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Figure S1. ORTEP drawing of

1. X-ray crystallographic data of compound 3a
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The purified compound 3a is dissolved in a mixed
solvent of ethyl acetate and petroleum ether, and
placed in a dark cabinet to slowly evaporate. After
several days, a colourless bulk crystal was obtained.
The X-ray crystal-structure determinations were
obtained on a Bruker Smart CCDC APEX-2
diffractometer (graphite- monochromated Mo Ka

compound 3a (30% probability for the
thermal ellipsoid).

radiation, 2=0.71073 nm) at 298 K.

Table S1. Crystal data and structure refinement for compound 3a.

CCDC number
Identification code
Empirical formula
Formula weight
Temperature
Wavelength

Crystal system
Space group

Unit cell dimensions

Volume

Z

Dentsity (calculated)

u

F(000)

Crystal size

20 range for data collection
Index ranges

Reflections collected
Independent reflections

Data / restraints / parameters
Goodness-of-fit on F?

Final R indices [I>2sigma(I)]
Final R indices (all data)
Largest diff. peak and hole

2260879

20191014c

C17H16 N2 02 S

312.38

298.15 K

0.71073 A

Monoclinic

P2i1/c

a=12.6175(5) A a=90°.
b=12.5587(5) A B =99.2860(10).
c=104154(4) A y=90°.
1628.79(11) A3

4

1.274 g/cm3

0.207 mm!

656.0

0.21 x 0.2 x 0.19 mm3

5.722 to 55.072°
-16<h<16,-16<k<16,-13<1<13
42190

3738 [R(int) = 0.0258, R(sigma) =
0.0119]

3738/0/201

1.088

Ri = 0.0429, wR2=0.1112

Ri = 0.0511, wR2 = 0.1204

0.21 and -0.43 eA-




Figure S2. ORTEP drawing of
compound 5a (30% probability for the

1. X-ray crystallographic data of compound 5a

The purified compound 5a is dissolved in a mixed
solvent of ethyl acetate and petroleum ether, and
placed in a dark cabinet to slowly evaporate. After
several days, a colourless bulk crystal was obtained.
The X-ray crystal-structure determinations were
obtained on a Bruker Smart CCDC APEX-2
diffractometer (graphite- monochromated Mo Ka
radiation, 2=0.71073 nm) at 298 K.

thermal ellipsoid).

Table S2. Crystal data and structure refinement for compound 5a.

CCDC number
Identification code
Empirical formula
Formula weight
Temperature
Wavelength

Crystal system
Space group

Unit cell dimensions

Volume

Z

Dentsity (calculated)

u

F(000)

Crystal size

20 range for data collection
Index ranges

Reflections collected
Independent reflections

Data / restraints / parameters
Goodness-of-fit on F?

Final R indices [I>2sigma(I)]
Final R indices (all data)
Largest diff. peak and hole

2260880

mo_20200109b_0m_a

C23H17N O

323.38

298.15 K

0.71073 A

Triclinic

P-1

a=9.9209(10) A  a=113.914(4)°.
b=13.3600(16) A f=91.364(4)°.
c=14.6495(16) A v =102.145(5)°.
1722.3(3) A3

4

1.247 g/cm3

0.076 mm!

680.0

0.23 x 0.21 x 0.2 mm?3

5.84 to 55.168°
-12<h<12,-17<k<17,-19<1<19
68223

7947 [R(int) = 0.0439, R(sigma) =
0.0241]

7947 /0 / 451

1.046

Ri1 = 0.0547, wR2 = 0.1552

Ri = 0.0784, wR2 = 0.1779

0.26 and -0.29 eA-




3. NMR spectra for all compounds
2-Methyl-4-phenyl-1-tosyl-1H-imidazole (3a)
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Parameter Value
1 Data Filke Name DY {672 Filll/ H/ 3a/ fid
2 b 2019-1-teew-H. 272 fid
3 Comment 1H
4 Origin Bruker BioSpin GmbH
5 Owner root
6 Site
7 Instrument spect
8 Author
9 Solvent CDC13
10 Temperature 279
11 Pulse Sequence 2230
12 Experiment 1D
13 Probe 5 mm PABBO BB/ 19F-1H/
D Z-GRD Z119470/ 0117
14 Number of Scans 2
15 Receiver Gain 188.8
16 Relxation Delay  2.0000
17 Pulse Width 12.0000
18 Presaturation
Frequency
19 Acquisition Time 1.8175
20 Acquisiion Date 2019-10-04T22:1800
21 Modification Date ~ 2019-10-04T22:22:56
22 Class
23 Spectrometer 500.16
| Frequency
24 Spectral Width 9014.4
25 Lowest Frequency -1518.8
26 Nucleus 1H
27 Acquired Size 16384
28 Spectral Size 65536
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Parameter Value
1 Data File Name Dy Hii B/ S00M-NMR-
date/ 2019-1-bxw-C/ 222 fid
2 bl 2019-1-lmew-C.222.fid
3 Comment 13c
4 Origin Bruker BioSpin GmbH
5 Owner root
6 Site
7 Instrument spect
8 Author
9  Solvent CDCI3
10 Temperature 2983
11 Pulsc Sequence  zgpe30
12 Experiment 1D
13 Probe S mm PABBO BB/ 19F-1H/
D Z-GRD Z119470/ 0117
14 Number of Scans 3000
15 Receiver Gam 188.8
16 Relaxation Delay 2.0000
17 Pulse Width 10.0000
18 Presaturation
Frequency
19 Acquisition Time 0.5505
20 Acquisition Date 2019-10-04T22:31:00
21 Modification Date ~ 2019-10-05T00:40:34
22 Class
23 Spectrometer 12578
Frequency
24 Spectral Width 20761.9
i 25 LowestFrequency  -1627.5
26 Nucleus 13C
3 27 Acquired Size 16384
i 28 Spectral Size 65536
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2-Methyl-4-(p-tolyl)-1-tosyl-1H-imidazole (3b)
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1 DamFileName D {72 i/ H 4-11
JE/ fid
2 il 2019-1-hxw-H.275.6d
3 Comment 1H
’< 4 Origin Bruker BioSpin GmbH
N= N—S”o 5 Owner root
./ -
/@)\/ o 6 Sitc
7 Instrument spect
Me 8 Author
9 Solvent cDeB
10 Temperature 2077
11 Pulse Sequence 2230
12 Experiment D
13 Probe 5 mm PABBO BB/
19F-1H/ D Z-GRD
Z119470/ 0117
14 Number of Scans 2
15 Receiver Gain 1509
16 Relaxation Delay ~ 2.0000
17 Pulse Width 12.0000
18 Presaturation
Frequency
19 Acquisition Tme 18175
20 Acquisition Date  2019-10-10T11:17:00
21 Modification Date  2019-10-10T11:17:38
2 Class
| 23 Spectrometer 500.16
i Frequency
24 Spectral Width 90144
| 25 Lowest Frequency -1518.8
26 Nuckus H
27 Acquired Size 16384
I I l 28 Spectral Size 65536
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Parameter Value
1 DamFieName DY HE¥0HY SOOM-NMR-
date/ 2019-1-hww-C/ 227/ fid
2 bRk 2019-1-xw-C.227.fid
3 Comment 13C
/< 4 Origin Bruker BioSpin GmbH
N=\ O 5 Owner root
NP 6 Sie
° \©\ 7 Instrument spect
Me 8 Author
9 Solvent el
10 Temperature 2982
11 Pulse Sequence  zgpe30
12 Experiment D
13 Probe 5 mm PABBO BB/ 19F-1H/
D Z-GRD Z119470/ 0117
14 Number of Scans 40
15 Receiver Gain 188.8
16 RelaxationDelay  2.0000
17 Pulse Width 10.0000
18 Presaturation
Frequency
19 AcquisonTme 05505
20 AcquisionDate  2019-10-10T2236:00
21 Modification Date ~ 2019-10-10T22:3728
22 Class
23 Spectrameter 125.78
| Frequency
! 24 Spectral Width 29761.9
25 LowestFrequency  -1627.5
26 Nucleus 13C
e 27 Acquired Size 16384
| I 28 Spectral Size 65536
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4-(4-Ethylphenyl)-2-methyl-1-tosyl-1H-imidazole (3c)
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1 Data File Name D/ (kR Bl H/ 4-2.0/
fid
2 bR 2020-1-syH.16.6id
3 Comment 1H z1t
4 Orign Bruker BioSpin GmbH
5 Owner root
6 Site
Et 7 Instrument spect
8 Author
9 Solvent CDCB
10 Temperature 2046
11 Pulse Sequence 2230
12 Experiment D
13 Probe Z119470_0117 (PA BBO
50081 BBF-H-D-05 Z SP)
14 Number of Scans 2
15 Receiver Gain 307
16 Relaxation Delay 2.0000
17 Pulse Width 12.0000
18 Presaturation
Frequency
19 Acquiston Tame 18175
20 Acquisition Date 2019-12-30T11:00:05
21 Modification Date ~ 2019-12-30T11:00:06
22 Chass
23 Spectrometer 50016
Frequency
24 Spectral Width 9014.4
25 Lowest Frequency  -1519.4
26 Nucleus 1H
27 Acquired Size 16384
28 Spectral Size 65536
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SNASNE& | ~N~ NS Parameter Vale
1 Data File Name D Heb ¥/ ne/ nonr/
2020-1-syj-C/ 1/ fid
2 i 2020-1-5j-C. 1.fid
3 Comment 13C
4 Origin Bruker BioSpin GmbH
5 Owmer root
’< 6 Sie
N= 0o
- s 7 Instrument spect
4ol =
Et 9 Solvent (& ]k}
10 Temperature 205.3
11 Pulse Sequence z2pe30
12 Experiment D
13 Probe Z119470_0117 (PABBO
50081 BBF-H-D-05 Z SP)
14 Number of Scans 55
15 Receiver Gain 188.8
16 RelaxationDelay ~ 2.0000
17 Pulse Width 10.0000
18 Presaturation
Frequency
19 Acquisition Time 0.5505
20 Acquisition Date 2019-12-30T11:31:59
21 Modification Date 2019-12-30T11:32:02
22 Class
23 Spectrometer 125.78
Frequency
24 Spectral Width 20761.9
! ! 25 Lowest Frequency  -1627.5
! 26 Nuckus 13C
27 Acquired Size 16384
] 28 Spectral Size 65536
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4-(4-Methoxyphenyl)-2-methyl-1-tosyl-1H-imidazole (3d)
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1 Data File Name D/ b RY BB/ H 41141
JE/ fid
2 HE 2019-1-hxw-H.340.fid
N’* 3 Comment 1H
~/ 4 Origin Bruker BioSpin GmbH
5 Owner root
H;CO 6 Site
7 Instrument spect
8 Author
9 Solvent cpcB
10 Temperature 295.9
11 Pulse Sequence 2830
12 Experiment 1D
13 Probe 5 mm PABBO BB/ 19F-1H/
D Z-GRD Z119470/ 0117
14 Number of Scans 2
15 Receiver Gain 30.7
16 Relaxation Delay 20000
17 Pulse Width 12,0000
18 Presaturation
Frequency
19 Acqusition Tme 18175
20 AcqusitnDate  2019-12-10T12:42:00
21 Modification Date ~ 2019-12-10T12:4230
| 22 Chss
23 Spectrometer 500.16
Frequency
| 24 Spectral Width 90144
25 Lowest Frequency -1518.8
26 Nucleus 1H
L 27 Acquired Size 16384
| 28 Spectral Size 65536
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1 DataFile Name Dy EB £/ S00M-
NMR-date/ 2019-1-xw-C/
262 fid
2 2019- 1-hxw-C.262.fid
/< 3 Comment 13C
NN SP 4 Orgin Bruker BioSpin GibH
x o 5 Owner root
H,COo 7 Instrument spect
8 Author
9 Solvent DCI3
10 Temperatwe 2063
11 PubeSequence  zgpg30
12 Experiment D
13 Probe 5 mm PABBO BB/
19F-1H/ D Z-GRD
Z119470/ 0117
14 Number of Scans 30
15 Receiver Gain 188.8
16 Relaxation Dehy  2.0000
17 Puke Width 10.0000
18 Presaturation
Frequency
19 Acquision Tane 05505
20 AcquisifonDate  2019-12-1T11:27:00
21 Modification Date ~ 2019-12-11T11:28:54
22 Chss
23 Spectrometer 125.78
Frequency
24 Spectral Width 297619
0| i 25 Lowest Frequency -1627.5
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! | i 4 27 Acquired Size 16384
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4-(4-Fluorophenyl)-2-methyl-1-tosyl-1H-imidazole (3e)
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Paramcters

