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Current Data Parameters
USER

khewittl
NAME KAH-I-186
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20181105
Time 14,50
INSTRUM ryo500
PROBHD 5mm CPTCI 1H-
PULPROG 2930
D 48074
SOLVENT CDCI3T
NS 8
DS 2
SWH 8012.820 Hz
FIDRES 0.166677 Hz
A 2.9998677 sec
RG 71
bW 62.400 usec
DE 6.00 usec
TE 298.0K
D 0.10000000 sec
MCREST  0.00000000 sec
MCWRK 0.01500000 sec

P1 7.50 usec
PLL 1.60 dB
SFO1 500.2235015 MHz
F2 - Processing parameters

N

SF 500.2200000 MHz
wbw no

SSB 0

LB 0.00 Hz
GB 0

PC 1.00

1D NMR plot parameters

CX 22.80cm
cY 15.00 cm
F1P 9.000 ppm
F1 4501.98 Hz
FoP -0.500 ppm
F2 -250.11 Hz
PPMCM 0.41667 ppm/cm
HZCM 208.42500 Hzlem

K=}



1H spectrum
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Current Data Parameters
USER khewittl
NAME KAH-I-200-Z
EXPNO 4
S "'h.h‘_ PROCNO 1
F2 - Acquisition Parameters
] Date_ 20210909
Time 16.37
INSTRUM gn500
PROBHD 5 mm broadband
3 PULPROG 2030
D 48074
SOLVENT CDCI3T
NS 8
DS 2
SWH 8012.820 Hz
FIDRES 0.166677 Hz
A 2.9998677 sec
RG 1824.6
bW 62.400 usec
DE 6.00 usec
TE 298.0K
D: 0.10000000 sec
MCREST  0.00000000 sec
MCWRK 0.01500000 sec
P1 12.00 usec
PL1 -6.00 dB
SFO1 498.6534906 MHz
F2 - Processing parameters
N
SF 498.6500000 MHz
wbw no
SSB 0
LB 0.00 Hz
GB 0
PC 1.00
1D NMR plot parameters
CX 22.80cm
cY 15.00 cm
F1P 9.000 ppm
F1 4487.85 Hz
FoP -0.500 ppm
F2 -249.32 Hz
PPMCM 0.41667 ppm/cm
HZCM 207.77084 Hzlem
styrene 3
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Sample Calculation

Me
S Ph + S~ N"pp
| |
2 3
Molecular Weight: 266.4020 Molecular Weight: 250.3590

Based on the NMR above: the ratio of compounds 3/2:
integration of 2 =1.05
integration of 3=0.11

0.11
T3/2 = E = 0094‘8

14 mg total was isolated from column chromatography
theoretical yield = 0.20 mmol

mmol of 2 = 14 — 0.0483
266.40+(250.36'0.0948)

. - 0.0483 — 0
Yield of 2 Y020 24%

Vield of 3 = 225220 = 2 204
0.20



Z-restored spin-echo 13C spectrum with 1H decoupling

£ 8 {35 LHILIBKILS 958 2 83 <

g ] SS8 Z8LIZING ININEES S B9 <3 Current Data Parameters
USER khewitt1
NAME KAH-1-200-Z
EXPNO
PROCNO 1

F2 - Acquisition Parameters

Date_ 20181118

Time 15.00

INSTRUM Cryo500

PROBHD 5mm CPTCI 1H-

PULPROG SpinEchopg30gp2.prd
D 65536

T
SOLVENT CDCB3

NS 120

DS 16
SWH 30303.031 Hz
FIDRES 0.462388 Hz
AQ 1.0813940 sec
RG 7298.2

bw 16.500 usec
DE 6.00 usec
TE 298.0K
D1 0.25000000 sec
d11 0.03000000 sec
D16 0.00020000 sec
d17 0.00019600 sec
MCREST  0.00000000 sec
MCWRK 0.01500000 sec
P2 33.10 usec
= Cl

NUC1 13C

P1 16.55 usec
P12 2000.00 usec
P20 500.00 usec
PLO 120.00dB
PL1 -1.00dB
SFO1L 125.7942548 MHz
SP2 2.70dB
SP4 2.70dB

SPNAM2  Crp60comp.4
SPNAM4 Crp60,0.5,20.1
SPOFF2 0.00 Hz
SPOFF4 0.00 Hz

1H
100.00 usec
1.60dB

2354 dB
5002225011 MHz

GRADIENT CHANNEL =====
GPNAM1L SINE.100
GPNAM2 SINE.100
GPX1 0.00%
GPX2 0.00 %
GPYL 0.00%
GPY2 0.00%
GPZ1 30.00 %
GPZ2 50.00 %
p15 500.00 usec
p16 1000.00 usec
F2 - Processing parameters
Sl 65536
SF 125.7804071 MHz
WDw no
SSB 0
LB 0.00 Hz
GB 0
PC 2.00
1D NMR plot parameters
CX 22.80cm
CY 15.65 cm
F1P 230.637 ppm
F1 29009.68 Hz
F2p -10.287 ppm
F2 -1293.96 Hz
PPMCM 10.56688 ppm/cm
HZCM 1329.10693 Hz/em

\
ppm 200 150 100 50 0



1H spectrum
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Current Data Parameters
USER khewittl
NAME ~ ACM-I-68NMRY
EXPNO
I ﬂ PhTM S PROCNO 1
h\"‘-\. F2 - Acquisition Parameters
Date_ 20190812
Time 9.26
INSTRUM drx400
PROBHD 5 mm QNP HIFIP
PULPROG 2930
D 65536
4 18 SOLVENT CDCl3T
NS 8
DS 2
SWH 6410.256 Hz
FIDRES 0.097813 Hz
AQ 5.1118579 sec
RG 718
bW 78.000 usec
DE 4.50 usec
TE 298.0K
D: 0.10000000 sec
MCREST  0.00000000 sec
MCWRK 0.01500000 sec
P1 12.00 usec
PL1 -1.10dB
SFO1 400.1328009 MHz
F2 - Processing parameters
N
SF 400.1300215 MHz
wbw no
SSB 0
LB 0.00 Hz
GB 0
PC 2.00
4 1D NMR plot parameters
CX 22.80cm
cY 15.00 cm
F1P 9.000 ppm
F1 3601.17 Hz
FoP -0.500 ppm
F2 -200.06 Hz
PPMCM 0.41667 ppm/cm
HZCM 166.72086 Hzlem
styrene 18
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1H spectrum

8
2

8012.820 Hz
0.166677 Hz

2.9998677 sec
8

62.400 usec
0

0.00 Hz
0

6.00 usec
298.0K
0.10000000 sec
no
9.000 ppm
4501.98 Hz

000000000 sec
15.00 cm

18.21
1.00
22.80cm
-0.500 ppm
-250.11 Hz

€ryo500
2930

48074
CDCI3T
65536

500.2200000 MHz

0.41667 ppm/cm

khewittl
20210809
208.42500 Hzlem

AM--123-Z
0.01500000 sec

500.2235015 MHz

F2 - Processing parameters
1D NMR plot parameters

Sl
SF
SSB
LB
GB
PC

wow

F2 - Acquisition Parameters
PROBHD 5mm CPTCI 1H-

PULPROG

Current Data Parameters
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Z-restored spin-echo 13C spectrum with 1H decoupling

©O MNORLOEINOSO o O~ < - -
g 25 SoRGERERSRES 233 23 3 2 2 Curent Data P
= et ~RR 58 B I =] Ugfé;ﬂ ata afamifef;m
NAME AM--123-Z
EXPNO
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210809
Time 1823
INSTRUM Cryo500
PROBHD 5mm CPTCI 1H-
PULPROG SpinEchopg30gp2.prd
D 65536
SOLVENT CDCR
NS 152
DS 16
SWH 30303.031 Hz
FIDRES 0.462388 Hz
AQ 1.0813940 sec
RG 14596.5
'|:: pbw 16.500 usec
DE 6.00 usec
TE 298.0K
D1 0.25000000 sec
d11 0.03000000 sec
D16 0.00020000 sec
d17 0.00019600 sec
MCREST  0.00000000 sec
4 MCWRK 0.01500000 sec
P2 37.70 usec
= Cl
NUC1 13C
P1 18.85 usec
P12 2000.00 usec
P20 500.00 usec
PLO 120.00dB
PL1 -1.00dB
SFO1L 125.7942548 MHz
SP2 155dB
SP4 155dB

SPNAM2  Crp60comp.4
SPNAM4 Crp60,0.5,20.1
SPOFF2 0.00 Hz
SPOFF4 0.00 Hz

1H
100.00 usec
1.60dB

22.00dB
500.2225011 MHz

GRADIENT CHANNEL =====
GPNAM1L SINE.100
GPNAM2 SINE.100
GPX1 0.00%
GPX2 0.00 %
GPYL 0.00%
GPY2 0.00%
GPZ1 30.00 %
GPZ2 50.00 %
p15 500.00 usec
p16 1000.00 usec
F2 - Processing parameters
S| 65536
SF 125.7804071 MHz
Wow no
SSB 0
LB 0.00 Hz
GB 0
PC 2.00
1D NMR plot parameters
CX 22.80cm
CY 15.65 cm
F1P 230.637 ppm
F1 29009.68 Hz
F2p -10.287 ppm
F2 -1293.96 Hz
PPMCM 10.56688 ppm/cm
HZCM 1329.10693 Hz/em

\
ppm 200 150 100 50 0



31
1
10
52.000 usec
13.70 usec
298.0K
0.10000000 sec
1
1H
12.00 usec
65536
EM
0
0.30 Hz
0
1.00
22.80cm
15.00cm
9,000 ppm
5401.17 Hz

khewittl
20191115
9615.385 Hz
0.098042 Hz
5.0998979 sec
600.1300376 MHz
-0.500 ppm
-300.06 Hz
0.41667 ppm/cm
250.05420 Hzlcm

NAME ~ ACM-1-123-benzoCH
600.1342009 MHz

Current Data Parameters

F2 - Acquisition Parameters
PROBHD 5 mm CPBBO BB-
PULPROG

F2 - Processing parameters
1D NMR plot parameters
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13C spectrum with 1H decoupling

Current Data Parameters
khewittl

NAME  ACM-I-123-benzoCH

EXPNO 2

PROCNO 1

F2 - Acquisition Parameters

Date_ 20191115
Time 18.30
INSTRUM av6o0
PROBHD 5 mm CPBBO BB-
PULPROG 29dc30

D 65536
SOLVENT CDCI3T

NS 447

DS 4
SWH 36231.883 Hz
FIDRES 0.552855 Hz
AQ 0.9044468 sec
RG 2050

bW 13.800 usec
DE 19.63 usec
TE 298.0K
D1 0.40000001 sec
D11 0.03000000 sec
TDO 1
SFO1 150.9194080 MHz
NUC1 13C

P1 10.10 usec
F2 - Processing parameters

S| 65536

SF 150.9027936 MHz
WDW no
SSB 0

LB 0.00 Hz
GB 0

PC 1.00

1D NMR plot parameters

CX 22.80cm
cY 15.00cm
F1P 160,000 ppm
F1 2414445 Hz
F2P 10,000 ppm
F2 -1509.03 Hz
PPMCM 7.45614 ppmicm
HZCM 1125.15234 Hzlem
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1H spectrum
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Current Data Parameters
USER khewittl
NAME ACM-I-41
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20190625
Time 14.48
INSTRUM drx400
PROBHD 5 mm QNP HIFIP
“'\1.._\. PULPROG 2030
D 65536
SOLVENT CDCI3T
NS 8
DS 2
SWH 6410.256 Hz
22 FIDRES 0.097813 Hz
PhTMS AQ 51118579 sec
RG 718
bW 78.000 usec
DE 4.50 usec
TE 298.1K
D: 0.10000000 sec
MCREST  0.00000000 sec
MCWRK 0.01500000 sec

P1 12.00 usec
PLL -1.10dB
SFO1 400.1328009 MHz
F2 - Processing parameters

N

SF 400.1300337 MHz
wbw no

SSB 0

LB 0.00 Hz
GB 0

PC 2.00

1D NMR plot parameters

CX 22.80cm
cY 15.00 cm
F1P 9.000 ppm
F1 3601.17 Hz
FoP -0.500 ppm
F2 -200.06 Hz
PPMCM 0.41667 ppm/cm
HZCM 166.72086 Hzlem

styrene 22
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1H spectrum
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Current Data Parameters
USER

khewittl

NAME ACM-I-126ch
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20191115
Time 18.14
INSTRUM ryo500
PROBHD 5mm CPTCI 1H-
PULPROG 2930
D 81728
SOLVENT CDCI3T
NS 10
DS 2
SWH 8012.820 Hz
FIDRES 0.098043 Hz
AQ 5.0998774 sec
RG 45
bW 62.400 usec
DE 6.00 usec
TE 298.2K

0.10000000 sec
MCREST  0.00000000 sec
MCWRK 0.01500000 sec

P1 7.50 usec
PL1 1.60dB
SFO1 500.2235015 MHz

F2 - Processing parameters
N

SF 500.2200341 MHz
wbw EM
SSB 0

LB 0.30 Hz
GB 0

PC 1.00

1D NMR plot parameters

CX 22.80cm
cY 15.00 cm
F1P 9.000 ppm
F1 4501.98 Hz
FoP -0.500 ppm
F2 -250.11 Hz
PPMCM 0.41667 ppm/cm
HZCM 208.42502 Hzlem



