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< o - Filename = HI-a-aminoester-sample-H-|
! > Author = delta
S HN Br 2 = pecs Experiment = single_pulse.ex2
i Sample_Id = HI-a-aminoester-sample
)\ Solvent = CHLOROFORM-D
=1 MeO” CO,Et
11 = HI-a-aminoester-sample
= 1D REAL
o = 13107
0 ] =18
Dim Units = [ppm]
Dimensions =x
= ECX 4002
o4 o = DELTA2_NMR
e =}
i = 9.389766[T] (400 [MHz])
= 2.18365952(s]
= 1H
(s 75 399.78219838 [MHz]
° = 5[ppm]
=7i6384
=1 5azp
= 0.45794685[Hz]
<4 = 7.5030012 [kHz]
n =18
= 399.78219838 [Miz]
= 5[ppm]
=18
3_, = 399.78219838 [MHz]
= 5[ppm]
5 (3 (88 g TnE
b s |H4s —_ =8
<4
Ol Relaxation Delay = 5[s]
Recvr_Gain =32
, Ge = 22.5[dC]
X_90_Width = 13[us]
< X_Acq_Time = 2.18365952(s]
o X Angle = 45[deg]
X_Atn = 0.9[dB]
X Pulse = 6.5[us]
Irr_Mode = Off
< 1 Tri_Mode = off
Q - Dante_Presat = FALSE
2 ! Initial Wait = 1[s]
3 | Repetition Time = 7.18365952[s]
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< Filename = HI-a-aminoester-sample-C-|
Author = delta
HN Br Experiment = single_pulse_dec
Sample_Id = HI-a-aminoester-sample-C
)\ Solvent = CHLOROFORM-D
MeO~ "CO,Et
1 1 Ce nt = HI-a-aminoester-sample-C
Data_Format = 1D REAL
Dim_Size = 26214
| Dim Title = 13
| Dim Units = [ppm]
| Dimensions =X
& | e = ECX 400P
o | Spectrometer = DELTA2_NMR
| Field Strength = 9.389766[T] (400 [MHz])
| X_Acq Duration = 1.04333312[s]
X Demain = 13C
 Freq = 100.52530333 [MHz]
X _Offset = 100 [ppm]
| X_Points = 32768
| X_Prescans =4
X Resolution = 0.95846665 [Hz]
X_Sweep = 31.40703518 [kiz]
Irr_Domain =18
1 Irr_Freq = 399.78219838 [MHz]
| { Irr Offset = 5[ppm]
i1 Clipped = FALSE
| Scans = 128
— | Total_Scans =128
=3
| Relaxation Delay = 2[s]
i | Recvr_Gai = 52
1 I ,_Get. = 23[dC]
| | | X_90_Width = 11.6[us]
‘ | | X _Acq_Time = 1.04333312(s]
o X _Angle = 30[deg]
| | | X Atn = 6[dB]
1 | X_Pulse = 3.86666667 [us]
1 Irr_Atn Dec = 20.126(dB]
| Irr_Atn Noe = 20.126[dB]
| | Irc Noise = WALTZ
| | Decoupling = TRUE
| Initial Wait = 1[s]
Q Noe TRUE
2 Noe_Time = 2(s]
- = Repetition_Time = 3.04333312[s]
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Filename = HI-indoxyl-sample-H-4.jdf
Author = delta

Experiment = single_pulse.ex2
Sample_Id = HI-189-pure-2

Solvent = CHLOROFORM-D

2.00

HI-189-pure-2
1D REAL

DELTA2_NMR

Field Strength = 9.389766[T] (400 [MHz])
X_Acq_Duration 2.18365952(s]

X Domain 18

399.78219838 [Miiz]

= 0.45794685 [Hz]
7.5030012 [kHz]

1H
399.78219838 [MHz]