Pamameter
Data File Name

Value

D PR U/ 2020-1-hoew-
H/ 15/ fid

2 Rl 2020-1-lmew-H. 15.6id
3 Comment 1H
4 Origin Bruker BioSpin GmbH
5 Owner root
6 Site
7 Instrument spect
8 Author
9 Solvent CDC13
10 Temperature 2087
11 Pulsc Sequence 2230
12 Experiment D
13 Probe Z119470_0117 (PA BBO
500S1 BBF-H-D-05 Z SP)
14 Number of Scans 2
15 Receiver Gain 87.0
16 Relaxation Delay 2.0000
17 Pulse Width 12.0000
18 Presaturation
Frequency
19 Acquisition Time 18175
20 Acquisition Date 2019-12-26T11:01:59
21 Modification Date ~ 2019-12-26T11:02:00
22 Class
23 Spectrometer 500.16
Frequency
24 Spectral Width 90144
25 LowestFrequency -1519.4
26 Nucleus H
27 Acquired Size 16384
28 Spectral Size 65536
Parameters
Parameter Value
1 DataFlleName Dy iR/ 2020-1-cw-
C/ 15/ fd
2 2020-1-txw-C.15.fid
3 Comment 13C
4 Origin Bruker BioSpin GmbH
5 Owner root
6 Sitc
7  Instrument spect
8  Author
9  Solvent CDCI3
10 Temperature 206.0
11 Pulse Sequence zgpg30
12 Experiment 1D
13 Probe Z119470_0117 (PABBO
500S1 BBF-H-D-05 Z SP)
14 Number of Scans 180
15 Receiver Gain 1888
16 Relaxation Dely  2.0000
17 Pulse Width 10.0000
18 Presaturation
Frequency
19 Acquision Tie  0.5505
20 AcqusitionDate  2019-12-26T11:12:06
21 Modification Date ~ 2019-12-26T11:12:08
22 Class
23 Spectrometer 12578
Frequency
24 Spectral Width 297619
25 Lowest Frequency -1627.5
26 Nucleus 13C
27 Acquired Size 16384
28 Spectral Size 65536




4-(4-Chlorophenyl)

-2-methyl-1-tosyl-1H-imidazole (3f)
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2 bl 2020-1-syj-H.274.fid
3  Comment 1H zit
4 Origin Bruker BioSpin GmbH
5 Owner nmrsu
6 Site
7 Instrument spect
8  Author
9  Solvent CDC13
10 Temperature 299.0
11 Pulse Sequence 2230
12 Experiment D
13 Probe Z119470_0117 (PA BBO
50081 BBF-H-D-05 Z SP)
14 Number of Scans 2
15 Receiver Gain 66.5
16 RelaxationDely  2.0000
17 Pulse Width 12.0000
18 Presaturation
Frequency
19 Acquisition Tne 1.8175
20 Acquisition Date 2020-08-01T10:4524
21 Modification Date ~ 2020-08-01T10:4526
22 Class
23 Spectrometer 500.16
Frequency
24 Spectral Width 9014.4
25 LowestFrequency -1519.4
26 Nucleus H
27 Acquired Size 16384
28 Spectral Size 65536
Parameters
Parameter Value
1 DamFieName Dy HiHEdf/ 20201011/
2020-1-syj-C/ 117/ fid
2 fRE 2020-1-sy}-C.117.6d
3 Comment 13C at
4 Origin Bruker BioSpin GmbH
5 Owner nnrsu
6 Site
7 Instrument spect
8 Author
9  Solvent €DCB
10 Temperatue 300.7
11 Pulse Sequence  zgpg30
12 Experiment D
13 Probe Z119470_0117 (PA BBO
50081 BBF-H-D-05 Z SP)
14 Number of Scans 90
15 Receiver Gain 188.8
16 Rehxation Dehy  2.0000
17 Pulse Width 10.0000
18 Presaturation
Frequency
19 Acqustion Time  0.5505
20 Acquisition Date  2020-08-01T16:31:49
21 Modification Date  2020-08-01T16:31:52
22 Class
23 Spectrometer 125.78
Frequency
24 Spectral Width 297619
25 Lowest Frequency  -1627.5
26 Nucleus 13¢
27 Acquired Size 16384
28 Spectral Size 65536




4-(4-Bromophenyl)-

2-methyl-1-tosyl-1H-imidazole (3g)

OO D—OW~ O © ©
S8NS838G 3 3 G
®NOOWIIN DN o
L N o o o oo
=\l N T
Parameter Vahe
,, 1 DataFile Name D HEHU now oo
S 2020-1-syjH/ 17/ fid
\©\ 2 RE 2020-1-syjH.17.fid
3 Comment 1H a1t
4 Orign Bruker BioSpin GmbH
5 Owner root
6 Site
7  Instrument spect
8 Author
9 Solvent cpcB
10 Temperature 2046
11 Pulse Sequence 730
12 Experiment D
13 Probe Z119470_0117 (PA BBO
50081 BBE-H-D-05 Z SP)
14 Number of Scans 2
15 Receiver Gain 481
16 Relaxation Delay ~ 2.0000
17 Pulse Width 12,0000
18 Presaturation
Frequency
19 AcqusitonTme 18175
20 Acquiition Date  2019-12-30T1103:18
21 Modification Date  2019-12-30T11:03:20
22 Class
23 Spectrometer 500.16
Frequency
| 24 Spectral Width  9014.4
1 25 Lowest Frequency -1519.4
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28 Spectral Size 65536
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3 Comment 13C =zt
4 Origin Bruker BioSpin GmbH
5 Owner root
Nﬁ( 0 6 Site
N8 7 Tnstrument spect
- =
Br 9 Solvent €DCB
10 Temperature 295.0
11 Pulse Sequence 2gpp30
12 Experiment D
13 Probe Z119470_0117 (PA BBO
5001 BBF-H-D-05 Z SP)
14 Number of Scans 60
15 Receiver Gain 188.8
16 RelaxationDelay  2.0000
17 Pulse Width 10.0000
18 Presaturation
Frequency
19 Acquistion Tme  0.5505
20 AcquisionDate  2019-12-30T113807
21 Modification Date  2019-12-30T11:38:10
22 Class
23 Spectrometer 125.78
Frequency
24 Spectral Width 20761.9
25 LowestFrequency  -1627.5
26 Nucleus 13C
27 Acquired Size 16384
] i 28 Spectral Size 65536
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4-(4-(tert-Butyl) phenyl)-2-methyl-1-tosyl-1H-imidazole (3h)
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1 Data File Name D/ EEEER/ 20201011/
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3 Comment 1H zt
4 Orign Bruker BioSpin GmbH
5 Owner nmrsu
N¢<N 0 6 Sitc
X 8«3 7 Instrument spect
8  Author
t-Bu 9 Sohvent cpeB
10 Temperature 3013
11 Pulsc Sequence 230
12 Experiment D
13 Probe Z119470_0117 (PA BBO
50081 BBF-H-D-05 Z SP)
14 Number of Scans 2
15 Receiver Gain 385
16 RelaxaionDelay  2.0000
17 Pulse Width 12.0000
18 Presaturation
Frequency
19 Acquisition Time 1.8175
20 Acquisition Date 2020-08-03T19:54:48
21 Modification Date ~ 2020-08-03T19:54:50
22 Class
23 Spectrometer 500.16
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' 24 Spectral Width 9014.4
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1 Data File Name D/ H4 8 ¥edid/ 20201011/
2020-1-sy3C/ 128/ fid
N’( o 2 bl 2020-1-sy}C.128.fid
b N-{s" 3 Comment 13Cat
o O\ 4 Origin Bruker BioSpin GmbH
5
t-Bu . xw nmrsu
7 Instrument spect
8  Author
9  Solvent CDCB
10 Temperature 3035
11 Pulse Sequence 2gpe30
12 Experiment 1D
13 Probe Z119470_0117 (PABBO

50081 BBF-H-D-05 Z SP)
14 Number of Scans 189

15 Receiver Gan 1888
16 Relaxation Dely  2.0000
17 Pulse Width 10,0000
18 Presaturation

Frequency

19 Acquision Tmme ~ 0.5505

20 Acquisition Date 2020-08-05T20:51:46
21 Modification Date  2020-08-05T20:51:48
22 Class

23 Spectrometer 125.78

Frequency

Spectml Width ~ 29761.9

25 Lowest Frequency -1627.5

[
=

26 Nucleus 13C
' ) 27 Acquired Size 16384
| 28 Spectrl Size 65536
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(4-(trifluoromethyl)phenyl)-1H-imidazole (3i)

