X Acq_Time = 0.81788928(s)
= X Anglo = 30 [deg)
S X_Atn = 5.7(dB)
1 X_Pulsa = 3fus)
4 ] Irr_Atn_Daa = 21.987(dB)
< Ire_Atn Noe = 21.987(dB)
Sl Irr_Noise = WALTZ
] Irr_Pwidth = 92[us)
= 4 Decoupling = TRUE
8 24 Initial Wait = 1[a)
5] Noa = TRUE
- j Noa_Time = 1l[s]
5 ¥ ) . | J . N Repatition Timo = 1.81788928(s)
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«
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Filenama = L1 hul31122H-2-1-5.jdf
Author = dolta
Experimont = proton.jxp
Sample_Td = L1
Solvent DMSO-D6
Creation_Timo o 22-NOV-2013 14:50:22
Ravioion Timo = 22-NOv-2013 14:52:47
Current_Tima = 22-NOV-2013 14:52:55
Data_¥ormat = 1D COMPLEX
Dim Sizo = 26214
Dim Title = Proton
Dim Units = [ppm]
Dimengions =X
- Sito = JNM-ECX500
i Spoctrometer = DELTAZ_NMR
1 b= Fiold Strangth = 11,7473579[T] (S00[MEz])
E — X _hoq Duration = 3.49175808{a]
1 X Domain = 18
1 X Fraq = 500.15991521 (MHz]
E X 0ffset = 5.0([ppm)
X_Points = 32768
X_Prescans =1
7 X Resolution = 0.28630060(Ex]
] )C:suaap = 9.38438438 [kHz]
) X Sweep Clipped = 7.50750751 [kHz]
Irr_Domain = Proton
] Irr_Fraq = 500.15991521 [MAz)
Ire Offsct = 5.0([pp=m]
Tri_Domain . = Proton
1 Tri_Froq = 500.15991521 [MHz])
1 fQ Tri_Offsaet = 5.0[pp=]
- -] ppad = FALSE
1 rg o 2 fq TB‘\ Scans =8
@ g e =3 Total_Scans =8
1 Relaxation Dolay = 5(s)
1 Recvr_Gain = 52
1 Tarmp_Gat = 22,3[dC)
1 X_90_Width = 11.6[us)
1 X_hcq_Time = 3.49175808(s]
R ¥ angle = 45(degl
J X_Atn = 4[dB}
4 X _Pulso = §,8[us)
4 Irr_Mode = Off
] Tri_Mode = Off
4 Dante_Presat = PALSE
1 j J J Initial Wait = 1[s])
] I J Ropatition Time = 8.49175808([s]
1| LA TR | B .
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=
E H
o ——— ! [N O Filename = L1_ifuku20140124-C02-1-3.3 |
= R Author = delta
= l _\ Experiment = carbon. jxp
| sample_Id =Ll
:‘_‘ O\ Soclvent = DMSO-D&
= Creation Time = 24-JAN-2014 15:07:20
| Revision Time = 24-JAN-2014 15:17:34
ol | Current_Time = 24-JAN-2014 15:18:31
& |
=] | Corment = p.67-Fr.5
| | Data_Format = 1D COMPLEX
| =] | Dim Size = 26214
I s | Dim Title = Carbonl3
! 1 | Dim_Units = [ppm]
{ _ | Dimensions =X
= ‘ Site = JNM-ECXS00
% : | Spectrometer = DELTAZ RMR
|
g 1 | Field _Strength = 11.7473579[T] (500(MHz])
S X_Acq Duration = 0.81788928(s]
- | X_Domain = 13C
%0 | | X Freq = 125.76529768 [MHz]
(=1 X Offset = 100({ppm]
= X_Points = 32768
X _Prescans =4
S | X_Resolution = 1.22265938[Hz]
= = | X_Sweep = 40.06410256[kHz]
| X_Sweep_Clipped = 32.05128205[kHz]
<o | Irr_Domain = Proton
-l | Irr_Freq = 500.15991521 [MBEz]
=) | Irr_Offset = 5.0(ppm]
| Clipped = FALSE
v | Scans = 343
g_ : Total Scans = 343
= | | | Relaxation Delay = 1l[s]
<] \ Recvr_Gain = 456
= Terp_Get = 22.3[dC]
X_90_Width = 9[us]
o X_Acq_Time = 0.81788928(s)
< X_Angle = 30[degq]
< X_Atn = 5.7[dB]
X_Pulse = 3[us]
a- Izr_Atn_Dec = 21.987(dB]
= Irr_Atn Noe = 21.987[dB]
Irr_Noise = WALTZ
| Irr_Pwidth = 92[us]
= =3 | Decoupling = TRUE
3 | Initial Wait = 1[s]
= | Noe = = TRUE
- Noe_ Time = 1[s]
£©3 ; Repetition Time = 1.81788928(s)
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Filename
Author
Exporizmont
Samplo_Id
Solvont
Crontion_Timo
Rovision Timo
Current._Tima