X : parts per Million : 13C

<
)
< 5 (ppm]
) 1H
= 39978219838 [MHz]
5 [ppm]
s FALSE
< 8
Total_Scans 8
== ) 2 (% -
5] s Relaxation Delay = 5[s]
v < = Recvr_Gain 34
< % Temp_Get 21[dC]
3 X_90_Width 12.6[us]
<4 < X Acq_Time 2.18365952(s]
< X_Angle = 45[deg]
« X Atn 0.9(dB]
Sk X_Pulse 6.3[us]
Irr_Mode Off
o4 Tri_Mode off
0 © Dante_Presat FALSE
2 = Initial Wait 1(s]
£ o I Repetition Time = 7.18365952[s]
2o u
G
T | il T T
13.0 120 11.0 10.0
5] )
o @
0= &
o w©
X : parts per Million : 1H
=
=)
5 JEOL
S OH ? RESONANCE
“
o Filename HI-indoxyl-sample-C-3.jdf]
N—co,Et e e
XA iment single_pulse_dec
o Br N Sample_Id = HI-189-pure-2-C
H Solvent = CHLOROFORM-D
)
s 12
~
- Comment HI-189-pure-2-C
S Data_Format 1D REAL
5 Dim_Size 26214
=1 Dim_Title 13c
o Dim Units [ppm]
Dimensions X
—_— Site = ECX 400P
<] Spectrometer = DELTA2_NMR
o Field Strength = 9.389766[T] (400 [MHz])
<4 X_Acq Duration = 1.04333312(s]
< X_Domain = 13c
00 XF = 100.52530333 [MHz]
S X Offset = 100 [ppm]
S X_Points = 32768
X_Prescans =4
S X_Resolution = 0.95846665 [Hz]
S XS = 31.40703518 [kHz]
ITr_Domain =18
o Irr_Freq = 399.78219838 [MHz]
244 Irr Offset = 5[ppm]
e Clipped = FALSE
w Scans =79
S+ Total_Scans =179
(= 1
<« i Relaxation Delay = 2[s]
o4 | Recvr_Gain = 50
5] ] Temp_Get = 21.4[dC]
| X_90_Width = 11.2[us]
o X_Acq_Time = 1.04333312(s]
b X Angle = 30[deg]
| X_Atn = 6[dB]
o | X_pulse = 3.73333333([us)
S ‘ Irr_Atn Dec = 20.107[dB]
< | Irr_Atn Noe = 20.107[dB]
—] | Irr_Noise = WALTZ
S Decoupling = TRUE
= Initial Wait =1fs]
3 Noe TRUE
£ o Noe_Time s]
2 Repetition Time = 3.04333312[s]
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Filename = HI-TBS-sample-1.3df
o A\ (] Author = delta
el CozEt o Experiment = single_pulse.ex2
L Sample Id = HI-TBS-sample
Br N
P H
i
< Comment = HI-TBS-sample
= Data_Format = 1D REAL
Dim Size = 13107
& Dim Title =1H
gt Dim Units = [ppm]
23 Dimensions =
site = ECX 400P
Spectrometer = DELTA2 NMR
8 Field Strength = 9.389766[T] (400 [MHz])
] © X Acq Duration = 2.18365952(s]
X Domain =18
~ X Freq = 399.78219838 [MHz]
X Offset = 5[ppm]
X Points = 16384
=) X_Prescans =1
o] X Resolution = 0.45794685 [Hz]
X_Sweep = 7.5030012 [kiz]
Irr_Domain =11
o Irr_Freq = 399.78219838 [MHz]
o] Irr Offset = 5[ppm]
Tri_Demain =18
Tri_Freq = 399.78219838 [MHz]
< Tri_Offset = 5[ppm]
wl g Clipped = FALSE
I Scans =8
Total Scans =8
]
= Relaxation_Delay = 5[s]
o Recvr_Gai =28
o S Temp_Get = 19.7[dC]
2] 2 o X_90_Widtn = 13[us)
ol - X_Acq_Time = 2.18365952[s]
X_Angle = 45[deg]
o - ( Atn = 0.9[dB]
] o o X_Pulse = 6.5[us]
1 ° = Irr_Mode = Off
< Tri_Mode = off
Lo Dante_Presat = FALSE
2~ Initial Wait = 1(s]
k] ' Repetition Time = 7.18365952[s]
g \l \
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X : parts per Million : 1H
72) rResoNANCE
\ COZ Et Filename HI-TBS-sample-C-1.jdf
E Author delta
Q Br N ] Experiment single_pulse_dec
ol H Sample_Id HI-TBS-sample-C
=7 Solvent CHLOROFORM-D
E HI-TBS-sample-C
1D REAL
23 26214
1= 13c
E- [ppm]
X
o ECX 400P
=7 Spectrometer = DELTA2_NMR