Parameters
Parameter Value
1 DataFilleName Dy FiELUEdH/ 20201011/
2020-1-sypH/ 412/ id
2 e 2020-1-sypH.412.6d
3 Comment 1Hztt
4 Orign Bruker BioSpin GmbH
5 Owner nmrsu
6 Ste
7  Instrument spect
8 Author
FiC 9 Solvent cpeB
10 Temperature 206.8
11 Pulse Sequence 7230
12 Experiment D
13 Probe Z119470_0117 (PA BBO
50081 BBF-H-D-05 Z SP)
14 Numberof Scans 2
15 Receiver Gain 150.9
16 Relaxation Delay 2.0000
{17 Pulsc Width 12.0000
18 Presaturation
Frequency
19 Acqusition Time 18175
20 Acquisition Date 2020-09-27T10:16:24
21 Modification Date ~ 2020-09-27T10:16:26
22 Class
23 Spectrometer 500.16
Frequency
! 24 Spectral Width 20144
i 25 Lowest Frequency  -1519.4
26 Nuckus 1H
27 AcquiredSize 16384
J J 28 Spectral Size 65536
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g e e TR T R Ty R B DS R S T ".\'I/'T “l‘ ‘l' Prcaiiciees
- R |y Parameter Value
1 DataFicName DY H# %0/ nur/ nme/
2020-1-syj-C/ 37/ fid
2 2020-1-sy}-C.37fid
3 Comment 13C zt
4 Origin Bruker BioSpin GubH
5 Owner nanrsu
N=g O 6 st
N8
o \©\ 7 Instrument speet
8  Author
FiC 9 Solvent cDa3
10 Temperature 2088
11 Pulse Sequence 2gpg30
12 Experiment D
13 Probe Z119470_0117 (PA BBO
500S1 BBF-H-D-05 Z SP)
14 Number of Scans 434
15 Receiver Gain 1888
16 Relaxation Dely ~ 2.0000
17 Pulse Width 10.0000
18 Presaturation
Frequency
19 Acquistion Tane  0.5505
20 Acquisttion Date  2020-05-20T11:02:37
21 Modification Date  2020-05-29T11:02:38
22 Class
} 23 Spectrometer 125.78
Frequency
! 24 Spectral Width  29761.9
25 Lowest Frequency -1627.5
26 Nucleus 13C
27 Acquired Size 16334
i 28 Spectral Size 65536
q ‘. e
]
L
r T T T T T T T T T T T T T T T T T T
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f1 (ppm)




2-Methyl-4-(4'-propyl-[1, 1'-biphenyl]-4-yl)-1-tosyl-1H-imidazole (3j)
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e e N e e e N o NN~~~ +-0 00
e N e — P N Parameters
Parameter Value
1 Data File Name D/ PR S oo/ o/
2020-1-syfH/ 112 fd
2 2020-1-syFH. 112.6id
3 Comment Hztt
4 Origin Bruker BioSpin GmbH
5 Owner mrsu
6 Sic
7  Instrument spect
8  Author
9 Solvent cDei3
10 Temperature 205.5
11 Pulse Sequence 2230
12 Experiment D
13 Probe Z119470_0117 (PA BBO
50081 BBF-H-D-05 Z SP)
14 NumberofScans 2
15 Receiver Gain 385
16 RelaxationDelay ~ 2.0000
17 Pulse Width 12.0000
18 Presaturation
Frequency
19 AcqusiionTme 18175
20 AcqusifonDate  2020-06-01T1028:16
21 Modification Date ~ 2020-06-01T1028:18
22 Class
23 Spectrometer 500.16
Frequency
24 Spectral Width %0144
i 25 Lowest Frequency  -1519.4
i 26 Nuckus H
27 Acquired Size 16384
“ J J J 28 Spectral Size 65536
A
) (N (o X ¥
888888 8sg 8 8
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Parameters
Parameter Vahie
1 DataFilke Name D HBEEU/ nane/ noe/
2020-1syj-C/ 40/ fid
,< 2 R 2020-1-5y5-C.40.fid
N=
N-§ 3 Comment 13C 2t
d 4 Origin Bruker BioSpin GmbH
0 T
O 6 s
7 Instrument spect
8 Author
9 Solvent [6seH]
10 Temperature 2058
11 Pulse Sequence 2gpg30
12 Experiment D
13 Probe Z119470_0117 (PA BBO
50051 BBF-H-D-05 Z SP)
14 Number of Scans 71
15 Recciver Gain 1888
16 Relaxation Delay  2.0000
17 Pulse Width 10.0000
18 Presaturation
Frequency
19 Acquisiton Tme 05505
20 AcquisiionDate  2020-06-01T103347
21 Modification Date  2020-06-01T1033:50
\ 22 Chss
23 Spectrometer 12578
Frequency
24 Spectral Width 297619
' ! ! 25 Lowest Frequency -1627.5
26 Nucleus 13C
i i 27 Acquired Size 16384
| “H 28 Spectral Size 65536
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2-Methyl-4

(m-tolyl)-1

tosyl-1H-imidazole (3k)
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Parameter Value
1 Data Fik Name D/ B oo/ o
2020-1-sy}-H/ 18/ fid
2 bRl 2020-1-syj-H.18.6id
\©\ 3 Comment 1H zit
4 Origin Bruker BioSpin GmbH
5 Owner root
6 Site
7 Instrument spect
8 Author
9 Solent €DCB
10 Temperature 204.6
11 Pulse Sequence 2230
12 Experiment D
13 Probe Z119470_0117 (PA BBO
50081 BBF-H-D-05 Z SP)
14 Number of Scans 2
15 Receiver Gain 8.1
16 Relaxation Delay 2.0000
17 Pulse Width 12.0000
18 Presaturation
Frequency
19 Acquisition Tme 18175
20 Acqusition Date 2019-12-30T110628
21 Modification Date ~ 2019-12-30T11:0630
22 Class
. 23 Spectrometer 500.16
Frequency
24 Spectral Width 9014.4
25 Lowest Frequency -1519.4
i 26 Nucleus 1H
27 Acquired Size 16384
28 Spectral Size 65536
g |
P 20N
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B R N R [ERER
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f1 (ppm)
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SBRERGANERANI S a5 ec2
CO-DWNODI~ G ~ao T®%o
ST /N NININ 882
SN N3 v Pacamcters
Parameter Value
1 Data File Name D FE %/ nmr/ none/
2020-1-sy3-C/ 3/ fid
2 b 2020-1-syj-C.3.6d
3 Comment 13C ztt
N= N_s,o 4 Origin Bruker BioSpin GubH
N \@\ 5 Owner root
6 Site
Q/,\/ 7 Instrument spect
Me 8 Author
9 Solvent CDC13
10 Temperature 2054
11 Pulse Sequence zgpg30
12 Experiment D
13 Probe Z119470_0117 (PA BBO
500S1 BBF-H-D-05 Z SP)
14 Number of Scans 60
15 Receiver Gan 188.8
16 Relaxation Delay  2.0000
17 Pulse Width 10.0000
18 Presaturation
Frequency
19 Acquisition Time ~ 0.5505
20 Acquistion Date  2019-12-30T11:43:02
21 Modification Date  2019-12-30T11:43:04
22 Class
23 Spectrometer 125.78
Frequency
24 Spectral Width ~ 29761.9
25 Lowest Frequency -1627.5
26 Nucleus 13C
27 Acquired Size 16384
28 Spectral Size 65536
r T T T T T T T T T T T T
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£1 (ppm)




4-(3-Chlorophenyl)-2-methyl-1-tosyl-1H-imidazole (31)
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Parameter Value
| DataFileName D BiBS¥U/ 20201011/
2020-1-sypH/ 251/ fid
2 i 2020-1-sy3H.251.fid
3 Comment 1Hztt
[o} 4 Ongm Bruker BioSpmn GmbH
5 Owner nnrsu
\©\ 6 Site
7 Instrument spect
ci 8 Author
9 Solent CDCI3
10 Temperature 297.5
11 Pulse Sequence 2g30
12 Experiment 1D
13 Probe Z119470_0117 (PABBO
50081 BBF-H-D-05 Z SP)
14 Numberof Scans 2
15 Receiver Gain 108.7
16 Relaxation Delay ~ 2.0000
17 Pulse Width 12.0000
18 Presaturation
Frequency
19 Acquisiton Tane 18175
20 Acqusition Date 2020-07-19T21:15:02
21 Modification Date ~ 2020-07-19T21:15:04
22 Class
23 Spectrometer 500.16
Frequency
24 Spectral Width 9014.4
25 Lowest Frequency -1519.4
26 Nucleus 1H
1 It 27 Acquired Size 16384
h 28 Spectral Size 65536
ud
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Parameter Value
1 Data File Name D/ FEEEEE/ 20201011
2020-1-sy}-C/ 97/ fid
2 b 2020-1-sy§-C.97.6d
3 Comment 13C At
4 Origin Bruker BioSpin GmbH
5 Owner nmrsu
”\’ N & 6 st
o 7 Instrument spect
¢l 9 Solvent cDeB
10 Temperature 207.3
11 Pulse Sequence 2gpg30
12 Experiment D
13 Probe Z119470_0117 (PA BBO
50081 BBF-H-D-05 Z SP)
14 Number of Scans 2000
15 Receiver Gam 188.8
16 RelaxationDelay  2.0000
17 Pulse Width 10.0000
18 Presaturation
Frequency
19 Acquisition Time  0.5505
20 Acquistion Date  2020-07-17T13:43:42
21 Modification Date ~ 2020-07-17T13:43:44
22 Class
11 23 Spectrometer 125.78
Frequency
24 Spectral Width 29761.9
25 Lowest Frequency -1627.5
b 26 Nucleus 13c
| 27 Acquired Size 16384
: 28 Spectral Size 65536
!
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r T T T T T T T T T T T T T T T T T T T 1
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4-(3-Bromophenyl)-2-methyl-1-tosyl-1H-imidazole (3m)
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Parameter Value
1 Data File Name D HBLEUT 20201011
2020-1-syj-H/ 275/ fid
2 R 2020-1-sy5-H275.6id
3 Comunent 1H zt
4 Orgin Bruker BioSpin GmbH
5 Owner nmrsu
6 Site
7 Instrument spect
o 8 Author
\©\ 9 Solvent e
10 Temperature 2000
11 Pulse Sequence 7230
Br 12 Experiment D
13 Probe Z119470_0117 (PA BBO
50081 BBF-H-D-05 Z SP)
14 Number of Scans 2
15 Receiver Gain 66.5
16 RelxationDeky  2.0000
17 Pulse Width 12.0000
18 Presaturation
Frequency
19 AcqusiionTme  1.8175
20 AcqusifonDate  2020-08-01T10:49:13
21 Modification Date  2020-08-01T10:49:14
22 Class
i 23 Spectrometer 500.16
Frequency
24 Spectral Width 9014.4
25 LowestFrequency  -15194
1 | 26 Nucleus 1H
27 Acquired Size 16384
28 Spectral Size 65536
NS
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Parameter Value
1 DataFile Name D7 EEEI/ 20201010
2020-1-sy-C/ 118/ fid
2 bl 2020-1-syj-C. 118 fid
3 Comment 13C #tt
4 Origin Bruker BioSpin GmbH
5 Owner nmrsu
S 6 Sitc
\Q 7 Instrument spect
$  Author
Br 9 Solvent cpais
10 Temperature 3006
11 Pulse Sequence zgpe30
12 Experiment D
13 Probe Z119470_0117 (PA BBO
50051 BBF-H-D-05 Z SP)
14 Number of Scans 60
15 Receiver Gain 188.8
16 RelixationDehy 20000
17 Pulse Width 10.0000
18 Presaturation
Frequency
19 Acquisiion Tme  0.5505
20 AcqusifonDate  2020-08-01T163730
21 Modification Date  2020-08-01T163732
22 Class
, 23 Spectrometer 125.78
Frequency
24 Spectral Width 20761.9
25 LowestFrequency  -1627.5
! . 26 Nucleus 13C
' 27 Acquired Size 16384
I 28 Spectral Size 65536
N
T T T T ——T T T T T T T T T T T T T T T N
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4-(2-Fluorophenyl)-2-methyl-1-tosyl-1H-imidazole (3n)

