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THNMR and C NMR of all compounds 2-20

Parameter
Origin
Spectrometer
Solvent
Temperamre
Pulse Sequence
Experiment
Number of Scans
Receiver Gain
Relaxation Delay
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Parameter Value
Origin Varian
Spectrometer vomrs
Solvent cdel3
Temperature 20.0 \{\'3;\0»‘\6
Pulse Sequence s2pul
Experiment 1D 4a
Number of Scans 40
Receiver Gain 30
Relaxation Delay 2.0000
Acquisition Time 1.3107
Spectrometer Frequency 100.53
Spectral Width 25000.0
Lowest Frequency -1446.4
Nucleus 13C
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Parameter
Crrigin
Spectrometer
Solvent
Temperature
Pube Sequence
Experiment
Number of Scans
Recever Gain
Relaxation Delay
Acquiiion Time

Value

WIS
cdc3
20.0
2pul
]

12

30
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2.5559
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Paramter Value
Origin Varian
Spectrometer VNS
Solvent cdcl3
Temperature 20.0
Pukse Sequence s2pul Br /\H'?OAG
Experiment 10 b
Number of Scans 160
Recever Gain 30
Rebxation Delay 2.0000
Acquistion Time 1.3107
Spectrometer Frequency 100.53
Spectral Width 25000.0
Lowest Freguency =1443.3
Nucleus 13C
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Parameter \alue .
origin \arian Br/\f'}.ﬁ]\o-ﬂc
Spectrometer VTS
Solvent cdel3 dc
Temperature 200
Pulse Sequence =2 pul
Experiment i1x] |'
Nurrber of Scans 1z
Receiver Gain 18
Relaxation Delay 1.0000
Acquisition Time 2 5550
Spectrometer Frequency 399.76 |
Spectral Width 6410.3 / { [/
Lowest Frequency -799.4
Nucleus 1H
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Parameter Vale
Origin Varian
Spectrometer vnnrs
Sobvent cde B’%C”‘C
Temperature 20.0
Pulse Sequence s2pul dc
Experiment 1D
Nurrber of Scans 160
Recehver Gain 30
Relaxation Delay 20000
Acquisition Time 1.3107
Spectrometer Frequency 100.53
Spectral Width 25000.0
Lowest Frequency -1444.5
Nucleus 13C
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Parameter Value
Origin “arian
Spectromater viifies /\f’)';\()Ac
Solvent odcl3 ad
Temperature 20.0
Pulse Sequence s2pul [
Experiment 10
Mumber of Scans 12
Receiver Gain 18
Relaxation Delay 1.0000 |
Acquisition Time 2.,5559 |
Spectrometer Freguency 399. 76 ’ I ,l" |I {
Spectral Width §410.3 / k ! !
Lowest Frequency -805.4
MNudeus 1H
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Parameter Value
Origin Varian
o auali 7o
4d
Temperature 20.0
Pulse Sequence s2pul
Experiment 1D
Number of Scans 160
Receiver Gain 30
Relaxation Delay 2.0000
Acquisition Time: 1.3107
Spectrometer Frequency 100.53
Spectral Width 25000.0
Lowest Frequency -1441.9
Nucleiis 13C
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Parameter Value