Dota_Format
Dim Sizo

Dim Title
Dim Units
Dimensions
8ite
Spactronnter

Fiold Strangth

Total Scans

Relaxation_Delay

Racvr_Gain

Dutn_?:enn:
Initial Wait
Ropetition_Timo

ppooonoao

pposO0DOaAMO0DD0OREOETE

asonpospoogoonoem

L1_ifuku20131122-h01-1-4.3)
dolta

proton. jxp

L1

DM30-D6

22-NOV-2013 14:37:02
22-NOV-2013 14:40:26
22-NOV-2013 14:40:37

1D COMPLEX
262148
Proton
(ppan)

x

JNM-ECXS00
DELTA2_NMR

11.7473579[T] (S00[MHz))
3.49175808 [a)

1B

500.15991521 [MHz]
5.0[pp=)

32768

0.28638868 [Hz])

9.38438438 [kHz)

7.50750751 [kHz)

Proton

500.15991521 [MH=z)

5.0[pp=}

Proton

500.15991521 [MBs)
.O[ppa}

FALSE

4

q

5(s)
52

22.1(dc]

11.6(us]}

3.49175808([s)
(dog)

4[dan)
5.8[ua)
off

off

FALSE

1(a]
8.49175808([s]
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Filename
Author
Experiment

| sazple_1d

Solvent

Creation Time
Revision Time
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11.6(us]
3.49175808(s}
45(deg)
4[dB}
5.8[us)
Off