Z-restored spin-echo 13C spectrum with 1H decoupling

13
s
=

145.78

46.34

2638
23.05

0.15

Current Data Parameters
ER

khewittl
NAME ACM-I-126¢ch
EXPNO
PROCNO 1

F2 - Acquisition Parameters

Date_ 20191115

Time 1829

INSTRUM Cryo500

PROBHD 5mm CPTCI 1H-

PULPROG SpinEchopg30gp2.prd
D 65536

T
SOLVENT CDCB3

NS 616

DS 16
SWH 30303.031 Hz
FIDRES 0.462388 Hz
AQ 1.0813940 sec
RG 7298.2

bw 16.500 usec
DE 6.00 usec
TE 2982K
D1 0.25000000 sec
d11 0.03000000 sec
D16 0.00020000 sec
d17 0.00019600 sec
MCREST  0.00000000 sec
MCWRK 0.01500000 sec
P2 33.10 usec
= Cl

NUC1 13C

P1 16.55 usec
P12 2000.00 usec
P20 500.00 usec
PLO 120.00dB
PL1 -1.00dB
SFO1L 125.7942548 MHz
SP2 2.70dB
SP4 2.70dB

SPNAM2  Crp6Ocomp.4
SPNAM4  Crp60,0.5,20.1

SPOFF2 0.00Hz
SPOFF4 0.00Hz

1H
100.00 usec
1.60dB
2354dB
500.2225011 MHz
GRADIENT CHANNEL =====
GPNAM1L SINE.100
GPNAM2 SINE.100
GPX1 0.00%
GPX2 0.00 %
GPYL 0.00%
GPY2 0.00%
GPZ1 30.00 %
GPZ2 50.00 %
p15 500.00 usec
p16 1000.00 usec
F2 - Processing parameters
Sl 65536
SF 125.7804062 MHz
WDw EM
SSB 0
LB 1.00 Hz
GB 0
PC 2.00
1D NMR plot parameters
CX 22.80cm
CY 15.65 cm
F1P 160.000 ppm
F1 20124.87 Hz
F2p -10.358 ppm
F2 -1302.84 Hz
PPMCM 7.47185 ppm/cm
HZCM 939.81177 Hzlem

ppm



1H spectrum

LU ZIRSIRBIIIILI8IBSI P 8 32 898 8
g S30SSRBIGRSGBISIRISBAR 2 S = =8k 8
= EHUREOOHANNNNNINNTS SR = N @8 NN S
V\W\%/M\NNNN@ ] PNEN] r\? oc)/o S
Current Data Parameters
USER khewittl
NAME KAH-I-222
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20181208
Time 1451
INSTRUM drx400
PROBHD 5 mm QNP HIFIP
PULPROG 2930
PhTMS 0 38460
SOLVENT CDCI3
NS 8
DS 2
SWH 6410.256 Hz
FIDRES 0.166673 Hz
A 2.9999299 sec
RG 181
bW 78.000 usec
DE 4.50 usec
TE 298.0K
D: 0.10000000 sec
MCREST  0.00000000 sec
MCWRK 0.01500000 sec
P1 12.00 usec
PL1 -1.10dB
SFO1 400.1328009 MHz
F2 - Processing parameters
S|
SF 400.1300249 MHz
wbw no
7 SSB 0
LB 0.00 Hz
GB 0
PC 2.00
1D NMR plot parameters
CX 22.80cm
cY 15.00 cm
F1P 9.000 ppm
F1 3601.17 Hz
FoP -0.500 ppm
F2 -200.06 Hz
PPMCM 0.41667 ppm/cm
HZCM 166.72086 Hzlem
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1H spectrum

1

1

0
0.00 Hz

0

4.50 usec
298.1K
0.10000000 sec
1H
12.00 usec
-1.10dB
400.1328009 MHz
no
9.000 ppm
3601.17 Hz

000000000 sec
15.00 cm

15.37
drx400
2874
78.000 usec
65536
400.1300175 MHz
2.00
22.80cm
-0.500 ppm
-200.06 Hz

0.41667 ppm/cm

khewittl
20190329
6410.256 Hz
0.166673 Hz
2.9999299 sec
166.72084 Hzlem

KAH-I-222-2
0.01500000 sec

F2 - Processing parameters
1D NMR plot parameters

Sl
SF
SSB
LB
GB
PC

wow

F2 - Acquisition Parameters
PROBHD 5 mm QNP HIFIP

Current Data Parameters
PULPROG
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cl3.c

ppm
152.734
143.465
143442
140.017
77.3711
77.160
76.948
45.804
36.555
33435
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Current Data Parameters .

USER khewittl
NAME  KAH--222-Z-C
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210713
Time 1414
INSTRUM av600
PROBHD 5mm CPBBO BB-
PULPROG 29dc30
N HTE i) 65536
SOLVENT CDCI3T
NS 146
DS 4
SWH 36231.883 Hz
FIDRES 0.552855 Hz
AQ 0.9044468 sec
RG 2050
bW 13.800 usec
DE 19.63 usec
TE 298.0K
D1 0.40000001 sec
D11 0.03000000 sec
TDO 1

= CHANNEL f1 =
SFO1 150.9194080 MHz
NUCL 13C
P1 10.10 usec
F2 - Processing parameters
N 65536
SF 150.9027958 MHz
WDW no
SSB 0
LB 0.00 Hz
GB 0
PC 1.00
1D NMR plot parameters
CX 22.80cm
CY 15.00cm
F1P 230.136 ppm
F1 34728.11 Hz
F2P -9.965 ppm
F2 -1503.78 Hz
PPMCM 10.53074 ppm/cm
HZCM 1589.11780 Hzlem

\ \
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1H spectrum
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Current Data Parameters
caherber
NAME ~ CAH-I-247-Crude
EXPNO
PROCNO 1
F2 - Acquisition Parameters
NHTs Date_ 20210710
Time 11.36
INSTRUM ryo500
PROBHD 5mm CPTCI 1H-
PULPROG 2930
0 81728
SOLVENT CDCI3
NS 8
DS 2
SWH 8012.820 Hz
FIDRES 0.098043 Hz
AQ 5.0998774 sec
PhTMS . A
N oW 62.400 usec
DE 6.00 usec
TE 298.0K
0.10000000 sec
MCREST  0.00000000 sec
MCWRK 0.01500000 sec
P1 9.75 usec
PL1 1.60dB
SFO1 500.2235015 MHz
F2 - Processing parameters
N 5!
SF 500.2200370 MHz
wbw no
SSB 0
LB 0.00 Hz
GB 0
PC 1.00
1D NMR plot parameters
CX 22.80cm
cY 15.00 cm
F1P 9.000 ppm
F1 4501.98 Hz
FoP -1.083 ppm
F2 -541.88 Hz
PPMCM 0.44225 ppm/cm
HZCM 221.22217 Hzlem
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1H spectrum

9TT'S

wdd
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1

no

0
0.00 Hz

0

1.00

6.00 usec
298.0K
0.10000000 sec

6.3
0.00000000 sec

9.25
62.400 usec

Cryo500
9.000 ppm

65536
500.2200315 MHz
22.80cm
15.00 cm
4501.98 Hz
-1.072 ppm
-536.38 Hz

0.44177 ppm/em

caherber
20210713
8012820 Hz
0098043 Hz
5.0998774 sec
001500000 sec
500.2235015 MHz
220.98083 Hzlem

F2 - Acquisition Parameters

Date

Time
PROBHD 5mm CPTCI 1H-

PULPROG
F2 - Processing parameters

Current Data Parameters
S|
1D NMR plot parameters
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EXPNO
PROCNO
INSTRUM
SF

wow
SSB

LB

GB

PC

.

styrene

M

[(\
PEYSG|
7
Swev'0 -
e
__amet]
798L0 =
6/087 -

00170
/8¢

. Jdwee

abLTy

00007 [~
A

w10 |-

1o

[esBaiu)

ppm



Z-restored spin-echo 13C spectrum with 1H decoupling

145.12
14338
136.97
13367
132.23
129.71
128.10
127.63
12157
121.15
127.14
125.97
125.71
125.66
125.24
125.04
7731
77.06
76.81
45.60
4116
29.75
28.10
2211
2155
19.61
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Current Data Parameters

58
USER caherber
NAME ~ CAH-I-247-full
EXPNO 2
PROCNO 1

F2 - Acquisition Parameters

Date_ 20210713

Time 36

INSTRUM Cryo500

PROBHD 5mm CPTCI 1H-

PULPROG SmechopgSngZ prd
D

SOLVENT CDCB

NS 512

DS 16
SWH 30303.031 Hz
FIDRES 0.462388 Hz
AQ 1.0813940 sec
RG 7298.2

bw 16.500 usec
DE 6.00 usec
TE 298.0K
D1 0.25000000 sec
d11 0.03000000 sec
D16 0.00020000 sec
d17 0.00019600 sec
MCREST  0.00000000 sec
MCWRK 0.01500000 sec
P2 37.70 usec
= Cl

NUC1 13C

P1 18.85 usec
P12 2000.00 usec
P20 500.00 usec
PLO 120.00dB
PL1 -1.00dB
SFO1L 125.7942548 MHz
SP2 155dB
SP4 155dB

SPNAM2  Crp60comp.4
SPNAM4 Crp60,0.5,20.1

SPOFF2 0.00 Hz
SPOFF4 0.00 Hz
1H
100.00 usec
1.60dB
22.00dB
500.2225011 MHz
GRADIENT CHANNEL =====
GPNAM1L SINE.100
GPNAM2 SINE.100
GPX1 0.00%
GPX2 0.00 %
GPYL 0.00%
GPY2 0.00%
GPZ1 30.00 %
GPZ2 50.00 %
p15 500.00 usec
p16 1000.00 usec
F2 - Processing parameters
S| 65536
SF 125.7804190 MHz
Wow no
SSB 0
LB 0.00 Hz
GB 0
PC 2.00
1D NMR plot parameters
CX 22.80cm
CY 15.65 cm
F1P 230.637 ppm
F1 29009.68 Hz
F2p -10.287 ppm
F2 -1293.96 Hz
PPMCM 10.56688 ppm/cm
HZCM 1329.10706 Hz/em

\
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1H spectrum
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Current Data Parameters

caherber
NAME  CAH-I-239-full
EXPNO 1
i '|:|H PROCNO 1
H
iy F2 - Acquisition Parameters
Date_ 20210623
MHTS Time 1135
INSTRUM €ryo500
E PROBHD 5mm CPTCI 1H-
PULPROG 2930
0 81728
SOLVENT CDCI3
NS 8
DS 2
SWH 8012.820 Hz
FIDRES 0.098043 Hz
AQ 5.0998774 sec
RG 5
bW 62.400 usec
DE 6.00 usec
TE 298.0K
D: 0.10000000 sec
MCREST  0.00000000 sec
MCWRK 0.01500000 sec

P1 9.75 usec
PL1 1.60 dB
SFO1 500.2235015 MHz
F2 - Processing parameters

S|

SF 500.2200379 MHz
wbw no

SSB 0

LB 0.00 Hz
GB 0

PC 1.00

1D NMR plot parameters

CX 22.80cm
cY 15.00 cm
F1P 9.000 ppm
F1 4501.98 Hz
FoP -1.085 ppm
F2 -542.74 Hz
PPMCM 0.44232 ppm/cm
HZCM 221.25967 Hzlem

Integral
71.0.2756
1 10.2697
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Z-restored spin-echo 13C spectrum with 1H decoupling

£ LERIBGRNIBIRLREIZINEI NS IRBITY 95 8 a 83 598389 98B\
& 33SSeRRaNNERIRRRENNNENEEESY FEE 22 #  $¢ g5€ed  gNdd Curentoeta Prnetrs
caherber
NAME  CAH-1-239-full
EXPNO
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210623
Time 1143
INSTRUM Cryo500
PROBHD 5mm CPTCI 1H-
PULPROG SmechopgSngZ prd
D
SOLVENT CDCB
NS 296
DS 16
SWH 30303.031 Hz
FIDRES 0.462388 Hz
AQ 1.0813940 sec
Wi 'I:l H RG 145965
~; Dw 16.500 usec
= DE 6.00 usec
TE 298.0K
N H T 5 D1 0.25000000 sec
d11 0.03000000 sec
D16 0.00020000 sec
9 i 000019600 sec
MCREST  0.00000000 sec
MCWRK 0.01500000 sec
P2 37.70 usec
= Cl
NUCL 13C
P1 18.85 usec
P12 2000.00 usec
P20 500.00 usec
PLO 120.00dB
PL1 -1.00dB
SFO1L 125.7942548 MHz
SP2 155dB
SP4 155dB