—2.5799
~2.4293

Parameter

1 Data File Name

L]

‘omment

9_0

igin
wner
ite

4

9 0 n e W
3

5

nt
8  Author

9 Solvent

10 Temperature
11 Pulse Sequence
12 Experiment

13 Probe

14 Number of Scans

15 Recciver Gain

16 Relaxation Delay

17 Pulse Width

18 Presaturation
Frequency

19 Acquisition Time

20 Acquisttion Date

21 Modification Date

Parameters
Valve

Dy KB ¥l 20201011
2020-1-syj-H/ 276/ fid
2020-1-sy}-H.276.fid
1H ztt
Bruker BioSpin GmbH
nmrsu

spect

€DCI3

29.0

2230

1D

Z119470_0117 (PA BBO
500S1 BBF-H-D-05 Z SP)

2

66.5
2.0000
12.0000

1.8175
2020-08-01T10:53:45
2020-08-01T10:53:46

2 Class
23 Spectrometer 500.16
Frequency
24 Spectral Width %0144
25 LowestFrequency  -1519.4
26 Nucleus H
! W 27 Acquired Size 16384
28 Spectral Size 65536
MO AN
8888888
b = o
—_—r——————— T T T —T
.0 10.5 10.0 9.5 9.0 85 80 7.5 7.0 65 6.0 55 50 45 4.0 3.5
£1 (ppm)
35 553332333338558%58ass .
TN BOOBRTEONNRRONOI®ORE T © 2 o
e8 $983BARRINIIREeEeLSop g ® =
e ———— arameters
Y VoSS = (| Bt i
1 Data File Name D/ PR/ 20201011
2020-1-sy3-C/ 119/ fid
2 bR 2020-1-sy}C.119.6d
3 Comment 13Czt
|4 Orign Bruker BioSpin GmbH
S Owner ranrsu
6 Site
7 Instrument spect
§  Author
9 Solvent cpcB
10 Temperature 300.7
11 Pulse Sequence 22pg30
12 Experiment D
13 Probe Z119470_0117 (PA BBO
50081 BBE-H-D-05 Z SP)
14 NumberofScans 76
15 Receiver Gain 1888
16 RelaxatonDelay  2.0000
17 Pulse Width 10.0000
18 Presaturation
Frequency
19 Acquiston Tine ~ 0.5505
20 AcquisionDate  2020-08-01T16:43:50
|21 Modification Date ~ 2020-08-01T16:43:52
22 Class
! |23 Spectrometer 125.78
Frequency
24 Spectral Width 29761.9
25 Lowest Frequency  -1627.5
126 Nuckus 13c
! 27 Acquired Size 16384
1 28 Spectral Size 65536
II 1 I |
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-methyl-4-phenyl-1H-imidazole (30)

S
2
o
Parameters
Parameter Value
1 DataFikName D7 Fil HH#/ o/ nmr
2020-1-syj-H/ 114/ fid
2 bl 2020-1-syj-H.114.6d
3 Comment 1H ztt
4 Origin Bruker BioSpin GmbH
5 Owner norsu
6 Site
7 Instrument speet
8  Author
9 Saolvent CDC13
10 Temperature 2057
11 Pulse Sequence 2230
12 Experiment D
13 Probe Z119470_0117 (PA BBO
500S1 BBF-H-D-05 Z SP)
14 Number of Scans 2
15 Recciver Gain 592
16 Relaxation Delay 2.0000
17 Pulse Width 12.0000
18 Presaturation
Frequency
19 Acquisition Time 1.8175
20 Acquisition Date 2020-06-01T10:45:16
21 Modification Date  2020-06-01T10:45:18
22 Class
. 23 Spectrometer 500.16
Frequency
24 Spectral Width 9014.4
| 25 Lowest Frequency -1519.4
{ 26 Nucleus 1H
27 Acquired Size 16384
l 28 Spectral Size 65536
e |
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N\ SSSSSSS e ~- | Pirsiites Value
1 DataFileName Dy {4M ¥/ nor/ nme'
2020-1-sy)-C/ 42 fid
2 2020-1-5y5-C.42.fid
3 Comment 13C a1t
4 Orgin Bruker BioSpin GmbH
5 Owner nmrsu
6 Site
0 7 Instrument spect
x N‘,,s 8 Author
¢ \©\ 9 Soivent cci
F 10 Temperature 205.6
11 Puke Sequence  zgpg30
12 Experiment D
13 Probe Z119470_0117 (PA BBO
500S1 BBF-H-D-05 Z SP)
14 Numberof Scans 294
15 Receiver Gain 188.8
16 Relaxation Delay ~ 2.0000
17 Puke Width 10.0000
18 Presaturation
Frequency
19 Acquisition Tame  0.5505
20 AcqusitionDate  2020-06-01T11:00:15
21 Modification Date ~ 2020-06-01T11:00:18
22 Chss
i 1 23 Spectrometer 12578
Frequency
24 Spectral Width 29761.9
25 Lowest Frequency -1627.5
26 Nuckus 13c
27 Acquired Size 16384
1y ‘ 28 Spectral Size 65536
I l
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1-((4-Bromophenyl)sulfonyl)-2-methyl-4-phenyl-1H-imidazole (3p)
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——— N— Parameters
Parameter Value
1 Data File Name D i 246/ nme/ nme
2020-1-syj-H/ 113/ fid
2 W 2020-1-syi-H.113.6d
3 Comment Hazt
4 Origin Bruker BioSpin GmbH
5 Owner nmrsu
6 Site
7 Instrument spect
8 Author
9 Solvent cDai3
10 Temperature 2956
11 Puke Sequence 2230
12 Experiment D
13 Probe Z119470_0117 (PA BBO
50081 BBF-H-D-05 Z SP)
14 Number of Scans 2
15 Receiver Gain 87.0
16 RelxationDelay  2.0000
17 Puke Width 12.0000
18 Presaturation
Frequency
19 AcquisiionTme ~ 1.8175
20 AcqusionDate  2020-06-01T1036:18
21 Modification Date  2020-06-01T10:3620
22 Chss
23 Spectrometer 500.16
| Frequency
" 24 Spectral Width 9014.4
25 Lowest Frequency -1519.4
I 26 Nucleus 1H
27 Acquired Size 16384
i 28 Spectral Size 65536
y |
o]
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Parameter Value
1 Data File Name D/ % EEER/ nme' nme/
2020-1-syjC/ 41/ fid
2 bRl 2020-1-sy}-C ALfid
3 Comment 13C 2t
4 Origin Bruker BioSpin GmbH
5 Owner nmrsu
‘< 6 Site
N= o]
N-g~ 7 Instrument spect
N \CL 8 Author
Br 9 Solvent cDCB
10 Temperature 257
11 Pulse Sequence 2gpg30
12 Experiment D
13 Probe Z119470_0117 (PA BBO
50081 BBF-H-D-05 Z SP)
14 Number of Scans 100
15 Receiver Gain 188.8
16 Relaxation Delay  2.0000
17 Pulse Width 10.0000
18 Presaturation
19 05505
20 AcqusiionDate  2020-06-01T10:42:46
21 Modification Date ~ 2020-06-01T10:42:48
22 Class
23 Spectrometer 125.78
Frequency
24 Spectral Width 29761.9
| 25 Lowest Frequency  -1627.5
26 Nucleus 13C
27 Acquired Size 16384
| & 28 Spectral Size 65536
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2-Ethyl-4-phenyl-1-tosyl-1H-imidazole (3q)
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e =l | ~ Parameters
Parameter Vahe

Data File Name D/ BB/ e/ nme/
2020-1-sy7H/ 226/ fid

2 WS 2020-1-5yH.226 fid
3 Comment 1Hat
Nﬁ( 0o 4 Origin Bruker BioSpin GmbH
< N-s 5 Owner -
o 6 Site
7 Instrument spect
8 Author
9 Solvent cDei3
10 Temperature 2074
11 Pubse Sequence 2930
12 Experiment 1D
13 Probe Z119470_0117 (PA BBO

50051 BBF-H-D-05 Z SP)
14 Number of Scans 2

15 Receiver Gain 1286
16 Relaxation Delay 2.0000
17 Pulse Width 12.0000
18 Presaturation
Frequency
19 Acquisition Tane 18178
20 Acquisition Date 2020-07-13T17:04:09
21 Modfication Date 2020-07-13T17:04:10
22 Chss
23 Spectrometer 500.16
! Frequency
24 Spectral Width 2014.4
25 Lowest Frequency  -1519.4
26 Nucleus 1H
27 Acquired Size 16384
28 Spectral Size 65536
AL : A )
88888 8 8 8
NN~ v~ o~ el el
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f1 (ppm)
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Parameter Value