Off
FALSE

1[s]
8.49175808 (a)
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1 RESONRANCE
] W A ) o\
<& ‘ i-‘ . Filenamo = L1 ifuku20140130-C02-1-3.j
O Author - ta
\ C =0 Exporiment = garbon. jxp
1 Sample_Id = Ll
g 4 D\—k Solvent = DMS0-D6
Creation_Timo = 30-JAN-2014 14:08:20
Rovision Time = 30-JAN-2014 14:14:50
Current_Time = 30-JAN-2014 14:16:01
Commont = p.67-Fr.S
Data_Format = 1D COMPLEX
i Dim Size = 26214
Dim Title = Carbonl3
1 Dim Units = (ppm]
1 Dirmgnsions = X
i site = J04-ECXS00
< | Spectromotor = DELTA2_RMR
] Field Strength = 11.7473579(T] (500(MHz]})
X_Acq Duration = 0.081786928([s]
1 X_Domain = 13C
1 X _Froq = 125.76529768 [MHz)
1 x_ot!uat = 100 [ppa]
1 X _Points = 32768
4 X_Prescans =4
X_Rasolution = 1.22265936(R=)
~ X_Sweaep = 40.06410256 [kHz]
o] X _Swoop_Clipped = 32.05128205 (kBz]
Irr_Domain = Proton
Irr_Freq = 500.15991521 [MHz]
1 Irxr Offsct = 5,0[ppx)
] Clipped = FALSE
4 Scans = 129
4 Total_Scans = 129
1 Relaxation Delay = 2(s])
1 Recvr_Gain = 46
— Temp_Ge = 22.68[a4C)
o X_90_Width = 9[ua)
X_Acq_Timo = 0.81788928(n)
X_Angle = 30({dag]
X_Atn = 5.7(d3)
X Pulsne = 3[us)
I Irr_Atn_Dec = 21.987(dB)
l Irr_Atn_Noe = 21,987[dB)
Irxr Noise = WALTZ
Irr_Pwidth = 92[ua)
Dacoupl. = TRUE
8 | & Initial Wait = 1(n)
00 bt b dRlh b o AR Lk ik Alai el ! ' kAl 20 gt it L il b o dllgns " Noa = TRUE
_g (=] ) 1 Vo TRy, Lt 1 F. T N bR ! .[,, i ri‘l ey :_ Uy i | \| ! i I’ ‘r' ol cadl i Noe_Timo - 2(0]
5 Ropotition_Time = 2,81788928(0]
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=
’ JEOL
Filaonamo = L1_hulé0404H-2-1-4.jdf
Author = delta
— Experimont = proton. jxp
v o Sampla_ld = L1
< o - Solvant = DMSO-D6
- - Crontion Timo = d-APR-2014 13:23:53
o Rovigion_ Timo = §-APR-2014 13:25:15
~ Curront_Timo = §-APR-2014 13:26:05
Data_Format = 1D
Dim Sizeo = 26214
Dim _Titlo = Proton
Dim Units = [ppml]
Dimonsions =X
Sito = JNM-ECXS500
Spoectromotor = DELTAZ_NMR
Ficld Strungth = 11.7473579(T] {S00([MHzZ])
X_Acq Duration = 3.49175808(s]
X _Domain = 1
X_Froq = 500.15991521 [MHz]
X _Offoot = 5.0(ppml
X_Points = 32768
X_Proscans =
X_Rosolution = 0.28638860 [Hz]
(8S & X_Swaop = 9.38438438 [XHz)
1 ~ & e - X _Swoep_Clipped = 7.50750751[kHz)
1 (O\, = Pl Irxr_Domain = Proton
~ [~} Irz_Frogq = 500,15991521 (MHz)
Irz_Offsat = 5,0([ppm)
i Tri_Domain = Proton
Tri_Freq =, 500.,15991521 [Miz)
1 Tri_Offsot = 5,0([ppm]
Clipped = FALSE
Scans =3
Total_Scano =3
Relaxation_Dolay = 5(s])
Recvr_Gain = 46
o ] Texmp_CGot = 21.9(dC)
-] X_90_Width a 11.6(us)
X_Acq_Time = 3,49175808[a]
X_Angla = 45(deg]
X_Atn a 4[dB)
X_Pulse = 5.8(us)
Irr_Mode = Off
, 1 - Off
Dante_Prosat = FALSE
] J Initial Wait = 1(s)
] j . Ropotition_Timo = 8.49175808(0)
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Filonamo = L1 hul404ilC-1-1-3.3jdf
Author = dolta

Exparimont = corben. jxp

Samplae_Id = L1

Solvant = DMSO-D6

Croation_Timo = 11-APR-2014 10:31:18
Revision_Timo = 11-APR-2014 10:53:48
Curront_Timo o 11-APR-2014 10:55:19

abundance

Data_Format = 1D COMPLEX

Dim Sizo = 26214

Dim_Titlo = Carbonl3

Dim Unito = [ppal
Dimonsions = X

Sita = JNM-ECXS00
Spectromotor = DELTAZ_NMR
Fiold Strongth = 11.7473579([T] (500(MHz])
X_Rcq Duration = 0.81788928(s)
X_Doamain = 13C

X _Frogq = 125,76529768 [MHEz]
X_Offaot = 100 [pp=]
X_Points = 32768
X_Prescans = 4

X_Rasclution = 1,22265938[Hz]
X_Swoop = 40.06410256 [kHz])
X_8woop_Clipped = 32.05128205[kHz]
Irr_Domain = Proton

Irr_Froq = 500.15991521 (M8x)
Irr_Offgot = 5.0(ppa)
Clipped = FALSE

Scans = 482

Total_ Scans = 482
Relaxotion_Delay = 2(s]