4 | Field Strength = 9.389766[T] (400 [MHz])
<« | X_Acq_Duration 1.04333312(s]
b= | X_Domain 13c
S X Freq 100.52530333 [MHz]
b X Offset 100 [ppm]
X Points 32768
X_Prescans 4
| X Resolution = 0.95846665 [Hz]
X_Sweep 31.40703518 [kHz]
Irr_Domain 18
Irr Freq 399.78219838 [MHz]
Irr Offset 5[ppm]
Clipped E
E Scans 512
®© Total_Scans 512
S5
o | Relaxation Delay = 2[s]
3 | Recvr_Gain =50
© | Temp Get 19.3[dC]
S5 | X_90_Width 11.6[us]
=) | X_Acq_Time = 1.04333312(s]
i | X AngTe = 30[deg]
E Il | X Atn 6[dB]
o | | X Pulse 3.86666667 [us]
g’ | i | | Irr_Atn Dec 20.126[dB]
| | | Irr_Atn Noe 20.126[dB]
E | | | Irz Noise WALTZ
I | I | Decoupling TRUE
e | | I Initial Wait 1[s]
RS | | | - TRUE
g E | | } | | Noe_Time = 2[s]
1l tition Time = 3.04333312[s:
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OTBS Filename = HI-Bn-sample-2-1.jdf
= 5 Author delta
27 o Experiment single_pulse.ex2
\ Sample Id = HI-Bn-sample-2
CozEt Solvent = CHLOROFORM-D
Br N
E Bn
t = HI-Bn-sample-2
Data_Format
cE 15 Dim Size 13107
o0 Dim Title 1H
Dim Units [ppm]
Dimensions X
Site ECX 4002
24 Spectrometer = DELTAZ_MMR
~ n
s Field Strength = 9.389766[T] (400[MHz])
X Acq Duration = 2.18365952(s]
X Domain 18
<4 X _Freq 399.78219838 [MHz]
L= X Offset 5 [ppm]
X Points 16384
X_Prescans 1
k| X Resolution = 0.45794685[Hz]
=4 X_Sweep 7.5030012 [kHz]
g <L Irr_Domain 1H
8 Irr_Freq = 399.78219838 [MHz]
<+ Irr offset 5 (ppm]
Tri_Domain 18
<4 Tri_Freq = 399.78219838 [MHz]
~ Tri_Offset 5 [ppm]
Clipped FALSE
Scans =8
Total_Scans =8
o
gl Relaxation Delay = 5([s]
] =3 © =3 Recvr_Gain 28
3 < =N < Temp_Get 18.7(dC]
3 N - N X_90_Width 13[us]
<S4 X_Acq_Time 2.18365952(s]
N X _Angle 45[deg]
X_Atn 0.9[dB]
X_Pulse 6.5[us]
Irr_Mode Off
23 Tri_Mode Off
o ™ Dante_Presat FALSE
2 | Initial Wait i(s]
k] I d Repetition Time = 7.18365952[s]
g L 5 —
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X : parts per Million : 1H
‘ JEOL
a5 Filename = HI-Bn-sample-C-1.jdf
s \ Author = delta
C02Et Experiment = single pulse dec
Sample_Id = HI-N-Bn-sample-C
N Solvent = CHLOROFORM-D
Br
Bn
1 5 Comment. = HI-N-Bn-sample-C
Data_Format. = 1D REAL
Dim_Size = 26214
Dim_Title = 13c
ol Dim Units = [ppm]
< Dimensions =X
1 Site = ECX 400P
1 Spectrometer = DELTA2_NMR
Field Strength = 9.389766[T] (400 [MHz])
X_Acq Duration = 1.04333312(s]
X_Domain = 13C
X Freq = 100.52530333 [MHz]
X Offset = 100 [ppm]
X Points = 32768
X_Prescans =4
~ X Resolution = 0.95846665 [Hz]
= X_Sweep = 31.40703518 [kHz]
Irr_Domain =1H
Irr_Freq = 399.78219838 [MHz]
Irr Offset = 5(ppm]
Clipped = FALSE
Scans = 512
Total_Scans = 512
Relaxation Delay = 2[s]
Recvr_Gain 56
Temp_Get = 23[dC]
X_90_Width 11.6[us]
— X_Acq_Time 1.04333312(s]
ST X _Angle 30[deg]
X_Atn 6[dB;
| X_Pulse 3.86666667 [us]
1 | Irr_Atn Dec 20.126[dB]
Irr_Atn Noe 20.126[dB]
] Irr Noise WALTZ
| Decoupling TRUE
Initial Wait 1(s]
o Noe - TRUE
2 Noe_Time 2(s]
S L | Repetition Time = 3.04333312(s]
g o 4 N s
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---- PROCESSING PARAMETERS ----
dc_balance( 0, FALSE )