Data File Name Dy BB/ o/ oo/
2020-1-sy}-C/ 89/ fid

2 b 2020-1-sy}-C.89.fid

3 Comment 13C 21t

4 Orgin Bruker BioSpin GubH

5 Owner mrsu

6 Site

7

8

9

Instrument spect
Author
Solvent CDCI3
10 Temperature 2084
11 Pulse Sequence  zgpg30
12 Experiment D
13 Probe Z119470_0117 (PA BBO

50081 BBF-H-D-05 Z SP)
14 Number of Scans 401

15 Receiver Gain 1888
16 RelixationDeky  2.0000
17 Pulse Width 10.0000
18 Presaturation

Frequency

19 Acquisition Tane 05505
20 AcquisiionDate  2020-07-14T10:11:54
21 Modification Date  2020-07-14T10:1156

LU ;

T T T T T T T T T T
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f1 (ppm

22 Class
[ 23 Spectrometer 125.78
Frequency
24 Spectral Width 20761.9
25 Lowest Frequency  -1627.5
| ' 26 Nucleus 13

27 Acquired Size 16384
28 Spectral Size 65536




4-Phenyl-2-propyl-1-tosyl-1H-imidazole (3r)
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To— e w— Parameter Value
1 Data File Name D/ B4/ nme/ o
2020-1-sypH/ 224/ fid
2 i 2020-1-syFH.224.£id
3 Comment 1H ztt
4 Orgn Bruker BioSpin GmbH
5 Owner nmrsu
6 Site
7 Instrument spect
8 Author
9 Sohent CDCI3
10 Temperature 2074
11 Pulse Sequence 2g30
12 Experiment 1D
13 Probe Z119470_0117 (PABBO
500S1 BBF-H-D-05 Z SP)
14 Number of Scans 2
15 Receiver Gain 66.5
16 Relaxation Delay 2.0000
17 Pulse Width 12.0000
18 Presaturation
Frequency
19 Acquisition Time 1.8175
20 Acquisition Date 2020-07-13T16:48:36
21 Modification Date  2020-07-13T16:48:38
22 Class
i 23 Spectrometer 500,16
H Frequency
24 Spectral Width 9014.4
25 Lowest Frequency  -1519.4
26 Nucleus 1H
27 Acquired Size 16384
28 Spectral Size 65536
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Parameters
Parameter Value
1 Data Fik Name DY EiRHd0/ nmr/ nmr/
2020-1-sy3-C/ 87/ fid
2 bRl 2020-1-5}-C.87.fid
3 Comment 13C ztt
4 Origin Bruker BioSpin GmbH
n-Pr 5 Owner nmrsu
N= 0 6 Site
~ N'/,?' 7 Instrument spect
S i
9  Solvent CDCBB3
10 Temperature 2979
11 Pulse Sequence 2gpg30
12 Experiment D
13 Probe Z119470_0117 (PA BBO
50081 BBF-H-D-05 Z SP)
14 Number of Scans 100
15 Receiver Gam 1888
16 Relaxation Delay  2.0000
17 Pulse Width 10.0000
18 Presaturation
Frequency
19 Acquisition Time 0.5505
20 Acquisition Date 2020-07-14T09:18:30
21 ModificationDate  2020-07-14T09:1832
22 Class
23 Spectrometer 12578
Frequency
24 Spectral Width 29761.9
25 LowestFrequency -1627.5
26 Nucleus 13C
27 Acquired Size 16384
28 Spectral Size 65536
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2-Butyl-4-phenyl-1-tosyl-1H-imidazole (3s)
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Parameter Value
1 Data Fik Name D/ BRI/ 20201011/
2020-1-sy5-H/ 294/ fid
2 2020-1-syj-H.294.6id
3 Comment 1H 2t
4 Origin Bruker BioSpin GmbH
5 Owner nmrsu
6 Site
7 Instrument spect
8 Author
n-Bu 9 Solvent cpeB
N5< ( 10 Temperature 2029
N8 11 Puke Sequence 2230
¢ \©\ 12 Experiment 1D
13 Probe Z119470_0117 (PA BBO
50051 BBF-H-D-05 Z SP)
14 Number of Scans 4
15 Receiver Gain 66.5
16 Relaxation Delay  2.0000
17 Pulse Width 12,0000
18 Presaturation
Frequency
19 Acquisition Tme  1.8175
20 Acquision Date  2020-08-10T11:1701
21 Modification Date ~ 2020-08-10T11:17:02
22 Class
| 23 Spectrometer 50016
Frequency
; 24 Spectral Width 2014.4
! 25 Lowest Frequency  -1519.4
; 26 Nucleus 1H
| 27 Acquired Size 16384
28 Spectral Size 65536
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RN ~- NESN Panacieter Value
1 DataFile Name D7 HB R 20201011/
2020-1-syj-C/ 132 fid
2 W 2020-1-sy3-C.132.fid
3 Comment 13C 7t
4 Ongin Bruker BioSpin GubH
5 Owner nowrsu
6 Site
n-Bu 7 Instrument spect
N= o 8 Author
L N=SC 9 Solvent cpei3
o \©\ 10 Temperature 2042
11 Pulse Sequence zgpe30
12 Experiment D
13 Probe Z119470_0117 (PA BBO
50081 BBE-H-D-05 Z SP)
14 Number of Scans 100
15 Receiver Gain 188.8
16 RelxationDelay  2.0000
17 Pulse Width 10.0000
18 Presaturation
Frequency
19 Acquistion e~ 0.5505
20 AcquisiionDate  2020-08-10T13:02:34
21 Modification Date  2020-08-10T13:02:36
22 Class
23 Spectrometer 12578
24 Spectral Width 29761.9
25 LowestFrequency -1627.5
; 26 Nucleus 13C
H 27 Acquired Size 16384
28 Spectral Size 65536
1 | | II
[ 1
{8 185 1% 4 l h
T T T T T T T T T T T T T T T T T T T T il
0 19 180 170 160 150 140 130 120 110 100 90 80 70 50 40 30 20 10 0 10
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(2,5-Diphenyl-1H-pyrrol-3-yl)(phenyl)methanone (5a)
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Parameter Value
1 DataFilk Name D BBESUE/ S00M-
NMR-date/ 2019-1-hcw-H/
332 fid
2 b 2019-1-hrew-H.332.fid
3 Comment 1H
) 4 Orgin Bruker BioSpin GmbH
}\\\f\ 5 Owner root
A ) 6 Site
7 Instrument spect
SARG $ves
9 Solvent cpeB
10 Temperature 295.2
11 Pulse Sequence 2230
12 Experiment 1D
13 Probe Z119470_0117 (PA BBO
500S1 BBE-H-D-05 Z SP)
14 NumberofSeans 2
15 Receiver Gain 6.5
16 Relaxation Delay ~ 2.0000
17 Pulse Width 12.0000
18 Presaturation
Frequency
19 Acquision Tme 18175
20 AcquisitinDate  2019-11-29T1127:38
21 Modification Date ~ 2019-11-20T1127:40
22 Chss
23 Spectrometer 500.16
Frequency
24 Spectral Wikth 9014.4
25 Lowest Frequency -1518.8
26 Nuclews H
27 Acquired Size 16384
- | fhes 28 Spectral Size 65536
T T T T T T T d
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f1 (ppm)
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Parameter Vake
1 DataFieName D/ FRLE(T/ S00M-
NMR-date/ 2019-1-hxw-C/
255/ fid
2 M 2019-1-hxw-C.255.fid
o 3 Comment 13
5 4 Orign Bruker BioSpin GmbH
M \ Y 5 Owner root
Sa s
H 7 Instrument spect
8 Author
9 Solvent cDeB
10 Temperature 2052
11 Pulse Sequence 2gpe30
12 Experiment 1D
13 Probe Z119470_0117 (PA BBO
5001 BBF-H-D-05 Z SP)
14 Number of Scans 151
15 Receiver Gain 188.8
16 Relaxation Delay ~ 2.0000
17 Pulse Width 10.0000
18 Presaturation
Frequency
19 Acquiion e~ 0.5505
20 AcqusitonDate  2019-11-29T11:37:06
21 Modification Date ~ 2019-11-29T11:37:08
22 Chss
23 Spectrometer 12578
Frequency
i 24 Spectral Width 297619
25 Lowest Frequency -1627.5
26 Nuckus 13¢
h 27 Acquired Size 16384
! ) 28 Spectral Size 65536
1
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Phenyl(2-phenyl-5-(p-tolyl)-1H-pyrrol-3-yl)methanone (5b)
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Parameter Vale
1 DataFilkName Dy HEEU/ 2020-1mw-
H/ 9/ fid
2 M 2020-1-hrew-H.9.6d
3 Comment 1H
4 Origin Bruker BioSpin GmbH
5 Owner root
o e 6 Site
»\\'\\, 7 Instrument spect
I\ 7 8 Author
O u O 9 Solvent cpci
Me 10 Temperature 205.0
11 Pulse Sequence 2g30
12 Experiment 1D
13 Probe 5 mm PABBO BB/ 19F-1H/
D Z-GRD Z119470/ 0117
14 NumberofScans 2
15 Receiver Gain 534
16 Relaxation Delay 2.0000
17 Puke Width 12,0000
| 18 Presaturation
Frequency
19 Acqusiton Tme  1.8175
20 AcquisifonDate  2019-12-23T10:31:00
21 Modification Date ~ 2019-12-23T10:31:46
Al 22 Chss
23 Spectrometer 500.16
| Frequency
24 Spectral Width 9014.4
25 Lowest Frequency  -1519.4
f 26 Nuckus 1H
i 27 Acquired Size 16384
A ) 28 Spectral Size 65536
L LWL i
8 88888 8
- NWNW - «
r T T T T T T T \
1 10 9 8 7 5 2 1
f1 (ppm)
3 §35§§36=§R§3538§ ong @
3 BINBRECSSZRNBRY SRR °
© PERANNNCOPDBDD BT NG ~eo ©
2 R R N e ~RE & Pacsaters
e el ~- | Parameter Value
1 DataFicName D HiBS3(Hi/ 2020-1-hxw-
C/9/fd
2 M 2020-1-hxw-C.9.6d
3 Comment 13c
4 Origin Bruker BioSpin GbH
5 Owner root
6 Sitc
7 Instrument spect
o 8 Author
T 9 Solvent cpci
I \ 10 Temperatwe 2085
O N O 1l Pulsc Sequence  zgpg30
H 12 Experiment D
Me 13 Probe 5 mm PABBO BB/ 19F-1H/
D Z-GRD Z119470/ 0117
14 Number of Scans 90
15 Receiver Gain 188.8
16 RelaxationDelay  2.0000
17 Pulse Width 10.0000
18 Presaturation
Frequency
19 AcquistionTame  0.5505
20 AcquisionDate  2019-12-23T10:35:00
21 Modification Date  2019-12-23T10:38:14
22 Class
23 Spectrometer 125.78
Frequency
24 Spectral Width 20761.9
25 Lowest Frequency  -1627.5
26 Nuckeus 13C
27 Acquired Size 16384
| 28 Spectral Size 65536
|
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(5-(4-Ethylphenyl)-2-phenyl-1H-pyrrol-3-yl)(phenyl)methanone (5¢)
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Parameter Value