Rocvr_Gain = 46

Tomp_Got © 21.7(dC)
X_90_Width = 9[us)
X_Acq_Timo = 0.81786928(0)
X_Angle = 30(deg)

X_Atn = 5,7(dB)

X_FPulso = 3[us]
Irr_Atn_Dac = 21.987(dB)

C Izr_Atn_Neo = 21.987(dB]
Irr_Noiso = WALTZ
Irr_Pwidth = 92[us]

. Docoupling = TRUE
Initial Wait = 1(s])
Noo TRUE
Noo_Timo = 28]
Repotition_Time o 2.81788928(0)
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Filonamo = Ll1_xinl40320H~2-1-5.jdf
Author = 1ta
Exporimont = proton.jxp
e~ Sanmple_Id = L1
3 Solvent = DM30-D6
< Croation Timo = 20-MAR-2014 13:03:31
- Rovision Tima = 20-MAR-2014 13:05:12
1 Curront_Time = 20-MAR-2014 13:05:24
Data_Format = 1D
Dim Bize = 26214
Dim Titlo = Proton
Dim Units = [ppm]
Dimensions = X
8ito = JNM-ECXS00
Spoctrozotor = DELTA2 NMR
Fiold Strongth = 11.7473579(T) (500([MHz])
X_Acq_Duration = 3.49175808(a]
X_Domain = 18
X Froq = 500.15991521 (MAz]
X_Offoot = 5.0(pp=)
X _Pointe = 32768
X_Proscans =1
o [© X_Rasolution = 0.28638868[Hz]
o fax < X_Swoop = 9,38438438([kHz)
& S |- X_Swoop_Clippod = 7.50750751[kHz)
@ b Irr_Domain = Proton
-1 5 Irr_Froq = 500,15991521 [Muz])
Irr Offsot = 5.0[ppm)
Tri_Domain = Proton
1 Tri_Froq = 500.15991521 (MHz]
Tri_Offset o 5.0[ppm]
Clippod = FALSE
1 Scano o8
1 Total_Scans L ]
Rolaxation Dolay = 5(a)
1 Rocvr_Gain = 48
1 Temp_Got = 22.7(dc)
7 X_90_Width = 11.6[us]
1 X"Acq_Time = 3,49175808[a]
4 X_Angla = 45[dag]
- X Atn = 4[dD)
X _Pulse a 5.8[us]
Irr_Modo = Off
Tri_Modo = Off
Dante_Prosat = FALSE
Initial Wait = 1[s]
Ropetition_Timo = B.49175808(s)
l 1. | A S I .
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Filonama = L1_huld0dldc-2-1-2.jdf

e Author = delta

< Experisant = coarbon.jxp
Sampla_Id = Ll
Solvent = DMSO-Dé
Croation_Timo = 14-APR-2014 16:13:26
Rovision Timo = 14-APR-2014 16:24:30
Currant_Timo = 14~-APR-2014 16:25:13

it ] Data_Pormat = 1D COMPLEX

< Dim 8ize = 26214
Dim Title = Carbonll
Dim Unita e [ppm]
Dimensions =X
Sito = JNM-BCXS00
Spoctremotor = DELTA2_NMR

11,7473579(T] (S00(MHEz])
0.817868928(s])

13¢c

125.76529768 [MHx]
100{ppm]

32768

4

1.22265938(Hz])
40.06410256 [kBz]

“ X_Swoop_Clipped © 32,05128205 [kEr]
Ao Irx | Proton
Irr_Freq 500.15991521 (MEx]
1 Irr_Offsct 0 (ppam]
] Clippod FALSE
1 Scans 253.0
1 Total_Scans 253.0
(a8 Rolaxation_Delay = 2(a)
S Rocvr_Gain = 46
1 Temp_Got = 21.8(dC)
1 X_90_Width = 9(ua]
1 XTAcq_Timo = 0.81788928(s)
1 X_Anglo = 30 [dog]
] X Atn o 5,7({dB]
4 X_Puloo = J[(us]
— Irc_Atn_Doc = 21,987(dB)
S Irr_htn Noe = 21.987(dB]
J Irr_Noiso @ WALTZ
Irr_Pwidth = 92[us]
Docoupling = TRUE
Initinl_Wait = 1(s)
3 Noa = TRUE
g Noa_Time = 2(s]
b= ] Ropatition Timo o= 2.81708928(s]
€ o-
3
o
<
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abundance
0