SPNAM2  Crp6Ocomp.4
SPNAM4  Crp60,05,20.1

SPOFF2 0.00Hz
SPOFF4 0.00Hz

1H
100.00 usec
1.60dB
22.00dB
500.2225011 MHz
GRADIENT CHANNEL =====
GPNAM1L SINE.100
GPNAM2 SINE.100
GPX1 0.00%
GPX2 0.00 %
GPYL 0.00%
GPY2 0.00%
GPZ1 30.00 %
GPZ2 50.00 %
p15 500.00 usec
p16 1000.00 usec
F2 - Processing parameters
S| 65536
SF 125.7804131 MHz
Wow no
SSB 0
LB 0.00 Hz
GB 0
PC 2.00
1D NMR plot parameters
CX 22.80cm
CY 15.65 cm
F1P 230.637 ppm
F1 29009.68 Hz
F2p -10.287 ppm
F2 -1293.96 Hz
PPMCM 10.56688 ppmicm
HZCM 1329.10693 Hz/em

\
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1H spectrum

4
62.400 usec
0

0.00 Hz
0

6.00 usec
298.0K
0.10000000 sec
no
9.000 ppm
4501.98 Hz

000000000 sec
15.00cm

10.24
€ryo500
65536
500.2200364 MHz
1.00
22.80cm
-1.082 ppm
-541.27 Hz

0.44220 ppm/cm

caherber
20210508
8012.820 Hz
0.098043 Hz
5.0998774 sec
221.19518 Hzlem

CAH-I-212
0.01500000 sec

500.2235015 MHz

F2 - Processing parameters
1D NMR plot parameters

Sl
SF
SSB
LB
GB
PC

wow

F2 - Acquisition Parameters
PROBHD 5mm CPTCI 1H-

Current Data Parameters
PULPROG
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Z-restored spin-echo 13C spectrum with 1H decoupling

12716
126.11
126.08
125,53
125.46
125.41
125.39
125.24
125.17
125.16
78.36
78.01
7135
77.10
76.84
4197
40.90
4051
40.09
36.67
36.43
32.01
3187
2297
2292
2153
2148

DD O T =0 QDI =
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SHIJIJIIIISISIS
PERCRA R RS R R R R R A )

13687
133.65
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> 83
5 0 ©
]
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144.18
144.07
14331
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=S Current Data Parameters
USER

B8
caherber
NAME CAH--212
EXPNO 3
PROCNO 1

F2 - Acquisition Parameters

Date_ 20210508

Time 1028

INSTRUM Cryo500

PROBHD 5mm CPTCI 1H-

PULPROG SmechopgSngZ prd
D

SOLVENT CDCB
NS 144
DS 16
SWH 30303.031 Hz
FIDRES 0.462388 Hz
AQ 1.0813940 sec
RG 2896.3

N H T [ bw 16.500 usec
DE 6.00 usec
TE 298.0K
D1 0.25000000 sec
d11 0.03000000 sec
D16 0.00020000 sec
d17 0.00019600 sec
MCREST  0.00000000 sec
MCWRK 0.01500000 sec
P2 37.70 usec
= Cl
NUC1 13C
P1 18.85 usec
P12 2000.00 usec
P20 500.00 usec
PLO 120.00dB
PL1 -1.00dB
SFO1L 125.7942548 MHz
SP2 155dB
SP4 155dB

SPNAM2  Crp60comp.4
SPNAM4 Crp60,0.5,20.1
SPOFF2 0.00 Hz
SPOFF4 0.00 Hz

1H
100.00 usec
1.60dB
22.00dB
500.2225011 MHz
GRADIENT CHANNEL =====
GPNAM1L SINE.100
GPNAM2 SINE.100
GPX1 0.00%
GPX2 0.00 %
GPYL 0.00%
GPY2 0.00%
GPZ1 30.00 %
GPZ2 50.00 %
p15 500.00 usec
p16 1000.00 usec
F2 - Processing parameters
S| 65536
SF 125.7804190 MHz
Wow no
SSB 0
LB 0.00 Hz
GB 0
PC 2.00
1D NMR plot parameters
CX 22.80cm
CY 15.65 cm
F1P 230.637 ppm
F1 29009.68 Hz
F2p -10.287 ppm
F2 -1293.96 Hz
PPMCM 10.56688 ppmicm
HZCM 1329.10706 Hz/em
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1H spectrum
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Current Data Parameters
caherber
NAME  CAH-I-233-Crude
EXPNO
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210604
Time 16.44
INSTRUM drx400
PROBHD 5 mm QNP HIFIP
PULPROG 2930
0 65536
SOLVENT CDCI3
NS 8
DS 2
PhTMS SWH 6410.256 Hz
FIDRES 0.097813 Hz
AQ 5.1118579 sec
RG 718
bW 78.000 usec
DE 4.50 usec
TE 298.0K
0.10000000 sec

MCREST  0.00000000 sec
MCWRK 0.01500000 sec

P1 12.00 usec
PL1 -1.60 dB
SFO1 400.1328009 MHz
F2 - Processing parameters

S|

SF 400.1300427 MHz
wbw no

SSB 0

LB 0.00 Hz
GB 0

PC 2.00

1D NMR plot parameters

CX 22.80cm
cY 15.00 cm
F1P 9.000 ppm
F1 3601.17 Hz
FoP -1.117 ppm
F2 -446.91 Hz
PPMCM 0.44372 ppm/cm
HZCM 177.54726 Hzlem

Integral
04119
0.1290
~11.0015
0.2391
3.2000




1H spectrum

-

6.00 usec
298.0K
0.10000000 sec

000000000 sec
n
0.00 Hz

1114
63
62.400 usec
1.00
22.80cm
15.00 cm
9.000 ppm
4501.98 Hz
-1.072 ppm
-536.14 Hz

Cy0500
65536

500.2200313 MHz
0.44175 ppm/cm

20210708

8012.820 Hz

0.098043 Hz
5.0998774 sec
220.97008 Hzlem

caherber
0.01500000 sec

500.2235015 MHz

Current Data Parameters

F2 - Acquisition Parameters

PROBHD 5mm CPTCI 1H-
PULPROG

F2 - Processing parameters

1D NMR plot parameters
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Z-restored spin-echo 13C spectrum with 1H decoupling
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NAME  CAH-I-246-full
EXPNO
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210708
Time 1123
INSTRUM Cryo500
PROBHD 5mm CPTCI 1H-
PULPROG SpinEchopg30gp2.prd
D 65536
SOLVENT CDCB3
NS 448
DS 16
SWH 30303.031 Hz
FIDRES 0.462388 Hz
AQ 1.0813940 sec
RG 14596.5
bw 16.500 usec
DE 6.00 usec

N H T E TE 298.0K

D1 0.25000000 sec
d11 0.03000000 sec
D16 0.00020000 sec
d17 0.00019600 sec
MCREST  0.00000000 sec
MCWRK 0.01500000 sec
P2 37.70 usec
NUC1 13C
P1 18.85 usec
P12 2000.00 usec
P20 500.00 usec
PLO 120.00dB
PL1 -1.00dB
SFO1L 125.7942548 MHz
SP2 155dB
SP4 155dB
SPNAM2  Crp60comp.4

SPNAM4 Crp60,0.5,20.1
SPOFF2
SPOFF4

1H
100.00 usec
1.60dB
22.00dB
500.2225011 MHz
GRADIENT CHANNEL =====
GPNAM1L SINE.100
GPNAM2 SINE.100
GPX1 0.00%
GPX2 0.00 %
GPYL 0.00%
GPY2 0.00%
GPZ1 30.00 %
GPZ2 50.00 %
p15 500.00 usec
p16 1000.00 usec
F2 - Processing parameters
Sl 65536
SF 125.7804190 MHz
WDw no
SSB 0
LB 0.00 Hz
GB 0
PC 2.00
1D NMR plot parameters
CX 22.80cm
CY 15.65 cm
F1P 230.637 ppm
F1 29009.68 Hz
F2p -10.287 ppm
F2 -1293.96 Hz
PPMCM 10.56688 ppm/cm
HZCM 1329.10706 Hz/em

ppm

0.00 Hz
0.00 Hz




1H spectrum
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caherber
NAME  CAH-I-285-fll-600
4
1

Current Data Parameters

USER

20210920

PROBHD 5 mm CPBBO BB-

F2 - Acquisition Parameters
PULPROG

Date_
Time
INSTRUM

9615.385 Hz
0.098042 Hz
5.0998979 sec
10
52.000 usec

14.23 usec
298.0K
0.10000000 sec

1
65536
600.1300407 MHz

F2 - Processing parameters

SI

no

0
0.00 Hz

0

1.00

SF
WDW
SSB
LB
GB
PC

22.80cm
15.00cm
9,000 ppm
5401.17 Hz
-1.079 ppm
-647.47 Hz
0.44206 ppm/cm
265.29141 Hzlcm

1D NMR plot parameters
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Current Data Parameters
USER caherber
NAME  CAH-I-285-fll-600
EXPNO
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210920
Time 11.09
INSTRUM av6o0
PROBHD 5 mm CPBBO BB-
PULPROG 29dc30
D 65536

HHT [ SOLVENT [@h]ek]

NS 307
DS 4
SWH 36231.883 Hz
FIDRES 0.552855 Hz
AQ 0.9044468 sec
RG 2050
bw 13.800 usec
DE 19.63 usec
TE 298.1K
D1 0.40000001 sec
D11 0.03000000 sec
TDO 1
SFO1 150.9194080 MHz
NUC1 13C
P1 10.10 usec
F2 - Processing parameters
S| 65536
SF 150.9027986 MHz
WDW no
SSB 0
LB 0.00 Hz
GB 0
PC 1.00
1D NMR plot parameters
CX 22.80cm
cY 15.00 cm
F1P 230,117 ppm
F1 34725.34 Hz
F2P -9.984 ppm
F2 -1506.54 Hz
PPMCM 10.53074 ppm/cm
HZCM 1589.11780 Hz/cm

! [ |

ppm 150 100



1H spectrum

13
s
=

9.2295
8.0185
7.9064
7.8899
7.8653
7.8490
75120
5097
4977
4956
4815
4792
4383
4363
4222
4080
4061
3600
24419
2.0429
15439
1.2581

Current Data Parameters
USER

khewittl
T E NAME  KAH-I-153-Z-2
EXPNO 1
PROCNO 1
E F2 - Acquisition Parameters
Date_ 20181110
H Time 17.24
INSTRUM ryo500
PROBHD 5mm CPTCI 1H-
PULPROG 2930
D 48074
2 8 SOLVENT CDCI3T
NS 8
DS 2
SWH 8012.820 Hz
FIDRES 0.166677 Hz
A 2.9998677 sec
RG 101
bW 62.400 usec
DE 6.00 usec
TE 298.0K
0.10000000 sec
MCREST  0.00000000 sec
MCWRK 0.01500000 sec

P1 7.50 usec
PLL 1.60 dB
SFO1 500.2235015 MHz
F2 - Processing parameters

N

SF 500.2200329 MHz
wbw no
SSB 0

LB 0.00 Hz
GB 0

PC 1.00

1D NMR plot parameters

CX 22.80cm

cY 15,00 cm

F1P 11.000 ppm

F1 5502.42 Hz

FoP -0.500 ppm

F2 -250.11 Hz

PPMCM 0.50439 ppm/cm

HZCM 252.30397 Hzlem
- J t) . 1 | i

Integral
10000
08502

73—
8520
9027
16479
Jz7mr




Z-restored spin-echo 13C spectrum with 1H decoupling

e 3 RE5H8IIFNEIABA 995 ]
=% 3 ITBBEBIIIELER] NI = Current Data Parameters
S iR R
USER hewittl
NAME  KAH-I-153-Z
EXPNO
PROCNO 1
F2 - Acquisition Parameters
Date_ 20181110
Time 17.26
INSTRUM Cryo500
PROBHD 5mm CPTCI 1H-
PULPROG SpinEchopg30gp2.prd
D 65536
SOLVENT CDCR3
NS 154
DS 16
SWH 30303.031 Hz
FIDRES 0.462388 Hz
AQ 1.0813940 sec
RG 13004
bw 16.500 usec
TE DE 6.00 usec
TE 298.0K
D1 0.25000000 sec
d11 0.03000000 sec
S D16 000020000 sec
d17 0.00019600 sec
H MCREST  0.00000000 sec
JI MCWRK 0.01500000 sec
P2 33.10 usec
= Cl
NUC1 13C
2 8 P1 16.55 usec
P12 2000.00 usec
P20 500.00 usec
PLO 120.00dB
PL1 -1.00dB
SFO1L 125.7942548 MHz
SP2 2.70dB
SP4 2.70dB

SPNAM2  Crp60comp.4
SPNAM4 Crp60,0.5,20.1
SPOFF2 0.00 Hz
SPOFF4 0.00 Hz

1H
100.00 usec
1.60dB

2354 dB
500.2225011 MHz

GRADIENT CHANNEL =====
GPNAM1L SINE.100
GPNAM2 SINE.100
GPX1 0.00%
GPX2 0.00 %
GPYL 0.00%
GPY2 0.00%
GPZ1 30.00 %
GPZ2 50.00 %
p15 500.00 usec
p16 1000.00 usec
F2 - Processing parameters
S| 65536
SF 125.7804071 MHz
WDw no
SSB 0
LB 0.00 Hz
GB 0
PC 150
1D NMR plot parameters
CX 22.80cm
CY 15.65 cm
F1P 230.460 ppm
F1 28987.37 Hz
F2p -10.460 ppm
F2 -1315.66 Hz
PPMCM 10.56667 ppm/cm
HZCM 1329.08020 Hz/em