Data File Name D/ FAREEUF/ 20201011/
2020-1-sypH/ 313/ fid

2 RE 2020-1-syj-H.313.fid
3 Comment 1H zsw
= 4 Origin Bruker BioSps GmbH
\/\/> 5 Owner nmrsu
!\ 6 st
O u O 7 Instrument spect
Et S Author

9  Solvent CDCB
10 Temperature 296.5
11 Pubsc Sequence 2230
12 Experiment 1D
13 Probe Z119470_0117 (PABBO

500S1 BBF-H-D-05 Z SP)

14 Number of Scans 4
15 Receiver Gain 954
16 Rehxation Delay  2.0000
17 Pulse Width 12.0000
18 Presaturation

Frequency
19 Acqusion Tme 18175

20 A Date  2020-08
21 Modification Date  2020-08-16T09:50:02
o 22 Class
23 Spectrometer 500.16
Frequency

; 24 Spectl Width 90144
\ 25 Lowest Frequency -1519.4

26 Nucleus 1H
27 Acquired Size 16384
" 28 Spectral Size 65536
A 1 v, 1l
il N ¥ t 14
8 88888 8 8
- QW6 w - o ©
r T T T T T T T T T T T 1
1 10 9 ¥ 6 5 3 2 1 0 1
f1 (ppm)
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2 fedogeadaidadnds EEE g = =
b —
=" | e Parameter Vale
1 Data Fike Name D/ FREEUR/ 20201011/
2020-1-syFC/ 145/ fid
2 e 2020-1-s-C. 145 fid
3 Comment 13C znt
4 Orgn Bruker BioSpin GmbH
5 Owner nmrsu
6 Site
o
’§\ 7 Instrument spect
m \ Y, 8 Author
N 9 Solvent CDCI3
H 10 Temperature 297.1
Et 11 PulseSequence  zgpe30
2 Experiment 1D
13 Probe Z119470_0117 (PA BBO

50051 BBF-H-D-05 Z SP)
14 Numberof Scans 140
15 Receiver Gain 188.8

16 Relaxation Delay  2.0000
17 Pulse Width 10.0000
18 Presaturation
Frequency
19 Acquisition Time 0.5505
20 Acquisition Date 2020-08-18T10:12:04
21 Modification Date ~ 2020-08-18T10:12:06
22 Class
23 Spectrometer 125.78
Frequency
24 Spectral Width 297619
[ 25 Lowest Frequency -1627.5
26 Nucleus 13C
27 Acquired Size 16384
{ ! | 28 Spectral Size 65536
| bt |
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(5-(4-Methoxyphenyl)-2-phenyl-1H-pyrrol-3-yl)(phenyl)methanone (5d)
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Parameter Vahie
1 DataFikeName Dy FBIEUE/ 2020101V
2020-1-syj-H/ 257 fid
2 bl 2020-1-syj-H.257.fid
3 Comment 1H z1t
4 Origin Bruker BioSpin GubH
5 Owner nmrsu
6 Site
[o] 7 Instrument spect
j $  Author
N\ \\\‘\\/ 9 Solvent cpa
O N O 10 Temperature 297.6
H 11 Pulse Sequence 2230
H,CO 12 Experiment D
13 Probe Z119470_0117 (PA BBO
50081 BBF-H-D-05 Z SP)
14 Number of Scans 2
15 Receiver Gain 87.0
16 Rehxation Delay  2.0000
17 Pulse Width 12.0000
18 Presaturation
Frequency
19 Acqussition Time 1.8175
20 Acqussition Date 2020-07-24T10:18:13
21 Modification Date ~ 2020-07-24T10:18:14
22 Class
23 Spectrometer 500.16
Frequency
Il 24 Spectral Width 9014.4
! 25 Lowest Frequency  -1519.4
26 Nucleus H
! 27 Acquired Size 16384
)Il ] 28 Spectral Size 65536
b AN ¥
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Parameter Value
1 Data File Name D Fir$di/ 20201011/
2020-1-sy3-C/ 111/ fid
2 e 2020-1-sy)-C. 111 fid
3 Comment 13C zt
4 Origin Bruker BioSpin GuibH
5 Owner sy
6 Site
7 Instrument spect
§  Author
§> 9 Solvent DAz
\ / 10 Temperature 2983
[\ 11 Puke Sequence 2gpe30
O N O 12 Experiment D
HyCO 13 Probe Z119470_0117 (PA BBO
500S1 BBF-H-D-05 Z SP)
14 Number of Scans 100
15 Receiver Gain 188.8
16 RehxatonDehy  2.0000
17 Pukse Width 10.0000
18 Presaturation
Frequency
19 Acquisiion Tine 05505
20 Acquisition Date 2020-07-26T1634:05
21 ModificationDate  2020-07-26T16:34:08
22 Class
23 Spectrometer 12578
Frequency
24 Spectral Width 29761.9
25 Lowest Frequency -1627.5
26 Nucleus 13¢
27 Acquired Size 16384
28 Spectral Size 65536
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r T T T T T T T T T T T T T T T T T T T T 1
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(5-(4-Fluorophenyl)-2-phenyl-1H-pyrrol-3-yl)(phenyl)methanone (5e)

Parameters

Parameter
Data File Name

2 bl

3 Comment
4 Origin

5 Owner
Site

Author
Solvent
10 Temperature
11 Pulse Sequence
12 Experiment
13 Probe

6
7 Instrument
8
9

14 Number of Scans

15 Receiver Gain

16 Relaxation Delay

17 Pulse Width

18 Presaturation
Frequency

19 Acquisition Time

20 Acquisition Date

21 Modification Date

22 Class

Value
D/ H B EH/ o/ o/
2020-1-syFH/ 183/ fid
2020-1-6yH.183.fid
1H zt
Bruker BioSpn GmbH
sy

spect

CDCB

2974

2230

1D

Z119470_0117 (PABBO
50081 BBF-H-D-05 Z SP)

2

1286
2.0000
12.0000

1.8175
2020-06-25T11:28:57
2020-06-25T11:28:58
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2

3 Comment

4 Origin

5 Owner

6 Site

7 Instrument
8 Author

9 Solvent

10 Temperature
11 Pulse Sequence
12 Experiment
13 Probe

14 Number of Scans

15 Receiver Gain

16 Reclaxation Delay

17 Pulse Width

18 Presaturation
Frequency

19 Acquisition Tane

20 Acquisition Date

21 Modification Date

22 Chass

23 Spectrometer
Frequency

24 Spectral Width

25 Lowest Frequency

26 Nucleus

27 Acquired Size

28 Spectral Size

23 Spectrometer 500.16
Frequency
24 Spectral Width 9014.4
25 Lowest Frequency  -1519.4
26 Nucleus 1H
27 Acquired Size 16384
28 Spectral Size 65536
1
Parameters
Parameter Value
1 DataFilke Name Dy EBEH nme/ nme

2020-1-syj-C/ 78/ fid
2020-1-sy-C.78.fid
13C zt

Bruker BioSpin GubH
nmrsu

spect

CDC13
208.1
2gpe30
1D

Z119470_0117 (PA BBO
500S1 BBF-H-D-05 Z SP)

500
188.8
2.0000
10.0000

0.5505
2020-06-26TO8:18:00
2020-06-26T08:18:02

125.78

29761.9
-1627.5
13C
16384
65536




(5-(4-Chlorophenyl)-2-phenyl-1H-
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yrrol-3-yl)(phenyl)methanone (5f)
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Paramcters

Parameter
Data File Name

(3
Comment
Origin
Owner
Site
Instrument
Author
Solvent

110 Temperature

Pulse Sequence

|12 Experiment

Probe

| 14 Number of Scans

Receiver Gain

Value
Dy (R EE 20201011
2020-1-sy)-H/ 267/ fid
2020-1-sy3-H.267.fid
1H zt
Bruker BioSpin GmbH
nmrsu

spect

CDCa3

2974

2230

1D

Z119470_0117 (PA BBO
50081 BBF-H-D-05 Z SP)
2

114.1

Relaxation Delay ~ 2.0000
117 Pulse Width 12.0000
|18 Presaturation
Frequency
Acquisition e~ 1.8175
Acquisition Date  2020-07-26T11:37:31
Modification Date ~ 2020-07-26T11:37:32
Class
Spectrometer 500.16
Frequency
Speetral Width %0144
Lowest Frequency -15194
126 Nucleus H
127 Acquired Size 16384
128 Spectral Size 65536
Parameters
Parameter Value
1 DataFile Name D/ FiBE2H/ 20201011/
2020-1-syj-C/ 114/ fid
2 e 2020-1-5y}-C.114.fid
3 Comment 13C zt
4 Orgin Bruker BioSpin GmbH
5 Owner nmrsu
6 Site
7 Instrument spect
8  Author
9  Solvent CDCB
10 Temperature 2083
11 Pulse Sequence  zgpg30
12 Experiment D
13 Probe Z119470_0117 (PA BBO

500S1 BBF-H-D-05 Z
SP)

14 Number of Scans 83
15 Receiver Gain 188.8
16 Relaxation Delay 2.0000
17 Pulse Width 10.0000
18 Presaturation
Frequency
19 Acquisition Tme  0.5505
20 AcqusitionDate  2020-07-26T16:59:52
21 Modification Date  2020-07-26T16:59:54
22 Class
23 Spectrometer 125.78
Frequency
24 Spectral Width 29761.9
25 Lowest Frequency -1627.5
26 Nuckus 13C
27 Acquired Size 16384
28 Spectral Size 65536




(5-(4-Bromophenyl)-2-phenyl-1H-p

yrrol-3-yl)(phenyl)methanone (5g)