sexp( 0.2[Hz], 0.0[s] )
trapezoid3( 0[#], 80[%], 100[%] )
zerofill( 1

£ft( 1, TRUE, TRUE )
machinephase

ppm

Derived from: HI-278-pure-1.jdf

Filename = HI-278-pure-2.jdf
Author = delta
Experiment = single pulse.ex2
Sample_Id = HI-278"pure
Solvent = CHLOROFORM-D
Comment = HI-278-pure
Data_Format = 1D COMPLEX
Dim_Size = 13107

X_Domain = 1H

Dim_Title = 1H

Dim Units = [ppm]
Dimensions =x

ite = ECX 400P
Spectrometer = DELTA2_NMR

Field Strength

9.389766[T] (400 [MHz])
X_Acq Duration 1

2.18365952[s

X Domain 1H
X_Freq 399.78219838 [MHz]
X_Offset 5 [ppm
X Points 16384

1
0.45794685 [Hz]

x
H
H
3
o
(RN RN

93.541
Q161420 —

X : parts per Million : 13

127.743
127.057
126.008
122.747
117.961

m 2[s
Repetition Time 3.04333312(s]

4 = 7.5030012 [kHz]
Irr_Domain 1H
Irr_Freq 399.78219838 [MHz]
E Irr Offset 5[ppm]
Tri_Domain H
E Tri_Fre 39978219838 [MHz]
Tri Offset 5[ppm
Clij d FALSE
] Scans 8
Total_Scans 8
3 Relaxation Delay = 5[s]
s J Recvr_Gain =34
g S ‘ | Temp_Get = 25.8[dC]
2 J X_90_Width = 13[us]
5 - XAcq_Time = 2.18365952(s]
g <7 X_AngTe = 45[deg.
B ot =g,g{d£%
ulse = 6.5[us
9.0 8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 0 TEr Mode Z oz
[ [ [ 1] Tri_Mode = Off
Dante_Presat = FALSE
i Initial Wait =1[s]
SSnmsaRTLaERENET SRTSSSEREREE R g =8 g Repetition Time = 7.18365952[s]
R RRRERRRRRRE NN IISSSo I n == S
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X : parts per Million : 1H
O —---- PROCESSING PARAMETERS ----
dc_balance( 0, FALSE )
sexp( 2.0[Hz], 0.0[s] )
trapezoid3( 0[%], 80[%], 100[%] )
OMe zerofill( 1 )
fft( 1, TRUE, TRUE )
machinephase
Br N COzEt "
“ Bn
=
Filename HI-278-pure-C-syuusei-2.j
Author delta
Experiment single_pulse dec
Sample_Id HI-278-pure-C
Solvent CHLOROFORM-D
Comment HI-278-pure-C
Data_Format 1D COMPLEX
Dim Size 26214
X _Domain 13c
Dim Title 13c
Dim Units [ppm]
Dimensions
site ECX 400P
Spectrometer DELTA2_NMR
Field Strength 9.389766[T] (400 [MHz])
X_Acq_Duration 1.04333312(s]
X Domain 13c
X Freq 100.52530333 [MHz]
X Offset = 100 [ppm]
_ X_Points 32768
- X_Prescans 4
< X Resolution 0.95846665 [Hz]
X_Sweep 31.40703518 [kHz]
IFr_Domain 1H
Irr_Freq 399.78219838 [MHz]
Irr Offset 5 [ppr
Clipped FALSE
Scans 512
Total_Scans 512
Relaxation Delay = 2[s]
° Recvr_Gain 56
o Temp_Ge 25.4[dc]
S X_90_Width 11.6[us]
5 (Acq_Time 1.04333312(s]
£ X AngTe 30[deg]
3 X Atn 6[dB]
Gl X Pulse 3.86666667 [us]
T T T T T T T T T T T T T T T T T T T T| ITr_Atn_Dec 20.126[dB;