Origm Varian

Spectrometer VIS

Solvent cdeld

Temperature 200 ©/\0AU

Pulse Sequence s2pul de

Experiment 1D

Number of Scans 44

Receiver Gam 30 (

Relaxation Delay 1.0000 |

Acquisition Time 2.5559

Spectrometer Frequency 399.76

Spectral Width 64103

Lowest Frequency -799.6

MNucleus 1H

Acquired Size 16384

Spectral Size 32768
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Fuarameter Value
Origin Varian
Spectrometer VIS
Solvent cdeld QA
Temperature 20.0
Pulse Sequence s2pal
Experiment ia] 1o
Mumber of Scans 128
Receiver Gain 30
Relaxation Delay 20000
Acquisition Time 13107
Spectrometer Frequency 100.53
Specual Width 23000.0
Lowest Frequency -1458.5
Muclens 13C
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Parameter \ale
EEEZCEEDE S =0
Data File Name ) Users) T8 Magur} Besktop), 20201127-3chenmicoac Proton-1.jdf S5
Titke Ichenzoioometon, | dat=— | hvs
Comment
Origin JEOL
Owner Ohc
Site
Spectrometer ECA cl
Author nmr
Solvent 4
Termperature
Fulse Sequence
Experiment 1D
Number of Scans 8 | |
Receiver Gain
Relaxation Delay 2.0000 ‘ [
Fulse Width 3.1850 | | |
Acquisition Time 2.4479 i
Acquisition Date 2020-11-27T12:06:23
Modification Date 2020-11-27T12:04:11
Spectrometer Frequency 399,78
Spectral Width 7204.5
Lowest Frequency -1198.8
Nudeus Proton m
i i | Ik - a 1
Spectral Size 52479 P, | !
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Y
e | N |
Spectrometer ECA
Author nmr ok
Sowent =
Temperabure
cl
Pulse Sequence
4f
Experiment 1D
Nurrber of Scans 30
Recenver Gain
Relaxation Delay 2.0000
Pulse Width 4.6800
Acguisition Time 0.6336
Acoquisition Date 2020-11-27T12:07:17

Modification Date

2020-11-27T12:05:57

Spectrometer Frequency 100.53

Spectral Width
Lowest Frequency
Nuclkeus
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Spectral See

25252.1
-2585.9
Carboni2
20000
52429
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Parameter Value
Data File Name C:\, Users, LSY-Mayur\ Desktop), 20201127 -4ckbenzoicoac_Proton-1.jdf
Ttle 20201127-4cibenzoicoac
Comment 52z%% 5 =
el = A
Origin JEOL i [ |
Owmer
Ske
/@f\oﬁu:
Spectrometer ECA
Author nmr Cl
Solvent
Temperature 4g
Pulse Sequence
Experiment i
Number of Scans 16
Receiver Gain
Relxation Delay 2.0000 |
Puise Width 3.1850 |
Acquisition Time 24429
Aoguisition Date 2020-11-27T11:57:05
Modification Date 2D2D—11-2]"T11:55:| |
Spectrometer Frequency 399.78
Spectral Width 7204.5
Lowest Frequency -1204.0
Nucleus Proton
Aoguired Sze 22000
Spectral Size 52429 l
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Title 20201127-4clbenzoicoac
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Origin JEOL
Owner
Site
Spectrometer ECA
Author nmr
Savent /@’/\Qﬁu:
Temperature cl
Pulse Sequence
Experiment iD 4g
Number of Scans 47
Receiver Gain
Relxation Delay 2.0000
Pulse Width 46800
Acquisition Time 0.6336
Acquisition Date 2020-11-27T11:58:35
Modification Date 2020-11-27T11:57:55
Spectrometer Frequency 100,53
Spectral Width 252521
Lowest Frequency -2586.9
Nucleus Carbonl3
Acguired Sze 20000
Spectral Sze 52429
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Parameter ‘alue e
Qrigin “arian
Spectrometer WINTs
Solvent cdd3
Temperature 20.0
Pulse Sequence s2pul /@f\ﬁﬁu;
Experiment i Br
Number of Scans 2
Receiver Gain E ]
Relaxation Delay 1. 0000 4h
Aoquisition Time: 2.5559
Spectrometer Frequency 399.76
Spectral Width 6410.3
Lowest Freguency -799.4 ‘ |
Nuckeus iH |
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Qrigin \arian