\
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1H spectrum

13
s
=

9.17610
34074
04963
04568
02805
02432
96508
94274
93692
91604
89821
89123
87624
64279
63976
62257
61950
59825
59555
57823
36982
34977
25897

154018

0.00035

YY)
— 24330

Current Data Parameters
USER khewittl
NAME CAH-I-219
EXPNO

NT S PROCNO 1

F2 - Acquisition Parameters
Date_ 2021

0506
Time 9.54
INSTRUM drx400
H PROBHD 5 mm QNP HIFIP
PULPROG 2930
1) 65536
SOLVENT cDCB
NS 8
DS 2
29 SWH 6410.256 Hz
FIDRES 0.097813 Hz
AQ 5.1118579 sec
RG 11494
bW 78.000 usec
DE 4.50 usec
TE 298.0K
0.10000000 sec
MCREST  0.00000000 sec
MCWRK 0.01500000 sec

P1 12.00 usec
PLL -1.60 dB
SFO1 400.1328009 MHz
F2 - Processing parameters

N

SF 400.1300220 MHz
wbw no

SSB 0

LB 0.00 Hz
GB 0

PC 2.00

1D NMR plot parameters

CX 22.80cm
cY 15,00 cm
F1P 11.000 ppm
F1 4401.43 Hz
FoP -0.500 ppm
F2 -200.07 Hz
PPMCM 0.50439 ppm/cm
HzCM 201.81998 Hzlem
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1H spectrum

13
s
=

1475
0604
54314
5.4164
5.2923
0.0713
-0.0000

54017

Current Data Parameters
USER khewittl
TE M.B NAME KAH-I-172-Z
S o~ EXPNO 1
N PROCNO 1

F2 - Acquisition Parameters
Dat 2018:

_ 1107
S Time 2108
INSTRUM €ryo500
PROBHD 5mm CPTC| 1H-
PULPROG 2930
I 48074
SOLVENT [ehlelky)
NS 8
DS 2
1 SWH 8012.820 Hz
FIDRES 0.166677 Hz
AQ 2.9998677 sec
RG 9
bW 62.400 usec
DE 6.00 usec
TE 298.0K
0.10000000 sec

MCREST  0.00000000 sec
MCWRK 0.01500000 sec

P1 7.50 usec
PL1 1.60 dB
SFO1 500.2235015 MHz
F2 - Processing parameters

S|

SF 500.2200355 MHz
wbw no

SSB 0

LB 0.00 Hz
GB 0

PC 1.00

1D NMR plot parameters

CX 22.80cm
cY 15.00 cm
F1P 9.000 ppm
F1 4501.98 Hz
FoP -0.500 ppm
F2 -250.11 Hz
PPMCM 0.41667 ppm/cm
HZCM 208.42502 Hzlem
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Z-restored spin-echo 13C spectrum with 1H decoupling

OO HNOROROND O D —oo ~ e © .
£ SS3enaR8BIneneSH 98 5 =3 8 2
g LLTBBHIRIREII]ECY ININEES s se < 5] Current Data Parameters
USER khewittl
NAME KAH-I-172-Z
EXPNO
PROCNO 1
F2 - Acquisition Parameters
Date_ 20181107
Time 2112
INSTRUM Cryo500
PROBHD 5mm CPTCI 1H-
PULPROG SpinEchopg30gp2.prd
D 65536
SOLVENT CDCR3
NS 196
DS 16
SWH 30303.031 Hz
FIDRES 0.462388 Hz
AQ 1.0813940 sec
RG 2896.3
bw 16.500 usec
T 5 M e DE 6.00 usec
o, - TE 298.0K
N D1 0.25000000 sec
d11 0.03000000 sec
D16 0.00020000 sec
d17 0.00019600 sec
MCREST  0.00000000 sec
S MCWRK 0.01500000 sec
P2 33.10 usec
= Cl
NUC1 13C
P1 16.55 usec
P12 2000.00 usec
P20 500.00 usec
PLO 120.00dB
1 PL1 -1.00dB
SFO1L 125.7942548 MHz
SP2 2.70dB
SP4 2.70dB

SPNAM2  Crp60comp.4
SPNAM4 Crp60,0.5,20.1
SPOFF2 0.00 Hz
SPOFF4 0.00 Hz

1H
100.00 usec
1.60dB

2354 dB
5002225011 MHz

GRADIENT CHANNEL =====
GPNAM1L SINE.100
GPNAM2 SINE.100
GPX1 0.00%
GPX2 0.00 %
GPYL 0.00%
GPY2 0.00%
GPZ1 30.00 %
GPZ2 50.00 %
p15 500.00 usec
p16 1000.00 usec
F2 - Processing parameters
Sl 65536
SF 1257804080 MHz
WDw no
SSB 0
LB 0.00 Hz
GB 0
PC 250
1D NMR plot parameters
CX 22.80cm
CY 15.65 cm
F1P 230.637 ppm
F1 29009.68 Hz
F2p -10.287 ppm
F2 -1293.96 Hz
PPMCM 10.56688 ppm/cm
HZCM 1329.10693 Hz/em

\
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1H spectrum

8
2

8012.820 Hz
0.166677 Hz

2.9998677 sec
5

62.400 usec
0

0.00 Hz
0

6.00 usec
298.0K
0.10000000 sec
no

000000000 sec
9.000 ppm

18.13
€ryo500
2930
48074
CDCT
65536
1.00
22.80cm
15.00 cm
4501.98 Hz
-0.500 ppm
-250.11 Hz

500.2200000 MHz

0.41667 ppm/cm

khewittl
20210809
208.42500 Hzlem

AM-I-046-Z
0.01500000 sec

500.2235015 MHz

F2 - Processing parameters
1D NMR plot parameters

Sl
SF
SSB
LB
GB
PC

wow

F2 - Acquisition Parameters
PROBHD 5mm CPTCI 1H-

PULPROG

Current Data Parameters
D

USER

INSTRUM
SOLVENT

Date
Time

Ge5L00

1

929560
210460
069927
860827
0vv6eT
08TEET
1£189°T
6997
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200021
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9965
708197
916897
812027
088127
0leelT
0L€6LT
WiELT
£605L'7

J
|

SovLe

e

—: A
0906'T

SN

TeEYSe——uo
velsse——

6YLSEY

8BTS
L ——
sees—

00007

——

o

4
LQH

C198T°L
91002,
Svove'L
90452°L

Ve60L L ——— TN
0852 L— = . £628S [~

0076'L L
wdd esbau

ppm



Z-restored spin-echo 13C spectrum with 1H decoupling

£ BOBRBORSSINIBLLRSEBRIITIILIIER 95 T IHRILH B8R

g BH OBV QN PP H 659090900 I I I I I <O O S S O ~r~o P= < OYDPBD o Current Data Parameters

= i c i R RS RS IS SRS S R R R R R R R R ~r~~ @ o PONNNN N USER Khewittl
NAME AM--046-Z
EXPNO 2
PROCNO 1

10809
Time 18.16
INSTRUM Cryo500
PROBHD 5mm CPTCI 1H-
PULPROG SmechopgSngZ prd
D

F2 - Acquisition Parameters
Date_ 202

SOLVENT CDCB

NS 152

DS 16
SWH 30303.031 Hz
FIDRES 0.462388 Hz
AQ 1.0813940 sec
RG 7298.2

bw 16.500 usec
DE 6.00 usec
TE 298.0K

D1 0.25000000 sec
d11 0.03000000 sec
D16 0.00020000 sec
d17 0.00019600 sec
MCREST  0.00000000 sec
MCWRK 0.01500000 sec
P2 37.70 usec
= Cl

NUC1 13C

P1 18.85 usec
P12 2000.00 usec
P20 500.00 usec
PLO 120.00dB
PL1 -1.00dB
SFO1L 125.7942548 MHz
SP2 155dB
SP4 155dB

SPNAM2  Crp60comp.4
SPNAM4 Crp60,0.5,20.1
SPOFF2 0.00 Hz
SPOFF4 0.00 Hz

1H
100.00 usec
1.60dB
22.00dB
500.2225011 MHz
GRADIENT CHANNEL =====
GPNAM1L SINE.100
GPNAM2 SINE.100
GPX1 0.00%
GPX2 0.00 %
GPYL 0.00%
GPY2 0.00%
GPZ1 30.00 %
GPZ2 50.00 %
p15 500.00 usec
p16 1000.00 usec
F2 - Processing parameters
S| 65536
SF 1257804099 MHz
WDw no
SSB 0
LB 0.00 Hz
GB 0
PC 2.00
1D NMR plot parameters
CX 22.80cm
CY 15.65 cm
F1P 230.637 ppm
F1 29009.68 Hz
F2p -10.287 ppm
F2 -1293.96 Hz
PPMCM 10.56688 ppm/cm
HZCM 1329.10693 Hz/em

\
ppm 200 150 100 50 0



1H spectrum
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Current Data Parameters

ER khewittl
NAME ~ ACM-I-120-benzCH
EXPNO

PROCNO 1

F2 - Acquisition Parameters

Date_ 20191112
Time 9.06
INSTRUM gn500
PROBHD 5 mm broadband
PULPROG 2930

D 81728
SOLVENT CDCI3T

NS 10

DS 2
SWH 8012.820 Hz
FIDRES 0.098043 Hz
AQ 5.0998774 sec
RG 181
bW 62.400 usec
DE 6.00 usec
TE 298.0K

D 0.10000000 sec
MCREST  0.00000000 sec
MCWRK 0.01500000 sec

P1 12.00 usec
PLL -5.00dB
SFO1 498.8534919 MHz
F2 - Processing parameters

N

SF 498.8500296 MHz
wbw EM
SSB 0

LB 0.30 Hz
GB 0

PC 1.00

1D NMR plot parameters

CX 22.80cm
cY 15.00 cm
F1P 9.000 ppm
F1 4489.65 Hz
FoP -0.500 ppm
F2 -249.42 Hz
PPMCM 0.41667 ppm/cm
HZCM 207.85419 Hzlem

Integral
1154
3.3404
22878
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13C spectrum with 1H decoupling
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Current Data Parameters

USER khewittl
NAME  ACM-I-120-benzCH
EXPNO
PROCNO 1
F2 - Acquisition Parameters
Date_ 20191112
Time 07
INSTRUM gn500
PROBHD 5 mm broadband
PULPROG 2gdc30
D 65536
SOLVENT CDCI3
NS 544
DS 4
SWH 30303.031 Hz
FIDRES 0.462388 Hz
AQ 1.0813940 sec
RG
bW 16.500 usec
DE 4.50 usec
TE 298.0K
D1 0.25000000 sec
di1 0.03000000 sec
MCREST  0.00000000 sec
MCWRK 0.01500000 sec
CHANNEL f1 = =
13C
10.00 usec
-6.00 dB
125.4497300 MHz

= CHANNEL f2 =

CPDPRG2 waltz16
NUC2 1H
PCPD2 80.00 usec
PL2 -5.00 dB
PL12 1320 dB
SFO2 498.8524943 MHz
F2 - Processing parameters

N

SF 125.4359203 MHz
wbw EM
SSB 0

LB 1.00 Hz
GB 0

PC 2.00

1D NMR plot parameters

CX 22.80cm
cy 15.65 cm
F1P 160.000 ppm
F1 20069.75 Hz
F2P -10.000 ppm
F2 -1254.36 Hz
PPMCM 7.45614 ppm/cm
HzCM 935.26788 Hz/cm

ppm 140
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60 40



1H spectrum

£
=8
=4

Integral

oo
SR
XSS
[
e
roprsy

N
S
=3
I3
o
ryrs)

CH,Cl,

R

T 346335

9154

4.3844
—{2.3535

0.00058

Current Data Parameters

ER khewittl
NAME ~ ACM-I-120nap-CH
EXPNO

PROCNO 1

F2 - Acquisition Parameters

Date_ 20191112
Time 9.24
INSTRUM ryo500
PROBHD 5mm CPTCI 1H-
PULPROG 2930

1 81728
SOLVENT CDCI3T

NS 10

DS 2
SWH 8012.820 Hz
FIDRES 0.098043 Hz
AQ 5.0998774 sec
RG 5
bW 62.400 usec
DE 6.00 usec
TE 298.2K

D 0.10000000 sec
MCREST  0.00000000 sec
MCWRK 0.01500000 sec

P1 7.50 usec
PLL 1.60 dB
SFO1 500.2235015 MHz
F2 - Processing parameters

N

SF 500.2200411 MHz
wbw EM
SSB 0

LB 0.30 Hz
GB 0

PC 1.00

1D NMR plot parameters

CX 22.80cm
cY 15.00 cm
F1P 9.000 ppm
F1 4501.98 Hz
FoP -0.500 ppm
F2 -250.11 Hz
PPMCM 0.41667 ppm/cm
HZCM 208.42502 Hzlem



Z-restored spin-echo 13C spectrum with 1H decoupling

c 2 YRNREINNCIRRERT 3935 2 2 =T 5535 B

& 8 RESRINSNERRYHEY N 5 8 38R "KK8 A et et Parameter
NAME  ACM-I-120nap-CH
EXPNO
PROCNO 1