. Paramcters
Parameter Value
1 Data File Name D/ FiBAA e/ e/
2020-1-syH/ 127/ fd
2 riE 2020-1-sy7H.127.6d
3 Comment 1H ztt
4 Origin Bruker BioSpin GmbH
5 Owner nmrsu
° 6 Site
\\\ f\j 7 Instrument spect
\ V4 8 Author
[\ N 9 Solvent cDeB
u | 10 Temperature 297.2
Br # 11 Pube Sequence 2230
12 Experiment 1D
13 Probe Z119470_0117 (PA BBO
500S1 BBF-H-D-05 Z SP)
14 Number of Scans 2
15 Receiver Gain 188.8
16 Relaxation Delay 2.0000
17 Pulse Width 12.0000
18 Presaturation
Frequency
19 Acquisition Time 18175
20 Acquisition Date 2020-06-04T12:55:35
21 Modification Date ~ 2020-06-04T12:55:36
22 Chass
1
I 23 Spectrometer 500.16
| Frequency
| 24 Spectral Width 90144
25 Lowest Frequency -1519.4
26 Nuckus 1H
27 Acquired Size 16384
| 28 Spectral Size 65536
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e s, Y | N Parameter Value
1 DataFileName D7 E 20/ nnr/ noe
2020-1-syj-C/ 51/ fid
2 2020-1-syj-C 51 fid
3 Comment 13C 7t
4 Origin Bruker BioSpin GmbH
5 Owner mrsu
6 Site
7 Instrument spect
8  Author
o 9  Solvent CDC13
ﬁ 10 Temperature 298.0
R \_/ 11 Puke Sequence  zzpg30
N 12 Experiment D
O H O 13 Probe Z119470_0117 (PA BBO
Br 500S1 BBF-H-D-05 Z SP)
14 Numberof Scans 201
15 Receiver Gain 188.8
16 Rehxation Dely  2.0000
17 Pulse Width 10.0000
18 Presaturation
Frequency
19 Acquisition Tme  0.5505
2020-06-05T12:23.03
2020-06-05T1223:06
12578
|
¥ 20761.9
-1627.5
13C
16384
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(5-(4-(tert-Butyl)phenyl)-2-phenyl-1H-pyrrol-3-yl)(phenyl)methanone (5h)
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Parameters
Parameter Value
1 Data File Name D/ FEEE 20201011/
2020-1-syj-H/ 268/ id
2 2020-1-syH.268.fid
3 Comment 1H ztt
4 Orgn Bruker BioSpn GmbH
[e] 5 Owner nmrsu
S Site
M \_/ Instrument spect
N Author
O H Solvent cpei3
t-Bu
Temperature 297.4
Pubse Sequence 2g30
2 Experiment 1D
Probe Z119470_0117 (PA BBO
500S1 BBF-H-D-05 Z SP)
Number of Scans 2
Recciver Gain 87.0
Relaxation Delay ~ 2.0000
Pulse Width 12.0000
Presaturation
Frequency
19 Acquisition Time 1.8175
20 Acquisition Date 2020-07-26T11:42:58
21 Modification Date  2020-07-26T11:43:00
22 Class
Spectrometer 500.16
i Frequency
Spectral Width 9014.4
i1 Lowest Frequency  -1519.4
Nucleus 1H
Acquired Size 16384
i L Spectral Size 65536
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1 Data File Name D B 3/ 20201011/
2020-1-sy-C/ 112/ fid
3 2020-1-6y3-C. 112.id
Comment 13C 2t
Origin Bruker BioSpn GmbH
Owner nmrsu
Site
Instrument spect
o Author
)\\C\ Solvent cpei
I\ 4 Temperature 2082
N Pulse Sequence 2gpg30
Y B %
tBu Probe Z119470_0117 (PA BBO
500S1 BBF-H-D-05 Z SP)
Number of Scans 123
5 Receiver Gain 188.8
Relaxation Delay ~ 2.0000
Pulse Width 10.0000
Presaturation
Frequency
19 AcqusitonTme  0.5505
20 AcquisitonDate  2020-07-26T16:42:14
21 Modification Date  2020-07-26T16:42:16
22 Chass
23 Spectrometer 125.78
Frequency
24 Spectral Width 29761.9
25 Lowest Frequency -1627.5
26 Nucleus 13C
27 Acquired Size 16384
28 Spectral Size 65536
| ) I8
| Lo L UL ,

r T T T T T T T T T T T T T T T T
0 200 190 180 170 160 150 140 130 120 110 ¢ 100 90 80 70 60 50 40 30 20 10 0
f1 (ppm)



Phenyl(2-phenyl-5-(4'-propyl-[1,1'-biphenyl]-4-yl)

1H-pyrrol-3-yl)methanone (5i)
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Parameters
Parameter Value
1 DataFilk Name Dy 5/ 20201011/
2020-1-syj-H/ 314/ fid
o o= 2 b 2020-1-sy5-H.314.6d
\ p 3 Comment 1H ztt
i\ 4 Orgin Bruker BioSpin GubH
O u O 5 Owner nmrsu
6 Sie
O 7 Instrument spect
n-Pr 8 Author
9 Solvent Dt
10 Temperature 2065
11 Pulse Sequence 2230
12 Experiment D
13 Probe Z119470_0117 (PA BBO
50081 BBF-H-D-05 Z SP)
14 Number of Scans 4
15 Receiver Gain 271
16 RehxatonDehy  2.0000
17 Pulse Wikth 12.0000
18 Presaturation
Frequency
19 Acquisifon Tne 18175
20 AcqusifonDate  2020-08-16T09:54:42
21 Modification Date  2020-08-16T09:54:44
! 22 Class
" 23 Spectrometer 500.16
Frequency
! 24 Spectral Width 90144
\ i 25 LowestFroqency  -15194
' 26 Nucleus H
J 27 Acqired Sizx 16384
L 2 t
o ¥ , ¥ A 28 Spectral Size 65536
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i— | | N | | | Parameter Vale
1 Data File Name D/ B 804/ 2020-sy3HC/
2020-1-5y3C/ 35 fid
2 b 2020-1-6y3C.358.fid
3 Comment 13C ztt
4 Origin Bruker BioSpin GmbH
5  Owner nmsu
Q 6 sic
/\ 4 $  Author
O N O 9 Solvent cpes
O 10 Temperature 295.4
11 Puke Sequence z2pe30
n-Pr 12 Experiment 1D
13 Probe Z119470_0117 (PA BBO
5001 BBF-H-D-05 Z SP)
14 Number of Scans 100
15 Receiver Gain 188.8
16 RelaxationDeby  2.0000
17 Pukse Width 10.0000
18 Presaturation
Frequency
19 Acquisition Time 0.5505
20 Acquisition Date 2020-12-24T19:25:57
21 Modificaton Date ~ 2020-12-24T19:26:00
it 22 Chss
23 Spectrometer 125.78
11l Frequency
24 Spectral Width 297619
25 Lowest Frequency -1627.5
' ! 26 Nucleus 13C
| 27 Acquired Size 16384
! ! 28 Spectral Size 65536
i “. |
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Phenyl(2-phenyl-

-(m-tolyl)-1H-pyrrol-3-yl)methanone (5j)
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14 Number of Scans
15 Receiver Gain
6 Relaxation Delay
17 Pulse Width

18 Presaturation

Frequency

19 Acquisition Time
20 Acquisition Date
21 Modification Date
22 Class

23 Spectrometer

Frequency

24 Spectral Width
25 Lowest Frequency
26 Nucleus

7 Acquired Size

8 Spectral Size

Parameters
Parameter Value
1 Data File Name D F4REEHE/ oo/ noe/
2020-1-s5-H/ 227 fid
2 bl 2020-1-sy-H.227.6id
3 Comunent 1H 21t
4 Ongin Buker BioSpin GmbH
5 Owner nmrsu
6 Site
7 Instrument spect
8 Author
9 Solvent CDC13
10 Temperatwe 2074
11 Pulse Sequence  2g30
12 Experiment D
13 Probe Z119470_0117 (PA BBO
500S1 BBF-H-D-05 Z SP)
14 Number of Scans 2
15 Receiver Gam 59.2
16 Relaxation Delay  2.0000
17 Pulse Width 12.0000
18 Presaturation
Frequency
19 Acquisition Time 1.8175
20 Acquisition Date 2020-07-13T17:21:41
21 Modification Date 2020-07-13T1721:42
22 Class
23 Spectrometer 500.16
Frequency
24 Spectral Width %0144
25 Lowest Frequency  -1519.4
26 Nucleus H
27 Acquired Size 16384
28 Spectral Size 65536
Parameters
Parameter Value
1 DamFicName Dy {4BEE/ nmr/ oo/
2020-1-sy3-C/ 90 fid
2 bl 2020-1-5y}-C.90.fid
3 Comment 13C zt
4 Origin Bruker BioSpin GmbH
5 Owner nnrsu
6 Site
7 Instrument spect
8  Author
9 Solvent CDCBB
10 Temperature 298.4
11 Pulse Sequence 22pg30
12 Experiment D
13 Probe Z119470_0117 (PABBO

500S1 BBF-H-D-05 Z SP)
330

188.8

2.0000

10.0000

0.5505
2020-07-14T10:29:55
2020-07-14T10:29:58

125.78

297619
-1627.5
13C
16384
65536




(5-(3-Chlorophenyl)-2-phenyl-1H-pyrrol-3-yl)(phenyl)methanone (5k)
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I S Parameter Value
1 Data File Name D/ Hi B EA/ ne’ o/
2020-1-syFH/ 228 fid
2 A 2020-1-syj-H.228.fid
3 Comment 1H zit
4 Origin Bruker BioSpin GmbH
5 Owner nmrsu
6 Site
7 Instrument spect
8 Author
9 Solvent CDCB
10 Temperature 2074
11 Pulse Sequence 2230
12 Experiment D
13 Probe Z119470_0117 (PA BBO
50081 BBF-H-D-05 Z SP)
14 Number of Seans 2
15 Receiver Gain 954
16 Relaxation Delay ~ 2.0000
17 Pulse Width 12.0000
18 Presaturation
Frequency
19 Acquisition Time 1.8175
20 Acquisition Date 2020-07-13T17:26:47
21 Modification Date  2020-07-13T17:26:48
22 Class
23 Spectrameter 500.16
Frequency
24 Spectral Width 9014.4
25 Lowest Frequency -1519.4
26 Nuckus 1H
27 Acquired Size 16384
| 28 Spectral Size 65536
J A Al
Ll
8
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—, | [~ | ~ Parameters
Parameter Value
1 Data File Name D FiEAE/ nme/ nme/
2020-1-syj-C/ 91/ fid
2 e 2020-1-sy3-C.91 fid
3 Comment 13C ztt
4 Orgin Bruker BioSpin GmbH
o 5 Owner nmrsu
= 6 Site
R \_/ 7 Instrument speet
H 8 Author
SAAS 4l
10 Temperature 2983
a 11 Puke Sequence 2gpg30
12 Experiment 1D
13 Probe Z119470_0117 (PA BBO
50081 BBF-H-D-05 Z SP)
140
188.8
2.0000
10.0000
0.5505
20 Acquisition Date 2020-07-14T10:4025
21 Modification Date 2020-07-14T10:4028
22 Chss
23 Spectrometer 12578
Frequency
24 Spectral Width 29761.9
25 Lowest Frequency  -1627.5
Al 26 Niucleus 13C
27 Acquired Size 16384
i “ 28 Spectral Size 65536
r T T T T T T T T T T T T T T T T T T T T 1
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f1 (ppm)