Spectrometer VIMTS

Solvent cde3 /@A Lo IoTH

Temperature 20.0

Puke Seguence s2pul Er

Experiment D

Nurmber of Scans 128 4h

Receiver Gain 30

Relaxation Delay 2.0000

Acquisition Time 1.3107

Spectrometer Frequency 100.53

Spectral Width 25000.0

Lowest Frequency -1445.1

MNuckeus 13C
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Parameter \alue
Origin Varian
Spectrometer Vnmrs
Sofvent odd3
Terrperature 20.0 OAc
Puise Sequence =2pul
Experiment D O 0
Nurrber of Scans 24 f
Receiver Gain 18 | 4
Relaxation Delay 1.0000
Acguition Time 2.5559 ‘
Spectrometer Frequency 399.76
Spectral Width 5410.3
Lowest Frequency =709.4 |
Nudeus 1H o I
b |
i !
g g =
T T T T T T T T T T T — T T T T T = T T T
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Parameber Value
COrrigin \arian
Spectrometer Vs
Soblvent odel3 OAc
Temperature 20.0
Pulse Sequence sZpul O 0
Experiment iD
Nurmber of Sans a0 .
Receiver Gain 30 4
Relaxation Delay 2.0000
Acquistion Time 1.3107
Spectrometer Frequency 100.53
Spectral Width 25000.0
Lowest Frequency -1456.2
Nudeus 13C
| | ] l
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s NS N2 S
Parameter Value
1 Origin Varian
2 Spectrometer VIS AcQ
3 Solvent cdcl3
4 Temperatore 200
5 Pulse Sequence s2pul
6 Experiment ID HO
7 Number of Scans 8 4
§ Reperver Gan 18
9 Relaxation Delay 10000 f | |
10 Acquisition Time 2.5559 | ]
L1 Spectrometer Frequency 399.76
12 Spectral Width 64103 | [ |
13 Lowest Frequency -195.4 | |
14 Nuclens 1H j |
by 1 i !
= i p =
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Parameter Vale
1 Origin Varian
2 Specrometer VAmrs
3 Solvent edel3 AcO
4 Temperabire 200
5 Pulse Sequence s2pul
6 Experiment 1D
7 Number of Scans 9 HO
8 Receiver Gain 30 4
9 Relaxation Delay 2.0000
10 Acquisition Time 13107
L1 Spectrometer Frequency 100.53
12 Speciral Widih 25000.0
13 Lowes: Frequency -1450.9
14 Nuclens 13C
| l h
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Parameter Value
I Origin Varian
2 Spectometer METCUTY P “gi”
3 Solvem RIRE [
4 Temperature 25.0
5 Pulse Sequence s2pul
6. Experiment 1D
7 Mumber of Scans 14
8§ Receiver (Gain 18
4 Relaxation Delay 10000
F Acquisition Time 2.5575
M Spectrometer Frequency 40043
12 Spectral Width 64061 f /(
13 Lowest Frequency AL
14 Nucleus IH
T oy i
T ¥ T L] T T L) T T L T ) T T L) T T L T 1
20 85 2.0 T3 7.0 6.3 60 i 50 43 4.0 33 30 2.5 20 15 1.0 03 00 0
fl (ppm)
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Parameter Value
I Origin Varian
2 Spectromeler VIS
3 Solvem adcl3
| Temperalure 20,0 W\/\\/Uasi/
5 Pulse Sequence s2pul 6a |
& Experiment i
7 Number of Scans 144
B Receiver Gain 30
¢ Reluxation Delay 2.0000
[0 Acquisition Time 13107
L1 Spectrometer Frequency 10053
12 Spectral Width 250K
I3 Lowest Freguency -144L.1
4 Nucleus 13C
. ” W ST (— Hlll "
T ¥ T L] T T ) T T L T ) T T T T T T T 1
180 170 160 150 140 130 120 110 100 o0 20 70 60 j0 40 30 20 10 1] -1

fl (ppm)
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g
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Paruméier
I Origin
2 Spectromeler
3 Solvent
t Temperaiure
5 Pulse Sequence
6 Experiment
7 Number of Scans

8 Receiver Gain
9 Belaxation Delay

10 Acou

isition Time

Ll Spectrometer Frequency 3

12 Speciral Width

Vilue
Varian
YIS
adel3
2000
s2pul
IB

20

30

35M
3562
3545
3421
BRI
33RT

/
Y

Br M‘/\W‘:‘TI 15

— 0107

13 Lowst Frequency 7998
B4 Nucleus IH
A . UL
i
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0 95 20 85 3.0 T3 7.0 6.3 60 i 30 43 4.0 30 2.5 20 15 1.0 03 00 0
fl (ppm)
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Purameter Vidlue SN | e |
1 Crigin Yariun
2 Spectrometer VTS
3 Solvem cdel3
t Temperdiure 20,0
5 Puls Sequence s2pul 0 S NN NP SY e .
;i Br oTMS
& Experiment {n] &b
7 Number of Scans 160
B Receiver Gain 30
9 Belusation Delay 2.0
1) Acquisition Time L3107
1 Specrometer Frequency 100,53
12 Spectral Width 25000.0
13 Lowest Fregquency -14416
14 Nucleus 3C
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fl (ppm)