= ﬁ JEOL
Filenamo = L1_hul40403H-1-1-6.jaf
Author = dalta
periment = proton. jxp
Sacple_Id = Ll
Solvent = DMSO-D6
Croation_Time = 3-APR-2014 15:25:50
Rovision_Tima =  3-APR-2014 15:28:02
Current Time =  3-APR-2014 15:28:36
Data_Format = 1D COMPLEX
Dim Size = 26214
Dim Title = Proton
Dim Units = [ppx]
Dimensions =X
Site = JNM-ECX500
Spectromoter = DELTAZ NMR
v Field Strength = 11,7473579[T] (500[ME=z))
=] X_heq Duration = 3.49175808{s)
-] X_Domain = 1R
] X _Fragq = 500.15991521 [MEz]
X_Offsot = 5.0 [ppm)
k X_Points = 32768
X_Prascans =1
. X_Rasolution = 0.28638868(Hz)
- X_Sweep = 9.38438438(kHz])
X_Bwoep_Clipped = 7.50750751(kBEz])
Irr_Domain = Proton
5 Irr_Freq = 500.15991521 [MAz)
Irr_Offset = 5.0([ppa)
Tri_Domain = Proton
Tri_Freq = 500.15991521 (MHx]
Tri_Offset = 5.0(pp=a]
Clipped = FALSE
Scana =8
Total_Scans =B
Rolaxation Dalay = 5[s)
Rocvr_Gain = 50
“ Tomp_Got a 21.6[dC)
™~ X_90_Width = 11.6[us)
- X_Acq_Time = 3,49175808(s]
X_hngle = 45 [deg]
o X_Atn = 4([dB]
(=3 (Y- =3 X Pulse = 5.8[us]
* Q| - Ire_Moda = Off
i e TriMode = Off
Dante_FPresat = FALSE
Initial Wait = 1(sa)
Ropatition Time = 8.49175808[c)
)l | JJ “ N ~
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" C
-7 Filename = C:\Users\ws2-DATA\L1_hull
Author = delta
“ Experiment = carbon.jxp
55 Sample Id = L1
~1 Selvent = DMSO-D6
] Creation Time = B-APR-2014 15:22:48
o1 Revision Time = B-APR-2014 15:28:18
- Current Time = B8-APR-2014 15:25:20 [
1 Data Format = 1D COMPLEX ‘
| =Y Dim Size = 26214 |
| = ] Dim Title = Carbonl3 |
] Dim Units = [ppm]
o 1 Dimensions =X |
23 Site = JNM-ECXS00 !
i Spectrometer = DELTA2_NMR ‘
. | |
o Field Strength = 11.7473579[T] (500[MHz])
S X_Acq Duration = 0.81788928(s]
1 X _Domain = 13C
oA X Freq = 125.76529768 [MEz]
% | X _Offset = 100({ppm]
| =5 X_Points = 32768
] X_Prescans =4
~ 1 X _Resclution = 1.22265938[Hz]
ol X_Sweep = 40.06410256 [kHz]
- X_Sweep_Clipped = 32.05128205[kHz]
1 Irr_Domain = Proton
e Irr_Freq = 500.15991521 [MHz]
o Irr Offset = 5.0(ppm]
1 Clipped = FALSE
w1 Scans = 101
<l Total Scans = 101
1 Relaxation Delay = 2(s]
] Recvr_Gain = 46
| (=38 Terp_Get = 21.9([dc)
1 X_90_Width = 9(us]
1 X_Acq_Time = 0.81788928(s)
0] X_Angle = 30[deg)
=2 X Atn = 5.7(dB)
! X_Pulse = 3[us]
o Irr_Atn Dec = 21.987(dB)
| o1 Irr_Atn_Noe = 21.987(dB]
1 Irr_Noise = WALTZ
1 Irr_Pwidth = 92(fus])
=i Decoupling = TRUE
0 S+ | Initial Wait = 1(s)
2 1 i | Noe = TRUE
& 1 | ‘__J L] L Noe_Time = 2(s)
T O e Rt y e . A b e g bt A i PENTSIYS) vt Repetition Time = 2.81788928(s]
2 1
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= Filenomo 2 L1_huld0407H-1-1-4.3df
- o Author = dolta
- Exporiment = proton. jxp
Sampla_ld = L1
Solvent = DMSO-D6
Croation_Timo = 7-APR-2014 13:34:55
Rgvipion Timo = 7-APR-2014 13:36:19
Curront_Timo = 7-APR-2014 13:36:31
Data_Format = 1D COMPLEX
Dim Size = 26214
Dim Titlo = Proton
Dim _Units e (ppm)
=24 Dimensions s X
” sita o NM-ECX500
Spectromotor = DELTA2 NMR
Fiold Streagth = 11.7473579(T) (500(mH=z])
X_Acq Duration o 3,49175808(a)
X_Domnin = 1H
X1 = 500,15991521 [MHz)
X _Offsot = 5.0(ppa)
X_Pointa = 32768
X_Proscana =1
X _Rasolution = 0.20638868[Hz]
X_Swoop o 9.38438438[kBz]
e X_Swoop_Clippod = 7.50750751(kHz)
o Izrr_Domain = Proton
Irr_Froq s 500,15991521 [MEz)
Irr_Offoot = 5.0(ppm]
r ] Tri_Domain = Proton
(% o TiFroq = £00.15991521 {Muix)
1 - - Tri_Offsot = 5.0 (ppa)
Clipped = FALSE
1 Scans Ll ]
1 Total_Scans o8
no!.axnum_nnlny = 5(s)
o | Recvr_Gain = 48
Py = Toemp_Gat = 21.7(dC)
Rila X_90_Width = 11.6{us]
3 o |~ X"hoq_Timo © 3,49175008[a]
=3 . X_hngle = 45([dog)
X_atn = 4[dB]
X_Pulso = 5.8(usn)
Irr_Modo = Off
Tri_Modo = off
Danta_Prosat = FALSE
8 ! Initisl Woit = 1[0l
5 ' Ropotition_Timo = 8,49175808(s)
o
2 \ ¥
2 oA S
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RESONANCE