F2 - Acquisition Parameters

Date_ 20191112

Time 37

INSTRUM Cryo500

PROBHD 5mm CPTCI 1H-

PULPROG SpinEchopg30gp2.prd
D 65536

T
SOLVENT CDCB3

NS 504

DS 16
SWH 30303.031 Hz
FIDRES 0.462388 Hz
AQ 1.0813940 sec
RG 3251

bw 16.500 usec
DE 6.00 usec
TE 2982K
D1 0.25000000 sec
d11 0.03000000 sec
D16 0.00020000 sec
d17 0.00019600 sec
MCREST  0.00000000 sec
MCWRK 0.01500000 sec
P2 33.10 usec
= Cl

NUC1 13C

P1 16.55 usec
P12 2000.00 usec
P20 500.00 usec
PLO 120.00dB
PL1 -1.00dB
SFO1L 125.7942548 MHz
SP2 2.70dB
SP4 2.70dB

SPNAM2  Crp6Ocomp.4
SPNAM4  Crp60,0.5,20.1

SPOFF2 0.00Hz
SPOFF4 0.00Hz

1H
100.00 usec
1.60dB
2354dB
500.2225011 MHz
GRADIENT CHANNEL =====
GPNAM1L SINE.100
GPNAM2 SINE.100
GPX1 0.00%
GPX2 0.00 %
GPYL 0.00%
GPY2 0.00%
GPZ1 30.00 %
GPZ2 50.00 %
p15 500.00 usec
p16 1000.00 usec
F2 - Processing parameters
S| 65536
SF 125.7804136 MHz
WDw EM
SSB 0
LB 1.00 Hz
GB 0
PC 2.00
1D NMR plot parameters
CX 22.80cm
CY 15.65 cm
F1P 160.000 ppm
F1 20124.87 Hz
F2p -10.000 ppm
F2 -1257.80 Hz
PPMCM 7.45614 ppm/cm
HZCM 937.83643 Hzlem

ppm 140 120 100 80 60 40 20 0



1H spectrum
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4.33097
3.82086
98111
97520
94676
94107
88823
85408
2.40683
2.15574
158270
1.25693
0.00010

233259

2.45793
2.44064

43679
__——385818

Current Data Parameters
USER

khewittl
NAME KAH-I-291-Z
EXPNO
PROCNO 1

F2 - Acquisition Parameters
a

ph Date_ 20190302
Time 14.24

INSTRUM ryo500
PROBHD 5mm CPTCI 1H-
PULPROG 2930

D 48074
SOLVENT CDCI3T

NS 8

DS 2
SWH 8012.820 Hz
FIDRES 0.166677 Hz
AQ 2.9998677 sec
RG 63

bW 62.400 usec
DE 6.00 usec
TE 298.0K

D 0.10000000 sec
MCREST  0.00000000 sec
MCWRK 0.01500000 sec

P1 7.50 usec
PLL 1.60 dB
SFO1 500.2235015 MHz
F2 - Processing parameters

N

SF 500.2200426 MHz
wbw no

SSB 0

LB 0.00 Hz
GB 0

PC 1.00

1D NMR plot parameters

CX 22.80cm
cY 15.00 cm
F1P 9.000 ppm
F1 4501.98 Hz
FoP -0.500 ppm
F2 -250.11 Hz
PPMCM 0.41667 ppm/cm
HZCM 208.42502 Hzlem
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Z-restored spin-echo 13C spectrum with 1H decoupling

RO NSO g e LN
£ DITRNRVOLERINATODHOND I85 8 B 5 5
= LISBBLBIZIFLIIZING ININEES = =] = 5] Current Data Parameters
3338833999989 9899d
USER khewittl
NAME KAH-I-291-Z
EXPNO
PROCNO 1

F2 - Acquisition Parameters

Date_ 20190302

Time 1439

INSTRUM Cryo500

PROBHD 5mm CPTCI 1H-

PULPROG SpinEchopg30gp2.prd
D 65536

T
SOLVENT CDCB3

NS 216

DS 16
SWH 30303.031 Hz
FIDRES 0.462388 Hz
AQ 1.0813940 sec
RG 13004

bw 16.500 usec
DE 6.00 usec
TE 298.0K

D1 0.25000000 sec
d11 0.03000000 sec
D16 0.00020000 sec
d17 0.00019600 sec
MCREST  0.00000000 sec
MCWRK 0.01500000 sec
P2 33.10 usec
= Cl

NUC1 13C

P1 16.55 usec
P12 2000.00 usec
P20 500.00 usec
PLO 120.00dB
PL1 -1.00dB
SFO1L 125.7942548 MHz
SP2 2.70dB
SP4 2.70dB

SPNAM2  Crp6Ocomp.4
SPNAM4  Crp60,0.5,20.1

SPOFF2 0.00Hz
SPOFF4 0.00Hz

1H
100.00 usec
1.60dB
2354dB
500.2225011 MHz
GRADIENT CHANNEL =====
GPNAM1L SINE.100
GPNAM2 SINE.100
GPX1 0.00%
GPX2 0.00 %
GPYL 0.00%
GPY2 0.00%
GPZ1 30.00 %
GPZ2 50.00 %
p15 500.00 usec
p16 1000.00 usec
F2 - Processing parameters
S| 65536
SF 125.7804136 MHz
WDw no
SSB 0
LB 0.00 Hz
GB 0
PC 2.00
1D NMR plot parameters
CX 22.80cm
CY 15.65 cm
F1P 230.637 ppm
F1 29009.68 Hz
F2p -10.287 ppm
F2 -1293.96 Hz
PPMCM 10.56688 ppmicm
HZCM 1329.10693 Hz/em

\
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Current Data Parameters

USER khewittl

NAME KAH--291-Z

EXPNO 4

PROCNO 1

F2 - Acquisition Parameters

gcosy60 Date_ 20190302

Time 14.26

INSTRUM cryo500

PROBHD 5mm CPTCI 1H-
PULPROG  cosygp60.prd
1) 2048

SOLVENT CDCI3
U M Il /JLL_/J — | NS 1
- DS 16
= SWH 8012.820 Hz
C FIDRES 3.912510 Hz
E AQ 0.1278452 sec
.° 50 RG 114
L DW 62.400 usec
r DE 6.00 usec
C TE 298.0K
H do 0.00000300 sec
C D1 1.00000000 sec
4 E d13 0.00000300 sec
r D16 0.00020000 sec
. E INO 0.00012480 sec
Vd C
K4 C ======== CHANNEL f] ========
4 - NUC1 1H
C P1 7.50 usec
= PL1 1.60 dB
=2 SFOL 5002235015 MHz
“ ® C ====== GRADIENT CHANNEL =====
p C GPNAML sine.100
e - GPNAM2 sine.100
. C GPX1 0.00 %
E 3 H GPX2 0.00 %
¢ @ & 0 » C GPY1 0.00 %
’ L GPY2 0.00 %
r GPZ1 17.00 %
E GPZ2 17.00 %
- P16 1000.00 usec
= ) 0 o o + 4 F1 - Acquisition parameters
O NDO 1
- D 512
= O o @ C SFO1 500.2235 MHz
j L FIDRES 15.650040 Hz
r Sw 16.018 ppm
) C FnMODE QF
/' |-
e C F2 - Processing parameters
- S| 1024
C SF 500.2200426 MHz
L WDW SINE
. C SSB 0
o o P C LB 0.00 Hz
- - - B GB 0
° ® f6 PC 1.00
C F1 - Processing parameters
L Sl
C MC2 QF
C SF 500.2200426 MHz
r WDW SINE
- C SSB 0
° - LB 0.00 Hz
C GB 0
C 2D NMR plot parameters
L CX2 15.00cm
r 8 CX1 15.00 cm
. C F2PLO 9.011 ppm
- F2Lo 4507.45 Hz
C F2PHI -0.500 ppm
= F2HI -250.16 Hz
C F1PLO 9.011 ppm
L F1LO 4507.45 Hz
E ppm F1PHI -0.500 ppm
B FIHI -250.16 Hz
\\\\\\\\\\‘\\\\\\\\\\\\\\\\\\\‘\\\\\\\\\\\\\\\\\\\‘\\\\\\\\\\\\\\\\\\\‘\\\\\\\\\\\\\\\\\\\‘\\\\\ FZPPMCM 063407me/0m
F2HZCM 317.17413 Hzlem
ppm 8 6 4 2 0 FIPPMCM 0.63407 ppm/cm

FIHZCM 317.17413 Hzlem



1H spectrum
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Current Data Parameters
USER khewittl
NAME KAH-I-214-Z
EXPNO 1
Ts PROCNO 1
F2 - Acquisition Parameters
X Date_ 20181204
l Time 11.04
3 Ph INSTRUM c1yo500
CH2C]2 PROBHD 5 mm CPTCI 1H-
PULPROG 2930
D 48074
2 4 SOLVENT CDCI3T
NS 8
DS 2
SWH 8012.820 Hz
FIDRES 0.166677 Hz
A 2.9998677 sec
RG 71
bW 62.400 usec
DE 6.00 usec
TE 298.0K
D: 0.10000000 sec
MCREST  0.00000000 sec
MCWRK 0.01500000 sec
P1 7.50 usec
PL1 1.60dB
SFO1 500.2235015 MHz
F2 - Processing parameters
N
SF 500.2200349 MHz
wbw no
SSB 0
LB 0.00 Hz
GB 0
PC 1.00
1D NMR plot parameters
CX 22.80cm
cY 15.00 cm
F1P 9.000 ppm
F1 4501.98 Hz
FoP -0.500 ppm
F2 -250.11 Hz
PPMCM 0.41667 ppm/cm
HZCM 208.42502 Hzlem
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Current Data Parameters .

USER khewittl
NAME ~ KAH--214-Z-C
EXPNO

PROCNO 1
F2 - Acquisition Parameters
Date_ 20210714
Time 1113
INSTRUM av600
PROBHD 5mm CPBBO BB-
PULPROG 29dc30
D 65536
SOLVENT CDCI3T
NS 1024
DS 4
SWH 36231.883 Hz
FIDRES 0.552855 Hz
AQ 0.9044468 sec
RG 2050
bW 13.800 usec
DE 19.63 usec
TE 298.0K
D1 0.40000001 sec
D11 0.03000000 sec
TDO 1

= CHANNEL f1 =
SFO1 150.9194080 MHz
NUCL 13C
P1 10.10 usec
F2 - Processing parameters
N 65536
SF 150.9027936 MHz
WDW no
SSB 0
LB 0.00 Hz
GB 0
PC 0.10
1D NMR plot parameters
CX 22.80cm
CY 15.00cm
F1P 230.150 ppm
F1 34730.32 Hz
F2P -9.951 ppm
F2 -1501.56 Hz
PPMCM 10.53074 ppm/cm
HZCM 1589.11768 Hzlem
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gcosy60

TS Current Data Parameters
USER khewittl
" NAME KAH-1-214-Z
. A EXPNO 2
Ph PROCNO 1
|II F2 - Acquisition Parameters
Date_ 20181204
24 Time 1106
INSTRUM cryo500
PROBHD 5mm CPTCI 1H-
PULPROG  cosygp60.prd
D 2048
SOLVENT CDCI3
n A NS 1

- DS 16
+ SWH 8012.820 Hz
C FIDRES 3.912510 Hz
- AQ 0.1278452 sec
£ -0 RS 32
L DW 62.400 usec
r DE 6.00 usec
E TE 298.0K
- do 0.00000300 sec
C D1 1.00000000 sec
~ d13 0.00000300 sec
C D16 0.00020000 sec
C INO 0.00012480 sec
C ======== CHANNEL 1 =====:
g 2 @ L NUCL H
© C PL 7.50 usec
. - PL1 1.60dB
o3 ) C @ =2 SFO1 500.2235015 MHz
° |-
[ o 8 r ====== GRADIENT CHANNEL
4 J éd C GPNAM1 sine.100
° ~ GPNAM2 sine.100
C GPX1 0.00 %
+ GPX2 0.00 %
@ ¢ e @ C GPY1 0.00 %
L GPY2 0.00 %
0 o & c GPZ1 17.00%
L GPZ2 17.00%
- P16 1000.00 usec
° + F1 - Acquisition parameters
- . ¢ o < —4 DO 1
- D 512
C SFO1 500.2235 MHz
L FIDRES 15.650040 Hz
r Sw 16.018 ppm
C FnMODE QF
C F2 - Processing parameters
- S| 1024
< C SF 500.2200349 MHz
L wbw SINE
r SSB 0
° ° - > © C (B 000 Hz
- 6 GB 0
L PC 1.00
C F1 - Processing parameters
L S|
F MC2 OF
C SF 500.2200349 MHz
. - wbw SINE
. o r SSB 0
+ LB 0.00 Hz
@0 ° r GB 0
o ’ r 2D NMR plot parameters
0 L CX2 15.00cm
v r 8 CX1 15,00 cm
O F2PLO 9,011 ppm
- F2Lo 4507.33 Hz
r F2PHI -0.500 ppm
- F2HI -250.28 Hz
C F1PLO 9.011 ppm
L F1LO 4507.33 Hz
E ppm F1PHI -0.500 ppm
B F1HI -250.28 Hz
\\\\\\\\\\‘\\\\\\\\\\\\\\\\\\\‘\\\\\\\\\\\\\\\\\\\‘\\\\\\\\\\\\\\\\\\\‘\\\\\\\\\\\\\\\\\\\‘\\\\\ FZPPMCM 063407me/cm
F2HZCM 317.17413 Hzlem
ppm 8 6 4 2 0 F1PPMCM 0.63407 ppm/cm