Catalysts 2021, 11, 825

14 of 20

z ESREEE SRHDAEARONEER g
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Pirameter Value
I Origin Vigian B R e
2 Speclromeler VIITS 6c
3 Solvent a3
4 Temperatre 200
5 Pulse Sequence s2pul
&  Experiment D
7 Number of Scans 32
% Beceiver Guin I8
9 Relaxution Delay L0000
10 Acguisition Time 25559 f f },f J,f /
[l Spectrometer Frequency 399,76
12 Spectral Width 64103
13 Lowest Freguéncy -799.4
4 Nucleus H
i { ML
W W ¥
"o 3 BRT ‘:\
T T T ¥ T L] T T L) T T L T ) T T L) T T L T 1
0 93 20 85 3.0 T3 7.0 6.3 60 i 50 43 4.0 33 30 2.5 20 15 1.0 03 00 0
fl (ppm)
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Parumeter Value
I Origin Varian
2 Spetmometer YIS
3 Solvent cdeld
t Temperature 2000 B'W\/\/\/\/'\
5 Pulse Saquence s2pul OTMS
& Experiment 3] 6c
7 Mumber of Scuns L]
5 Receiver Gan 3t
9 Relaxation Delay 2.0000
L0 Acouisition Time L3107
L1 Spectrometer Frequency L0053
12 Speciral Width 25000
15 Lowest Frequency 1444.2
14 Nocleus 13C
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—T2a0

Parameler Value
I Origin Varian
2 Spectromeler Bl
3 Solven cdeld
} Temperalure 204
5 Pulse Sequence s2pul

& Eiperimen!

7 Number of Scans

8§ Receiver Gain

9 Reluxaton Delay

[0 Acguisition Time

L1 Spectrometer Freguency

2 Spectral Width 1303
[3 Lowest Frequency =799 .4
4 Nucleus IH

3581
3564
3.547

‘

| 553
153

1519

I

1 485

—_\'-1276
<

125%
055
ORTS
0 5a0

NWOTMS

6d

— 0107

l R —
o 2 Ly
3 T 8§ 3 =
T T T ¥ T L] T T T T T T T = II T T L) H: —r T = L = T 1
0 93 20 85 3.0 T3 7.0 6.3 60 i 50 43 4.0 33 30 2.5 20 15 1.0 03 00 0
fl (ppm)
BEEE
ooy o 0O - WD OO al —_
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Purumeter Value S | "‘w\ W/JKJ | |
I Origin Varian
2 Spettomeler VTS
3 Solvent cdeld
1 Temperature 20,0
3 Fulse Sequence s2pu e e e T
Fjula. .bmumu pul OTHS
6 Experiment 1D 6d
7 Mumber of Scuns 64
5 Reveiver Gan 3t
9 Relaxation Delay 20000
1O Acouisition Time L3107
11 Spectrometer Frequency 10053
£2 Speciral Width 250060
I3 Lowest Frequency -1438.9
L4 Nucleus 13
| l
T T T ¥ T L] T T T T T L T T T T ¥ T T T T 1
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fl (ppm)
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Parameter Value
1 Origin Varian
2 Spectrometer WILITLTS
3 Bolvent cdel3
4 Temperature 200
5 Pulse Sequence spul
6 Experiment 1D
7 Numberof Seons 24 ©/\OTMS
8 Receiver Gain 14
0 Relaxation Delay 1.0000 Be
10 Acquisition Time 25550
11 Bpectrometer Frequency 399 76
12 Spectral Width 6410.2
13 Lowest Frequency -799.4
14 Nucleus 1H
/
l N
! 3
L T T T T L] T T T T T — T T L} T L] T T T = T
e 9.5 2.0 8.3 3.0 13 7.0 6.3 5.0 33 30 43 4.0 33 .0 &= 2.0 1.0 03 0o 0
fl {ppm)
2 L5 L N
= =88 2 g
= EEiE e g
| SN | |
Parameter Value
I Origin Virian
2 Spectromeler ¥ILOTS
3 Solvemt cdeld
| Temperature 20.0 ©/\DTMS
5 s2pul
6 Experiment 1D
7 Number of Scans 18 Be
8 Receiver Gain 3
9 Relaxation Delay 2.0000
H Acguisition Time L3807
L1 Spectrometer Freguency
spectral Width
13 Lowest Freguency
T4 Nucleus
| ¢ | .
T T ¥ T L] T T ) T T L T L) T T ¥ T T T T
130 130 170 160 150 140 130 120 110 e 20 30 70 80 30 40 30 20 10 1] -1

f1 (ppm)
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Parumeter
COrigin
Spectromeler
Solvent
Temperature