Filonomo
Author
Exporimont
Samplo_Id
Solvont
Croation_Timo
Rovision Timo
Curront_Timo

Data_Format
Dim Bize

Dim Title
Dim Units
Dimonsionn
8ito
Spoctroamator

Fiold_Strength
X_Acq_Duration

I:Ro solution

_Swoop
X_8woop_Clipped
Irr_Domain
Irr_Freq
Irr_Offsot
Clippod
Scans
Total_Scans

Rolaxation Dolay
Rocve_Goin
Tarp_Got
X_S0_width
X_Acq _Timo
X_Angle
X_Atn
X_Pulso
Irr_Atn Dec
Irr_Atn_Noo
Irr_Noiso
Irr_Pwidth
Decoupling
Initial_Wait
Noo

Noe_T:

ime
Repotition_Timo

peEpROoERHOODBRODD

L1_hulda0411C-3-1-2.jdf
delta

carbon. ixp

L1

DMSO-D6

11-APR-2014 16:21:57
11-APR-2014 16:29:48
11-APR-2014 16:30:13

1D COMPLEX
26214
Carbonl3
[ppm]

X

JNM-ECX500
DELTAZ NMR

11.7473579(T] (500(Mice])
0.81788928(s])

13c

125.76529768 [MHz)

100 (ppa]

32768

4

1.22265938 (Hz]
40.06410256 [kHz]
32,05128205[kHz]
Proton
$00.15991521 {MHz)
5.0[ppa)

FALSE

185

185

2[s]

46

21.8([dc)

9[us])
0.817688928([s]
30(cog]

5.7(dB)

3(us)

21.987(aB]
21.987(dB]

WALTZ

92[usn)

TRUE

1(s])
TRUE
2(s)
2,81788928[s]