FIHZCM 317.17413 Hzlem



gnoe

) ) o = B ] =
£ 3L 585 L2 3 LESRIESSBIY 8
g 25 st e S SYBIRASS5SS S Current Data Parameters
== PN 5 ) PNRNEN RN PNPNPRENPNPNPN =] )
USER khewitt1
NAME KAH-1-214-Z
EXPNO
PROCNO 1
F2 - Acquisition Parameters
Date_ 20181204
Time 11.30
INSTRUM Cryo500
PROBHD 5mm CPTCI 1H-
PULPROG  gnoelcc22.prd
D
SOLVENT CDCR3
NS 128
DS 8
SWH 8012.820 Hz
FIDRES 0.122266 Hz
AQ 4.0894966 sec
RG 114
bw 62.400 usec
DE 6.00 usec
TE 298.0K
D1 1.00000000 sec
D8 0.50000000 sec
D16 0.00020000 sec
d21 0.33376500 sec
d22 0.16399699 sec
p2 15.00 usec
= CHANNEL f1 =
1H
i | A o | 7.50 usec
1 [ Al T 22.50 usec
30.00 usec
20.00 usec
40000.00 usec
PL1 1.60 dB
SFO1 500.2228874 MHz
SP9 61.60 dB

SPNAM9  gauss1.512
0.0

SPOFF9 0 Hz

= GRADIENT CHANNEL =

GPNAM1 sine.100
GPNAM2 sine.100
GPNAM3 sine.100
GPNAM4 sine.100
GPX1 0.00 %
GPX2 0.00 %
TS GPX3 0.00%
GPX4 0.00 %
GPY1 0.00 %
GPY2 0.00 %
-l GPY3 0.00 %
wt GPY4 0.00%
F' h GPz1 7.00%
GPZ2 3.00 %
GPZ3 2.30%
GPZ4 -2.30%
2 4 P16 1000.00 usec
F2 - Processing parameters
Sl 65536
SF 500.2200000 MHz
WDW no
SSB 0
LB 0.00 Hz
GB 0
PC 1.00
1D NMR plot parameters
CX 22.80cm
cY 50.00 cm
F1P 9.000 ppm
F1 4501.98 Hz
F2pP -0.500 ppm
F2 -250.11 Hz
PPMCM 0.41667 ppm/cm
HZCM 208.42500 Hz/lem
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1H spectrum
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Current Data Parameters
USER caherber
NAME CAH-I-221
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
Dal 20210525
TEN Time 1117
INSTRUM drx400
PROBHD 5 mm QNP HIFIP
Mn PULPROG 2930
1 65536
SOLVENT cDCB
31 NS 8
DS 2
SWH 6410.256 Hz
FIDRES 0.097813 Hz
AQ 5.1118579 sec
RG 50.8
bW 78.000 usec
DE 4.50 usec
TE 298.0K
0.10000000 sec
MCREST  0.00000000 sec
MCWRK 001500000 sec
P1 12.00 usec
PL1 -1.60 dB
F SFO1 400.1328009 MHz
F2 - Processing parameters
S|
SF 400.1300333 MHz
wbw no
SSB 0
LB 0.00 Hz
GB 0
PC 2.00
1D NMR plot parameters
CX 22.80cm
cY 15.00 cm
F1P 9.000 ppm
F1 3601.17 Hz
FoP -1.093 ppm
F2 -43751 Hz
PPMCM 0.44269 ppm/cm
HZCM 177.13533 Hzlem
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1H spectrum

1

1

0
0.00 Hz

0

6.00 usec
298.0K
0.10000000 sec
no

000000000 sec
9.000 ppm

11.46
€ry0500
65536
1.00
22.80cm
15.00 cm
4501.98 Hz

500.2200327 MHz
0.44187 ppm/cm

caherber
20210707
8012.820 Hz
0.098043 Hz
5.0998774 sec
6.3
62.400 usec
0.01500000 sec
500.2235015 MHz
-1.075 ppm
-537.60 Hz
221.03436 Hzlem

F2 - Acquisition Parameters
PROBHD 5mm CPTCI 1H-

PULPROG
F2 - Processing parameters

Current Data Parameters
1D NMR plot parameters

USER

NAME ~ CAH-1-241-full

EXPNO
PROCNO
Date_
Time
INSTRUM
S|

SF

wbw
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Z-restored spin-echo 13C spectrum with 1H decoupling
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caherber
NAME ~ CAH-I-241-full
EXPNO
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210707
Time 1359
INSTRUM Cryo500
PROBHD 5mm CPTCI 1H-
PULPROG SmechopgSngZ prd
D
SOLVENT CDCB
NS 264
DS 16
SWH 30303.031 Hz
FIDRES 0.462388 Hz
AQ 1.0813940 sec
RG 7298.2
bw 16.500 usec
Tal DE 6.00 usec
TE 298.0K
L D1 0.25000000 sec
N d11 0.03000000 sec
ha D16 000020000 sec
d17 0.00019600 sec
MCREST  0.00000000 sec
E 5 MCWRK 0.01500000 sec
P2 37.70 usec
= Cl
NUC1 13C
P1 18.85 usec
P12 2000.00 usec
P20 500.00 usec
PLO 120.00dB
PL1 -1.00dB
SFO1L 125.7942548 MHz
SP2 155dB
SP4 155dB

SPNAM2  Crp60comp.4
SPNAM4 Crp60,0.5,20.1
SPOFF2 0.00 Hz
SPOFF4 0.00 Hz

1H
100.00 usec
1.60dB
PL12 22.00dB
SFO2 500.2225011 MHz
GRADIENT CHANNEL =====
GPNAM1L SINE.100
GPNAM2 SINE.100
GPX1 0.00%
GPX2 0.00 %
GPYL 0.00%
GPY2 0.00%
GPZ1 30.00 %
GPZ2 50.00 %
p15 500.00 usec
p16 1000.00 usec
F2 - Processing parameters
Sl 65536
SF 125.7804076 MHz
WDw no
SSB 0
LB 0.00 Hz
GB 0
PC 2.00
1D NMR plot parameters
CX 22.80cm
CY 15.65 cm
F1P 230.637 ppm
F1 29009.68 Hz
F2p -10.287 ppm
F2 -1293.96 Hz
PPMCM 10.56688 ppm/cm
HZCM 1329.10693 Hz/em
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Me Current Data Parameters
USER caherber
25 NAME ~ CAH-1-241-full
EXPNO
PROCNO 1
F2 - Acquisition Parameters
gcosy60 Date_ 20210707
Time 11.49
INSTRUM cryo500
PROBHD 5mm CPTCI 1H-
PULPROG  cosygp60.prd
D 2048
SOLVENT CDCI3
Ju . . R . NS 1
DS 16
C SWH 8012.820 Hz
L FIDRES 3.912510 Hz
r AQ 0.1278452 sec
L RG 1437
C DW 62.400 usec
L DE 6.00 usec
_ ° ;0 TE 298.0K
q o - do 0.00000300 sec
C D1 1.00000000 sec
- d13 0.00000300 sec
C D16 0.00020000 sec
- INO 0.00012480 sec
V] C ======== CHANNEL fl ========
C NUC1 1H
0 = P1 9.75 usec
0 ° c PLL 16008
- SFO1 500.2235015 MHz
;2 ====== GRADIENT CHANNEL =====
L GPNAML  SMSQ10.100
* F GPNAM2  SMSQ10.100
- ° C GPX1 0.00%
C GPX2 0.00 %
C GPY1 0.00 %
F GPY2 0.00%
@ E GPZ1 17.00%
C GPz72 17.00%
L P16 1000.00 usec
L F1 - Acquisition parameters
’ C 1
L D 512
= ° / 8 ° S — 4 SFO1 500.2235 MHz
+ FIDRES 15.650040 Hz
C Sw 16.018 ppm
F FnMODE QF
- F2 - Processing parameters
C Sl 1024
- SF 500.2200327 MHz
o © C wbw SINE
- SSB 0
4 . ¢ - ° ° r 1B 000 Hz
r GB 0
£ 6 PC 1.00
C F1 - Processing parameters
C S|
C MC2 QF
C SF 500.2200327 MHz
° L wbw SINE
3 ,49 C SSB 0
4 C LB 0.00 Hz
& 0 r GB 0
o s C 2D NMR plot parameters
y@ 0’ ° C ox2 15.00 cm
C CX1 15.00cm
. -8 F2PLO 9,000 ppm
C F2Lo 4501.98 Hz
u F2PHI -1.075 ppm
C F2HI -537.60 Hz
+ F1PLO 9.000 ppm
C F1LO 4501.98 Hz
F ppm F1PHI -1.075 ppm
F1HI -537.60 Hz
\\\\\\\\\\‘\\\\\\\\\\\\\\\\\\\‘\\\\\\\\\\\\\\\\\\\‘\\\\\\\\\\\\\\\\\\\‘\\\\\\\\\\\\\\\\\\\‘\\\\\\\\\\ FZPPMCM 067165|me/0m
F2HZCM 33597217 Hzlem
ppm 8 6 4 2 0 F1PPMCM 0.67165 ppm/cm

FIHZCM 335.97217 Hzlem
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Jsges] Current Data Parameters
C&Z USER caherber

NAME ~ CAH-I-241-full
EXPNO
PROCNO 1

F2 - Acquisition Parameters
Date_

Ma
20210707

25 Time 1352
INSTRUM Cryo500

PROBHD 5mm CPTCI 1H-

PULPROG  gnoelcc22.prd

D
SOLVENT CDCR3
NS 128
DS 8
SWH 8012.820 Hz
FIDRES 0.122266 Hz
AQ 4.0894966 sec
RG 1016
bw 62.400 usec
DE 6.00 usec
TE 298.0K
D1 1.00000000 sec
D8 0.50000000 sec
D16 0.00020000 sec
d21 0.33375451 sec
d22 0.16399699 sec
p2 19.50 usec
= CHANNEL f1 =
M 1H
| ‘ | ~ " . 975 usec
f A o L) 29.25 usec
39.00 usec
26.00 usec
40000.00 usec
PL1 1.60 dB
SFO1 500.2227742 MHz
SP9 60.00 dB

SPNAM9  gauss1.512
SPOFF9 0.00 Hz
= GRADIENT CHANNEL =:
GPNAM1  SMSQ10.100
GPNAM2 ~ SMSQ10.100
GPNAM3  SMSQ10.100
GPNAM4  SMSQ10.100

GPX1 0.00 %
GPX2 0.00 %
GPX3 0.00 %
GPX4 0.00 %
GPY1 0.00 %
GPY2 0.00 %
GPY3 0.00 %
GPY4 0.00 %
GPZ1 7.00%
GPZ2 3.00 %
GPZ3 2.30%
GPZ4 -2.30%
P16 1000.00 usec
F2 - Processing parameters

Sl 65536

SF 500.2200000 MHz
WDW no
SSB 0

LB 0.00 Hz
GB 0

PC 1.00

1D NMR plot parameters

CX 22.80cm
cY 50.00 cm
F1P 9.000 ppm
F1 4501.98 Hz
F2pP 0.000 ppm
F2 0.00 Hz
PPMCM 0.39474 ppm/cm
HZCM 197.45528 Hzlem

Integral
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1H spectrum
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3.01806
3.00130
2.98471
2.96836
41449
22086
20375
18660
16945

— ')
— 77526
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M Sgré%m Data Parami;ers .
ewitt
= NHTs

NAME KAH-I-102Z
EXPNO
PROCNO 1

34 F2 - Acquisition Parameters
Date_ 20180922
Time 12.03
INSTRUM drx400
PROBHD 5 mm QNP HIFIP
PULPROG 2930
1 38460
SOLVENT CDCRT
NS 8
DS 2
SWH 6410.256 Hz
FIDRES 0.166673 Hz
AQ 29999299 sec
RG 32
bW 78.000 usec
DE 4.50 usec
TE 297.9K
0.10000000 sec

MCREST  0.00000000 sec
MCWRK 0.01500000 sec

P1 12.00 usec
PLL -1.10dB
SFO1 400.1328009 MHz
F2 - Processing parameters

N

SF 400.1300086 MHz
wbw no

SSB 0

LB 0.00 Hz
GB 0

PC 2.00

1D NMR plot parameters

CX 22.80cm
cY 15.00 cm
F1P 9.000 ppm
F1 3601.17 Hz
FoP -0.500 ppm
F2 -200.06 Hz
PPMCM 0.41667 ppm/cm
HZCM 166.72084 Hzlem
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1H spectrum

0

0.00 Hz
0

4.50 usec
298.0K
0.10000000 sec
1H
12.00 usec
-1.60 dB
400.1328009 MHz
no
9.000 ppm
3601.17 Hz