L pd -

[T

Pulse Sequence
& Experiment

T MNumber of Scins
8 Reverver Gain
9 Relaxation Delay

10 Acquisition Time

P Spectrometer Frequency 359

[2 Spectral Width
13 Lowes! Freguency
14 Nucleus

T3z
T30
T241
T20

Value

Varian

wleld
00
s2pul
13§]
16

T215

T211
TI183
—4 655

OTMS

Cl g

0163
~Coiss

T m—

J‘
T T T ¥ T L] T T T T T T T T T T L) T T L - T
0 95 20 85 2.0 T3 7.0 6.3 60 i 50 43 4.0 33 30 2.5 20 15 1.0 03 00 0
fl (ppm)
g EE3s9 zog g 2
E FABRASR FEE  © g
| § Sl S [ |
Burameter Value
I Crigin Varidn
2 Spectromeler WIS
3 Solvent wdcl3 TS
4 Temperalure 20.0
5 Pulse Sequence s2pul
6 Eaperiment 1D Cl gf
7 Number of Scans 18
§ Receiver Gain 30
9 Relaxation Delay 2000
10 Acquisition Tims L3107
b Spectrometer Frequency HELS3
12 Spectral Width 2500000
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I Origin Varian
2 Speclromeler ¥IMrS
3 Solvent adeld
4 “ alure )L
Te mm:r luire 20.0 OTMS
5 Pulse Sequence s2pul
6 Experiment 130} Cl
7 Number of Scans 36 69
8 Receiver Gain
% Relaxation Delay
H Acquisition Time L
11 Spectrometer Frequency &
12 Speciral Width 54103
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2 Spectromeler WIIMTS
3 Solvent adcl3 OTMS
1 Temperalure 20,0
5 Pulse Séquence sdpul el
6 Experiment ID 6g
7 MNumber ol Scuns 32
B Reteiver Guin 30
9 Relagation Dilay 20000
L) Acguisition Time E317
Il Spectrometer Frequency 10053
2 Spectral Width 251640
E3 Lowest Frequency -1449.0
4 Nucleus 13C
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3 Solvent alel3
t T;-mmjmiurc 200 ’©/\OTMS
5 Pulse Sequence <2pul
6 Experiment D Br
7 Number of Scans 20 6h
8 Recerver Gain 42
9 Relaxation Delay 10000
10 Acquisition Time 2.5554
L1 Spectrometer Frequency 3
12 Spectral Width 6410.3
I3 Lowest Freguency -TH9.5
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Parameter Value
I Origin Varian
2 Specttomelr VIS
3 Solvent cdeld
1 Temperature 20.0
5 Pulse Seguence $2pul
6 Experiment ID /©/\OTMS
7 Mumber of Scms 288 Br
¥ Receiver Gain 30 Eh
9 Relaution Delay 2,0000
10 Acguisition Time 13107
i1 Spectrometer Fregquency [O0LS3
12 Speciral Width 250000
I3 Lowest Frequency -1441.6
14 Nucleus 13C
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Parameter Value
I Omgin Virian
2 Spectromelr meTeury O
3 Solvent adcl3
| Temperature 250
5 Pulwe Sequence <2pul oOTMS
& Esperiment ID O
7 MNumber of Scans 28 &i
8 Receiver Gain 30
9 Belaxation Delay E.O000

10 Acquisition Time

Spectromeler Frequency 400043

11§
12 Spectral Width G406,
I3 Lowest Freguency T997 [ I
14 Nucleus IH
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Parymeter Value
I Origin Varian
2 Spectromeler YIIITS
3 Solvent cde3
Temperature 2040
5 Pulse S 7 2pul
Ll : UUCTICE 3L OTMS
6 Experiment D
7 Mumber of Scins o &
§ Beceiver Gan 30
9 Reluxation Delay 20000
10 Acguisition Time L3107
L1 Spectrometer Frequency 1053
12 Spectral Width 25000.0
13 Lowest Freguency -14524
14 Nuocleus 130
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