190.0 180.0 170.0 160.0 150.0 140.0 130.0 120.0 110.0 100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 10.0 Irr_Atn _Noe 20.126[dB]
Irr_Noise WALTZ
Decoupling TRUE
Initial Wait 1[s]
% s — =3 n oo © w0 o o Noe TRUE
a S 8 A ] % Noe_Time !
“ w % 1 o o I hod
= oad = ° n o< -
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X : parts per Million : 13C
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1
\ Iho Filename HI-2-hydroxymethyl-indoxyl
=2 Author delta
© Experiment = single pulse.ex2
N OH Sample_Id HI-344-pure
Br Solvent CHLOROFORM-D
Bn
1 18 nt HI-344-pure
S Data_Format 1D REAL
2] Dim_Size 13107
Dim Title =18
Dim Units [ppm]
Dimensions X
Site = ECX 400P
Spectrometer = DELTA2 NMR
I
& Field Strength = 9.389766[T] (400[MHz])
v X_Acq Duration 2.18365952[s]
X Domain 18
X Freq 39978219838 [MHz]
X Offset ppm]
o X Points 16384
&l X_Prescans i
X Resolution 0.45794685 [Hz]
X_Sweep 7.5030012 [kHz]
Irr_Domain 18
399.78219838 [MHz]
4 5[ppm]
18
1 399.78219838 [MHz]
Tri_Offset 5[ppm]
Clipped FALSE
Scans 8
1 Total_Scans =8
=Y Relaxation Delay
=7 Q rs Recvr_Gain
o o i
o
2 Initial Wait = 1[s]
g Repetition Time = 7.18365952(s]
=
2o
2 T T T T
120  11.0 10.0 9.0 8.0 7.0
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QAo Q— 0 —wdA -
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X : parts per Million : 1H
R N JEOL
S OTBS ? RESONANCE
\ Filename = HI-2-hydroxylmethyl-indox
Author = delta
Experiment = single pulse_dec
© B N OH Sample_Id = HI-350-pure-C
o r Solvent = CHLOROFORM-D
Bn
] 18 Comment = HI-350-pure-C
Data_Format = 1D REAL
“ Dim Size = 26214
S Dim Title =13c
Dim Units = [ppm]
Dimensions =x
site = ECX 400p
Spectrometer = DELTA2_NMR
Field Strength = 9.389766[T] (400 ([MHz])
e X _Acq Duration = 1.04333312(s]
o X_Domain = 13C
X Freq = 100.52530333 [MHz]
X Offset = 100 [ppm]
X_Points = 32768
X_Prescans =4
X Resolution = 0.95846665 [Hz]
- X_Sweep = 31.40703518 [kHz]
=4 IFr_Domain =
Irr_Freq = 399.78219838 [MHz]
Irr Offset = 5[ppm]
Clipped = FALSE
Scans = 512
Total_Scans = 512
~ Relaxation Delay = 2[s]
o Recvr_Gain = 60
Temp_Get = 24[dC]
| X_90_Width = 11.6[us]
| X_Acq_Time = 1.04333312(s]
X _Angle = 30[deg]
| CAtn = 6[dB]
X_Pulse = 3.86666667 [us]
— | Irr_Atn Dec = 20.126(dB]
S | Irr_Atn Noe 20.126[dB]
1 | Irr_Noise WALTZ
| Decoupling TRUE
| ‘ Initial Wait 1[s]
9 | Noe TRUE
= | Noe_Ti = 2[s]
3 . Repetition Time = 3.04333312(s]
g o " {
2
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X : parts per Million : 1H