000000000 sec
15.00 cm

18.04
drx400
128
78.000 usec
65536
400.1300245 MHz
2.00
22.80cm
-1.071 ppm
-428.71 Hz

0.44173 ppm/cm

caherber
20210330
6410.256 Hz
0.097813 Hz
5.1118579 sec
176.74925 Hzlem

CAH-I-201
0.01500000 sec

F2 - Processing parameters
1D NMR plot parameters

Sl
SF
SSB
LB
GB
PC

wow

F2 - Acquisition Parameters
PROBHD 5 mm QNP HIFIP

Current Data Parameters
PULPROG
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Z-restored spin-echo 13C spectrum with 1H decoupling
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NAME ~ CAH--202-13C
EXPNO
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210828
Time 14.09
INSTRUM Cryo500
PROBHD 5mm CPTCI 1H-
PULPROG SpinEchopg30gp2.prd
D 65536
SOLVENT CDCB
NS 200
DS 16
SWH 30303.031 Hz
FIDRES 0.462388 Hz
AQ 1.0813940 sec
RG 13004
bw 16.500 usec
DE 6.00 usec
TE 298.0K
D1 0.25000000 sec
d11 0.03000000 sec
Tal D16 000020000 sec
d17 0.00019600 sec
MCREST  0.00000000 sec
"} MCWRK 0.01500000 sec
ot H P2 37.70 usec
= Cl
NUC1 13C
P1 18.85 usec
35 P12 2000.00 usec
P20 500.00 usec
PLO 120.00dB
PL1 -1.00dB
SFO1L 125.7942548 MHz
SP2 155dB
SP4 155dB
SPNAM2 ~ Crp60comp.4
SPNAM4 Crp60,0.5,20.1
SPOFF2 0.00 Hz
SPOFF4 0.00 Hz
1H
100.00 usec
1.60dB
22.00dB
500.2225011 MHz
GRADIENT CHANNEL =====
GPNAM1L SINE.100
GPNAM2 SINE.100
GPX1 0.00%
GPX2 0.00 %
GPYL 0.00%
GPY2 0.00%
GPZ1 30.00 %
GPZ2 50.00 %
p15 500.00 usec
p16 1000.00 usec
F2 - Processing parameters
S| 65536
SF 125.7804190 MHz
WDw no
SSB 0
LB 0.00 Hz
GB 0
PC 2.00
1D NMR plot parameters
CX 22.80cm
CY 15.65 cm
F1P 230.637 ppm
F1 29009.68 Hz
F2p -10.287 ppm
F2 -1293.96 Hz
PPMCM 10.56688 ppmicm
HZCM 1329.10706 Hz/em

\
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1H spectrum
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Z-restored spin-echo 13C spectrum with 1H decoupling

NI IITIIONOND TN ©
£ INSNIAROBWOSIRIONS NS 8838 {9 = 8 LG b=
GRWB NS S PN S P v 222 o 2 3 c 2
=% LVBREIINLLIIIIIRELLRS NI <E=] ] =3 = = Current Data Parameters
ppuchichuhuhs R i et faS S SN N R

USER caherber
NAME  CAH-I-236-full
EXPNO 5
PROCNO 1

F2 - Acquisition Parameters

Date_ 20210616

Time 47

INSTRUM Cryo500

PROBHD 5mm CPTCI 1H-

PULPROG SpinEchopg30gp2.prd
D 65536

12
SOLVENT coch
NS 128
DS 16
SWH 30303031 Hz
FIDRES 0462388 Hz
AQ 10813940 sec
RG 3251
DW 16.500 usec
DE 6.00 usec
15 TE 298.0K
D1 0.25000000 sec
di1 003000000 sec
o D16 000020000 sec
o 0Bn i 000019600 sec
MCREST 000000000 sec
MCWRK 001500000 sec
zﬁ P2 37.70 usec
= c
NUCL 13C
P1 18.85 usec
P12 200000 usec
P20 500,00 usec
PLO 120008
PLL -100 6B
SFOL 1257942548 MHz
SP2 15508
SP4 15508

SPNAM2  Crp60comp.4
SPNAM4 Crp60,0.5,20.1
SPOFF2 0.00 Hz
SPOFF4 0.00 Hz

1H
100.00 usec
1.60dB
22.00dB
500.2225011 MHz
GRADIENT CHANNEL =====
GPNAM1L SINE.100
GPNAM2 SINE.100
GPX1 0.00%
GPX2 0.00 %
GPYL 0.00%
GPY2 0.00%
GPZ1 30.00 %
GPZ2 50.00 %
p15 500.00 usec
p16 1000.00 usec
F2 - Processing parameters
Sl 65536
SF 125.7804190 MHz
WDw no
SSB 0
LB 0.00 Hz
GB 0
PC 2.00
1D NMR plot parameters
CX 22.80cm
15.65 cm
230.637 ppm
29009.68 Hz
-10.287 ppm
-1293.96 Hz
10.56688 ppm/cm
1329.10706 Hz/em
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Current Data Parameters
26 USER caherber
NAME ~ CAH-I-236-full
EXPNO
PROCNO 1

F2 - Acquisition Parameters

gcosy60 Date_ 20210616
Time 8.03

INSTRUM cryo500

PROBHD 5mm CPTCI 1H-

PULPROG  cosygp60.prd

D 204

8
MM vo e
. L NS 1

i DS 16
L SWH 4734.849 Hz
r FIDRES 2.311938 Hz
° ; 0 AQ 0.2163188 sec
r RG 3225
C bW 105.600 usec
- DE 6.00 usec
C TE 298.0K
L do 0.00000300 sec
, r D1 1.00000000 sec
L d13 0.00000300 sec
- D16 0.00020000 sec
j 5 " P 2 V4 C INO 000021120 sec
= ======== CHANNEL f] ========
j 0 " o P r NUC1 1H
Q@ = QO % o 14 - r P1 9.75 usec
;2 PL1 1,60 dB
o ® 4 = SFOL 500.2221588 MHz
— o o ° ¢°’ - ====== GRADIENT CHANNEL =====
s e rd! ] C GPNAM1 ~ SMSQ10.100
) ) o -~ L GPNAM2 ~ SMSQ10.100
j r GPX1 0.00 %
C GPX2 0.00 %
o @ ¥ w® F GPY1 000%
C GPY2 0.00 %
- GPZ1 17.00 %
z Q Q% * C GPZ2 17.00%
% B c oy L P16 1000.00 usec
L F1 - Acquisition parameters
a a s o C 4 NDO 1
= ° (-] C D 512
I N % - SFO1 500.2222 MHz
— C FIDRES 9.247751 Hz
C Sw 9.465 ppm
- FnMODE QF
r F2 - Processing parameters
‘ - ® r S| 1024
- SF 500.2200329 MHz
s 4 - o C wbw SINE
L SSB 0
r LB 0.00 Hz
;6 GB 0
r PC 1.00
L F1 - Processing parameters
C S|
ca o C MC2 OF
r SF 500.2200329 MHz
:5 8 C wbw SINE
- SSB 0
° ﬁ?” . . E LB 000 Hz
833 r GB 0
58 g ° - C 2D NMR plot parameters
¢ o ' F CX2 15.00 cm
. ;8 CX1 15.00 cm
= F2PLO 9,048 ppm
C F2Lo 4526.21 Hz
L F2PHI -0.417 ppm
C F2HI -208.63 Hz
L F1PLO 9.048 ppm
r ppm F1LO 4526.21 Hz
r F1PHI -0.417 ppm
FIHI -208.63 Hz
\\\\\\\\\‘\\\\\\\\\\\\\\\\\\\‘\\\\\\\\\\\\\\\\\\\‘\\\\\\\\\\\\\\\\\\\‘\\\\\\\\\\\\\\\\\\\‘\\\\ FZPPMCM 063104me/0m
F2HZCM 31565659 Hz/cm
ppm 8 6 4 2 0 F1PPMCM 0.63104 ppm/cm

FIHZCM 315.65659 Hz/cm
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ppm

Bn

450954

350500

T 358674

3.10292

0.06333

Current Data Parameters
USER caherber
NAME  CAH-I-236-full
EXPNO

PROCNO 1
F2 - Acquisition Parameters

Date_ 20210616
Time 8.29

INSTRUM Cryo500
PROBHD 5mm CPTCI 1H-
PULPROG  gnoelcc22.prd

D

SOLVENT CDCR3

NS 128

DS 8
SWH 8012.820 Hz
FIDRES 0.122266 Hz
AQ 4.0894966 sec
RG 161.3

bw 62.400 usec
DE 6.00 usec
TE 298.0K
D1 1.00000000 sec
D8 0.50000000 sec
D16 0.00020000 sec
d21 0.33375451 sec
d22 0.16399699 sec
p2 19.50 usec

= CHANNEL f1 =

M N 1H
ok N ™~ A A " 9.75 usec
e " ! " il [ 29.25 usec
\ 39.00 usec
26.00 usec
40000.00 usec
PL1 1.60dB
SFO1 500.2228073 MHz
SP9 60.00 dB
SPNAM9  gauss1.512
SPOFF9 0.00 Hz
= GRADIENT CHANNEL =:
GPNAM1  SMSQ10.100
GPNAM2 ~ SMSQ10.100
GPNAM3  SMSQ10.100
GPNAM4  SMSQ10.100
GPX1 0.00 %
GPX2 0.00 %
GPX3 0.00 %
GPX4 0.00 %
GPY1 0.00 %
GPY2 0.00 %
GPY3 0.00 %
GPY4 0.00 %
GPZ1 7.00%
GPZ2 3.00 %
GPZ3 2.30%
GPZ4 -2.30%
P16 1000.00 usec
F2 - Processing parameters
Sl 65536
SF 500.2200000 MHz
WDW no
SSB 0
LB 0.00 Hz
GB 0
PC 1.00
1D NMR plot parameters
CX 22.80cm
cY 50.00 cm
F1P 9.000 ppm
F1 4501.98 Hz
F2p 0.000 ppm
F2 0.00 Hz
PPMCM 0.39474 ppm/cm
HZCM 197.45528 Hzlem
- = -
3 =} =
g = < <
T T T 1T T T T T 7T ‘ T T T T T T T L ‘ L T
ppm 8 7 2



1H spectrum
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Z-restored spin-echo 13C spectrum with 1H decoupling

£ LEBIIYEBIRLINRZISESTRILSNEBBRINE 83883 293 U8 58K/8 3T
& SNt EEEEEREEE R RSE SRR R RRERR T L $§ 388’  Hd CureneDaaPaaneers
caherber
NAME  CAH--209-COSY
EXPNO
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210417
Time 11.08
INSTRUM Cryo500
PROBHD 5mm CPTCI 1H-
PULPROG SmechopgSngZ prd
D
SOLVENT CDC\3
NS 296
DS 16
SWH 30303.031 Hz
FIDRES 0.462388 Hz
AQ 1.0813940 sec
i E-] RG 2580.3
bw 16.500 usec
DE 6.00 usec
o e TE 298.0K
Mo DL 025000000 sec
d11 0.03000000 sec
D16 0.00020000 sec
-I E d17 0.00019600 sec
MCREST  0.00000000 sec
MCWRK 0.01500000 sec
P2 37.70 usec
= Cl
NUC1 13C
P1 18.85 usec
P12 2000.00 usec
P20 500.00 usec
PLO 120.00dB
PL1 -1.00dB
SFO1L 125.7942548 MHz
SP2 155dB
SP4 155dB

SPNAM2  Crp6Ocomp.4
SPNAM4  Crp60,0.5,20.1

SPOFF2 0.00Hz
SPOFF4 0.00Hz

1H
100.00 usec
1.60dB
PL12 22.00dB
SFO2 500.2225011 MHz
GRADIENT CHANNEL =====
GPNAM1L SINE.100
GPNAM2 SINE.100
GPX1 0.00%
GPX2 0.00 %
GPYL 0.00%
GPY2 0.00%
GPZ1 30.00 %
GPZ2 50.00 %
p15 500.00 usec
p16 1000.00 usec
F2 - Processing parameters
Sl 65536
SF 125.7804190 MHz
WDw no
SSB 0
LB 0.00 Hz
GB 0
PC 2.00
1D NMR plot parameters
CX 22.80cm
CY 15.65 cm
F1P 230.637 ppm
F1 29009.68 Hz
F2p -10.287 ppm
F2 -1293.96 Hz
PPMCM 10.56688 ppmicm
HZCM 1329.10706 Hz/em

\
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NAME  CAH-I-209-COSY
EXPNO
PROCNO 1

T8
o Current Data Parameters
“" Mo USER caherber
12

F2 - Acquisition Parameters

gcosy60 Date_ 20210417
Time 10.51
INSTRUM cryo500

PROBHD 5mm CPTCI 1H-

PULPROG  cosygp60.prd
D 2048
J‘\_A,\_,JJ SOLVENT CDCI3
| - WJ [ NV . NS 1

DS 16
r SWH 8012.820 Hz
C FIDRES 3.912510 Hz
C AQ 0.1278452 sec
L RG 359
C bW 62.400 usec
L DE 6.00 usec
C TE 298.0K
3 »° =0 do 000000300 sec
C D1 1.00000000 sec
- d13 0.00000300 sec
C D16 0.00020000 sec
= INO 0.00012480 sec
7/ C
. [ ======== CHANNEL f1 ========
C NUC1 1H
o 80 0 / - P1 9.75 usec
C PL1 1.60 dB
0 . ax g & u SFo1 5002235015 MHz
N C
° os ® % e ~ 2 ====== GRADIENT CHANNEL =====
° o o ¢ C GPNAML  SMSQ10.100
- GPNAM2 ~ SMSQ10.100
° ° ° o E GPX1 0.00%
. r GPX2 0.00 %
o C GPY1 0.00 %
° ¢ &0 r GPY2 0.00%
C GPZ1 17.00%
8] 174 [} r GPZ2 17.00%
Q‘ ) s 8 L P16 1000.00 usec
-4 ® - ) C
oo ) E F1 - Acquisition parameters
20 3 C 1
- D 512
° o (o) ° o —4 SFOL 500.2235 MHz
- FIDRES 15.650040 Hz
C Sw 16.018 ppm
L FnMODE QF
- F2 - Processing parameters
J ° e o C S| 1024
o ~ SF 500.2200362 MHz
- C wbw SINE
- SSB 0
— ° © - < (<) E LB 0.00 Hz
- GB 0
C 6 PC 1.00
£ F1 - Processing parameters
r S|
C MC2 QF
C SF 500.2200362 MHz
C WDwW SINE
r SSB 0
o° o E LB 0.00 Hz
- o r GB 0
(-] |-
] C 2D NMR plot parameters
o ° L CX2 15.00cm
9 E CX1 15,00 cm
C8 F2PLO 9,000 ppm
C F2Lo 4501.98 Hz
£ F2PHI -1.082 ppm
C F2HI -541.03 Hz
+ F1PLO 9.000 ppm
C F1LO 4501.98 Hz
F ppm F1PHI -1.082 ppm
FIHI -541.03 Hz
\\\\\\\\\\‘\\\\\\\\\\\\\\\\\\\‘\\\\\\\\\\\\\\\\\\\‘\\\\\\\\\\\\\\\\\\\‘\\\\\\\\\\\\\\\\\\\‘\\\\\\\\\\ FZPPMCM 067211me/0m
F2HZCM 336.20062 Hz/cm
ppm 8 6 4 2 0 F1PPMCM 0.67211 ppm/cm

FIHZCM 336.20062 Hz/cm
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BIII]LR SINB5 VIS8 S3898383
£ 0O N LD M D LD oo DON DD TOOXDI D
=4 SIRSSEHH IRt RIS B3BBG
L e el e e EseRor R o) [SNESNIN RN e e CU"emDataPa[amelerS
USER caherber
T NAME  CAH--209-noe
5 EXPNO
PROCNO 1
e
.t :HI o F2 - Acquisition Parameters
. Date_ 20210417
Time 14.16
-I E INSTRUM Cryo500
PROBHD 5mm CPTCI 1H-
PULPROG  gnoelcc22.prd
D
SOLVENT CDCR3
NS 128
DS 8
SWH 8012.820 Hz
FIDRES 0.122266 Hz
AQ 4.0894966 sec
RG 80.6
bw 62.400 usec
DE 6.00 usec
TE 298.0K
D1 1.00000000 sec
D8 0.50000000 sec
D16 0.00020000 sec
d21 0.33375451 sec
d22 0.16399699 sec
p2 19.50 usec
= CHANNEL f1 =
1H
b u § 9.75 usec
f u‘ ’ v 29.25 usec
39.00 usec
26.00 usec
40000.00 usec
PL1 1.60dB
SFO1 500.2228198 MHz
SP9 60.00 dB

SPNAM9  gauss1.512
0.0

SPOFF9 0 Hz

= GRADIENT CHANNEL =
GPNAM1  SMSQ10.100
GPNAM2  SMSQ10.100
GPNAM3  SMSQ10.100
GPNAM4  SMSQ10.100

GPX1 0.00 %
GPX2 0.00 %
GPX3 0.00 %
GPX4 0.00 %
GPY1 0.00 %
GPY2 0.00 %
GPY3 0.00 %
GPY4 0.00 %
GPZ1 7.00%
GPZ2 3.00 %
GPZ3 2.30%
GPZ4 -2.30%
P16 1000.00 usec
F2 - Processing parameters

Sl 65536

SF 500.2200000 MHz
WDW no
SSB 0

LB 0.00 Hz
GB 0

PC 1.00

1D NMR plot parameters

CX 22.80cm
cY 50.00 cm
F1P 9.000 ppm
F1 4501.98 Hz
F2pP -0.500 ppm
F2 -250.11 Hz
PPMCM 0.41667 ppm/cm
HZCM 208.42500 Hz/lem

Integral
0.013
—-0.025

ppm 8 7 6 5 4 3 2 1 0



1H spectrum

1H
12.00 usec
-1.60 dB

400.1328009 MHz
0

0.00 Hz
0

4.50 usec
298.0K
0.10000000 sec

000000000 sec
no

1354
drx400
512
78.000 usec
65536
400.1300223 MHz
2.00
22.80cm
15.00 cm
9.000 ppm
3601.17 Hz
-1.066 ppm
-426.56 Hz

0.44149 ppm/cm

caherber
20210503
6410.256 Hz
0.097813 Hz
5.1118579 sec
176.65485 Hzlem

CAH-I-215
0.01500000 sec

Current Data Parameters

F2 - Acquisition Parameters

PROBHD 5 mm QNP HIFIP
PULPROG

F2 - Processing parameters

1D NMR plot parameters

USER
NAME
EXPNO
PROCNO
INSTRUM
Sl

SF

wow
SSB

LB

GB

PC

Date
Time
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1H spectrum

-

8
2

8012.820 Hz
0.166677 Hz

2.9998677 sec
4

62.400 usec
6.00 usec
298.0K
0.10000000 sec

000000000 sec
n
0.00 Hz

17.24
2930
48074
cDCB
1.00
22.80cm
15.00 cm
9.000 ppm
4501.98 Hz
-1.089 ppm
-544.94 Hz

Cy0500
65536

500.2200401 MHz
0.44252 ppm/em

caherber
20210506
001500000 sec
500.2235015 MHz
22135622 Hzlem

F2 - Acquisition Parameters
PROBHD 5mm CPTCI 1H-

PULPROG

D
F2 - Processing parameters

Current Data Parameters
USER

NAME  CAH-I-220-full
1D NMR plot parameters

EXPNO
PROCNO
Date_
Time
INSTRUM
SOLVENT
S|

SF

wbw
SSB

LB

GB

PC

180000
90681
808027
EUTZT
€152
18607'T
S06TH'T
pLvErT
61T
964507
169977
682877
062677
698097
Go8ELT
895YL'T
o65LT
960047
917817
96617
609667
1809677
19006
68867
195267
POGHET
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w0ITE
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Z-restored spin-echo 13C spectrum with 1H decoupling

g bbb g e I b o b 5H88883: g3 3 23838 =z% 8
= BERS83INSSSSNRNSSNEINYSSSHEEE RREFRR38 = ¥ 53888 a9 Cuent D Paremeters
NAVE  CAH--220ull
EXPNO
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210506
Time 18.09
INSTRUM Cryo500
PROBHD 5 mm CPTC| 1H-
PULPROG SmechopgSngZ prd
i}
SOLVENT CDCB
NS 9%
DS 16
SWH 30303031 Hz
FIDRES 0462388 Hz
AQ 10813940 sec
RG 40%
bW 16.500 usec
TsN DE 6.00 usec
TE 298.0K
0 %3 D1 0.25000000 sec
W B di1 0.03000000 sec
i D16 000020000 sec
J di7 0.00019600 sec
MCREST 000000000 sec
27 MCWRK 001500000 sec
P2 37.70 usec
E cl
NUCL 13C
P1 18.85 usec
P12 200000 usec
P20 500.00 usec
PLO 120,00 dB
PLL -100dB
SFOL 1257942548 MHz
P2 15508
SP4 15508

SPNAM2  Crp60comp.4
SPNAM4 Crp60,0.5,20.1
SPOFF2 0.00 Hz
SPOFF4 0.00 Hz

1H
100.00 usec
1.60dB
PL12 22.00dB
SFO2 500.2225011 MHz
GRADIENT CHANNEL =====
GPNAM1L SINE.100
GPNAM2 SINE.100
GPX1 0.00%
GPX2 0.00 %
GPYL 0.00%
GPY2 0.00%
GPZ1 30.00 %
GPZ2 50.00 %
p15 500.00 usec
p16 1000.00 usec
F2 - Processing parameters
Sl 65536
SF 125.7804190 MHz
WDw no
SSB 0
LB 0.00 Hz
GB 0
PC 2.00
1D NMR plot parameters
CX 22.80cm
CY 15.65 cm
F1P 230.637 ppm
F1 29009.68 Hz
F2p -10.287 ppm
F2 -1293.96 Hz
PPMCM 10.56688 ppm/cm
HZCM 1329.10706 Hz/em

\
pom 200 150 100 50 0
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O
Bn Current Data Parameters
J USER caherber
NAME  CAH-I-220-full
EXPNO
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210506
Time 17.27
INSTRUM cryo500

PROBHD 5mm CPTCI 1H-
PULPROG  cosygp60.prd
1) 2048

SOLVENT

SWH

GPNAML
GPNAM2
GPX1
GPX2
GPY1
GPY2
GPZ1
GPZ2
P16

CDCI3
2

16
8012.820 Hz
3.912510 Hz
0.1278452 sec
359
62.400 usec
6.00 usec
298.0K
0.00000300 sec
1,00000000 sec
0.00000300 sec
0.00020000 sec
0.00012480 sec

1H
9.75 usec
1.60dB
500.2235015 MHz

GRADIENT CHANNEL
SMSQ10.100
SMSQ10.100

0.00 %

0.00 %

0.00 %

0.00 %

17.00 %

17.00 %
1000.00 usec

F1 - Acquisition parameters
1

i) 269
SFO1 500.2235 MHz
FIDRES 29.787437 Hz
Sw 16.018 ppm
FnMODE QF

F2 - Processing parameters
Sl 1024
SF 500.2200329 MHz
WDW SINE
SSB 0
LB 0.00 Hz
GB 0
PC 1.00

F1 - Processing parameters
Sl
MC2 QF
SF 500.2200329 MHz
WDW SINE
SSB 0
LB 0.00 Hz
GB 0

2D NMR plot parameters

CX2 15.00cm
CX1 15.00 cm
F2PLO 9,000 ppm
F2LO 4501.98 Hz
F2PHI -1.075 ppm
F2HI -537.73 Hz
F1PLO 9.000 ppm
F1LO 4501.98 Hz
F1PHI -1.075 ppm
FIHI -537.73 Hz
F2PPMCM 0.67167 ppm/cm
F2HZCM 335.98087 Hzlem
FIPPMCM 0.67167 ppm/cm
FIHZCM 335.98087 Hz/cm
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£ 5§ 3 2 2 S32E28R8NLRNATET
g =88 &5 8 CLETBBIHILIBFEIY Current Data Parameters
NG < < NN NN NN o o o o i
USER caherber
NAME ~ CAH-I-220-full
EXPNO
TSN PROCNO 1
D W F2 - Acquisition Parameters
=, Bni Date_ 20210506
I ’ Time 1752
INSTRUM Cryo500
PROBHD 5mm CPTCI 1H-
27 PULPROG gnoelcc22.prd
D 655
SOLVENT CDCR3
NS 128
DS 8
SWH 8012.820 Hz
FIDRES 0.122266 Hz
AQ 4.0894966 sec
RG 90.5
bw 62.400 usec
DE 6.00 usec
TE 298.0K
D1 1.00000000 sec
D8 0.50000000 sec
D16 0.00020000 sec
d21 0.33375451 sec
d22 0.16399699 sec
p2 19.50 usec
[ = CHANNEL f1 =
1H
S | g | 4 9.75 usec
T " i v 29.25 usec
39.00 usec
26.00 usec
40000.00 usec
PL1 1.60dB
SFO1 500.2228033 MHz
SP9 60.00 dB

SPNAM9  gauss1.512
SPOFF9 0.00 Hz
= GRADIENT CHANNEL =:
GPNAM1  SMSQ10.100
GPNAM2 ~ SMSQ10.100
GPNAM3  SMSQ10.100
GPNAM4  SMSQ10.100

GPX1 0.00 %
GPX2 0.00 %
GPX3 0.00 %
GPX4 0.00 %
GPY1 0.00 %
GPY2 0.00 %
GPY3 0.00 %
GPY4 0.00 %
GPZ1 7.00%
GPZ2 3.00 %
GPZ3 2.30%
GPZ4 -2.30%
P16 1000.00 usec
F2 - Processing parameters

Sl 65536

SF 500.2200000 MHz
WDW no
SSB 0

LB 0.00 Hz
GB 0

PC 1.00

1D NMR plot parameters

CX 22.80cm
cY 50.00 cm
F1P 15,009 ppm
F1 7507.95 Hz
F2pP -1.009 ppm
F2 -504.87 Hz
PPMCM 0.70257 ppm/cm
HZCM 351.43951 Hzlem

=

Integral
—]-0.001
0.018
0.029

=
=]
=3
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