6.0 5.0 4.

6.906
6.898
4589 ——
3.895
3.866
3.850
3.669
3.639

2.0

0.000 —— <=

---- PROCESSING PARAMETERS ----

trapezoid3( 0[%
zerofill

'ALSE )
sexp( 0.2[Hz], 0.0
1,

[s] )
80[%], 100[%] )

(1
££t( 1, TRUE, TRUE )

machinephase
m

Derived from: HI-345-pure-2-1.3jdf

Filename
Buthor
Experiment
Sample_Id
Solvent

Spectrometer

Field_Strength
X_Acq Duration
X_Domain
X_Freq

X Offset
X_Points
X_Prescans
X_Resolution

Total_Scans

Relaxation_Delay
Recvr_Gain

Repetition Time

HI-345-pure-2-2.3jdf
delta
single_pulse.ex2

HI-345-pure-2
CHLOROFORM-D

HI-345-pure-2
1D COMPLEX
13107

1H

1H

[ppm]

X

ECX 400P
DELTA2_NMR

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

1H

399.78219838 [MHz]
5[ppm]

16384

1
0.45794685 [Hz]
7.5030012 [kHz]

1H
399.78219838 [MHz]
5ppm]

39978219838 [MHz]
5[ppm]

FALSE

8

5[s]

38

21.7[dc]
13[us]
2.18365952[s]
45[deg]
0.9[dB]
6.5[us]

Off

Off

FALSE

1[s]
7.18365952(s]

(thousandths)

=N Br

OMe

/ |
MM\HMW.M {d g b d il LA L MWMHWMMLM WWMMMMMMWIM o (bt Ll il bl o Mlu\‘MI.IMMM.\HMI‘| bl dowit bt i
210.0200.0190.0180.0170.0160.0150.0140.0130.0120.0110.0100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 10.0 0 -10.0-20.0
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X : parts per Million : 13C
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dEOLD

sample_Id
Solvent

Dimensions
site
Spectrometer

Field Strength
X_Acq Duration
X Domain

req
X_Offset
X_Points
X_Prescans
X Resolution
X_Sweep

Scans
Total_Scans

Relaxation_Delay
Recvr_Gain

Decoupling
Initial Wait
Noe

Noe_Time
Repetition Time

HI-345-pure-2-C-2.jdf
delta
single_pulse_dec
HI-345-pure-2-C
CHLOROFORM-D

HI-345-pure-2-C

ECX 400P
= DELTA2_NMR

9.389766[T] (400 [MHz])
1.04333312(s]
13

C
100.52530333 [MHz]
100[ppm]
32768
1

0.95846665[Hz]
31.40703518 [kHz]

1
399.78219838 [MHz]
5 [ppm]

11.6[us]
1.04333312(s]
30[deg]

6[dB]
3.86666667 [us]
20.126[dB]
20.126[dB]

WALTZ
TRUE

2(s]
= 3.04333312[s]
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