(5-(3-Bromophenyl)-2-phenyl-1H-pyrrol-3-yl)(phenyl)methanone (51)

f1 (ppm)
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ol Parameters
Parameter Value
2 1 Data File Name D/ PR/ 20201011/
}\\L 2020-1-syj-H/ 266/ fid
I\ " 2 M 2020-1-syj-H.266.fid
3 Comment 1H zt
O 4 Orgn Bruker BioSpin GmbH
5 Owner nmrsu
6 Site
7 Instrument spect
8 Author
9 Solvent CDCB
10 Temperature 2974
11 Pulse Sequence 2230
12 Experiment 1D
13 Probe Z119470_0117 (PA BBO
500S1 BBF-H-D-05 Z SP)
14 Numberof Scans 2
15 Receiver Gain 4.1
16 Relaxation Delay 2.0000
17 Pulse Width 12.0000
18 Presaturation
Frequency
19 Acquisition Tane 1.8175
20 Acquisition Date 2020-07-26T11:32:32
21 Modification Date
22 Chss
23 Spectrometer 500.16
Frequency
24 Spectral Width 20144
25 Lowest Frequency  -1519.4
26 Nucleus H
27 Acquired Size 16384
i 28 Spectral Size 65536
i
8
-
T T
] )
1 (ppm)
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! = b Parameter Vahie
1 Data Filke Name D Hxi %/ 20201011/
2020-1-sy3-C/ 113/ fid
2 b 2020-1-535-C. 113.6d
3 Comment 13C 2t
4 Origin Bruker BioSpin GmbH
/j 5 Owner narsu
. ;=
» 7 Instrument spect
0 j
9 Solvent CDCI3
10 Temperature 283
11 Pubc Sequence  zgpe30
12 Experiment D
13 Probe Z119470_0117 (PA BBO
50081 BBF-H-D-05 Z SP)
14 Number of Scans 99
15 Receiver Gain 188.8
16 Relaxation Delay  2.0000
17 Pulse Width 10.0000
18 Presaturation
Frequency
19 Acqussition Tme 0.5505
20 Acquisition Date 2020-07-26T16:50:55
21 Modification Date ~ 2020-07-26T16:50:58
22 Chss
23 Spectrometer 12578
Frequency
24 Spectral Width 29761.9
25 Lowest Frequency -1627.5
26 Nucleus 13C
27 Acquired Size 16384
| 28 Spectral Size 65536
T T T T
180 110 100 90



(5-(2-Fluorophenyl)-2-phenyl-1H-pyrrol-3-yl)(phenyl)methanone (5m)
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R e Parameters
Parameter Vale
1 Data File Name D R S/ 20201011/
2020-1-syj-H/ 292/ fid
= 2 fiE 2020-1-5y-H.202.6d
B \_/ 3 Comment 1H zt
4 Origin Bruker BioSpin GmbH
CCv O s owet i
F 6 Site
7 Instrument spect
8 Author
9 Solvent CDCI3
10 Temperature 2028
11 Pulse Sequence 2330
12 Experment 1D
13 Probe Z119470_0117 (PA BBO
50081 BBF-H-D-05 Z SP)
14 Number of Scans 4
15 Receiver Gain 9.2
16 Relaxation Dely  2.0000
17 Pulse Width 12.0000
18 Presaturation
Frequency
19 Acquision Tane  1.8175
20 Acquisition Date 2020-08-10T11:02:25
21 Modification Date ~ 2020-08-10T11:0226
22 Class
23 Spectrometer 500.16
Frequency
24 Spectral Width 90144
25 Lowest Frequency -1519.4
26 Nucleus H
; 27 Acquired Size 16384
28 Spectral Size 65536
)\ L_A il
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8
r T T T T T T 1
1 10 9 6 5 3 0 1
f1 (ppm)
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| V) eSS e S Parameters
Parameter Value
1 Data File Name D HREEEE/ 20201011
2020-1-5yj-C/ 130/ fid
2 2020-1-sy3-C.130.fid
3 Comment 13C zt
4 Ongin Bruker BioSpin GmbH
5 Owner sy
6 Site
7  Instument spect
8 Author
9  Solvent CDC13
10 Temperature 2036
11 PubeSequence  zzpp30
12 Experiment D
13 Probe Z119470_0117 (PA BBO
500S1 BBF-H-D-05 Z SP)
14 Number of Scans 100
15 Receiver Gam 188.8
16 Relaxation Dely 2.0000
17 Pukse Width 10.0000
18 Presaturation
Frequency
19 Acquision Tane 05505
20 Acquisition Date 2020-08-10T12:41:04
21 Modification Date ~ 2020-08-10T12:41:06
22 Class
23 Spectrometer 12578
Frequency
24 Spectral Width 29761.9
25 Lowest Frequency  -1627.5
26 Nucleus 13C
| 27 Acquired Size 16384
! } 28 Spectral Size 65536
| : | ki
]
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-phenyl-1H-pyrrol-3-yl) methanone (5n)

f1 (ppm)

Parameters
Parameter Value
1 Data File Name D i $/ oo/ nane/
2020-1-syj-H/ 174/ fid
2 2020-1-syj-H.174.fid
3 Comment 1H ztt
4 Orgin Bruker BioSpin GmbH
5 Owner sy
6 Site
7 Instrument spect
8 Author
9  Solvent CDC13
10 Temperature 2073
11 Puke Sequence 2230
12 Experiment D
13 Probe Z119470_0117 (PA BBO
500S1 BBF-H-D-05 Z SP)
14 Number of Scans 2
15 Receiver Gain 188.8
16 Relaxation Dely  2.0000
17 Pulse Width 12.0000
18 Presaturation
Frequency
19 Acquisiton Tane ~ 1.8175
20 Acquisition Date 2020-06-20T1228:13
21 ModificationDate  2020-06-20T1228:14
22 Class
23 Spectrometer 500.16
Frequency
24 Spectral Width 014.4
25 Lowest Frequency  -1519.4
26 Nucleus 1H
27 Acquired Size 16384
28 Spectral Size 65536
T T
5
f1 (ppm)
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L ~ Parameters
Parameter Value
1 DataFil Name Dy FRAEUR/ oo/ oo/
2020-1-sy3-C/ 70/ fid
2 2020-1-5y3-C.70fid
3 Comment 13C zt
4 Orgin Bruker BioSpin GmbH
5 Owner sy
6 Site
7 Instrument spect
X »\Q‘CI 8  Author
9 Solvent CDC3
O u O 10 Temperature 2085
cl 11 PuscSequence  zgpg30
12 Experiment D
13 Probe Z119470_0117 (PA BBO
500S1 BBF-H-D-05 Z SP)
14 Number of Scans 4100
15 Receiver Gain 1888
16 Relaxation Delay ~ 2.0000
17 Puise Width 10.0000
18 Presaturation
Frequency
19 Acquision Tane 05505
20 Acquisition Date  2020-06-20T19:10:40
21 Modification Date  2020-06-20T19:10:42
22 Chss
23 Spectrometer 125.78
Frequency
24 Spectral Wikh 297619
25 Lowest Frequency -1627.5
26 Nucleus 13C
27 Acquired Size 16384
28 Spectral Size 65536
|
L
T T T T
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(2,5-Diphenyl-1H-pyrrol

3-yD) (naphthalen-2-yl) methanone (50)
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Parameters
Parameter Value
1 Data File Name D/ BREEAN/ v/ name/
2020-1-sypH/ 182 fid
2 b 2020-1-sy3-H. 182 fid
o P 3 Comment 1H ztt
= 3 4 Origin Bruker BioSpm GmbH
W% 5 Owner sy
!\ 6 Sic
SARe T
8 Author
9 Solvent €DCi3
10 Temperature 2074
11 Pulse Sequence 2830
12 Experiment D
13 Probe Z119470_0117 (PABBO
500S1 BBF-H-D-05 Z SP)
14 Number of Scans 2
15 Receiver Gain 188.8
16 Relaxation Delay 2.0000
17 Pulse Width 12.0000
18 Presaturation
Frequency
19 Acquision Tme 18175
20 AcquisifionDate  2020-06-25T11:24:49
21 Modification Date ~ 2020-06-25T11:24:50
22 Chss
23 Spectrometer 500.16
Frequency
il 24 Spectral Width 9014.4
i 25 LowestFrequency  -1519.4
26 Nucleus 1H
§ 27 Acquired Size 16384
I l 28 Spectral Size 65536
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Data Fie Name D2/ BB/ e/ o
2020-1-sy3C/ 77/ fid
2 2020-1-syyC.77.fid
3 Comment 13Cat
4 Orgin Bruker BioSpin GmbH
5 Owner norsu
6 Site
7 Instument spect
§  Author
9 Solvent CDCB
10 Temperature 2082
11 Pulse Sequence  zgpgd0
12 Experiment 1D
13 Probe Z119470_0117 (PA BBO
500S1 BBF-H-D-05 Z SP)
14 Number of Scans 600
15 Receiver Gan 188.8
16 Relaxation Dely  2.0000
17 Pulse Width 10.0000
18 Presaturation
Frequency
19 Acquisition Tane ~ 0.5505
20 AcquistionDate  2020-06-26T07:52:58
21 Modifi Date  2020-06-2
22 Class
23 Spectrometer 125.78
Frequency
24 Spectral Width 297619
25 Lowest Frequency -1627.5
26 Nucleus 13C
27 Acquired Size 16384
i 28 Spectral Size 65536
1y |
| 1l lj ! I
) I W
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(2,5-Diphenyl-1H-pyrrol-3-yl) (thiophen-2-yl) methanone (5p)
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Paraneters
Parameter Value
1 Data File Name D Hif B oo/ nunr
2020-1-syj-H/ 181/ fid
2 bkl 2020-1-syj-H.181.fid
3 Comment 1H zt
4 Origin Bruker BioSpin GubH
5 Owner nmrsu
6 Site
7 Instrument spect
8 Author
9 Solvent €DCB
10 Temperature 2974
11 Pulse Sequence 230
12 Experiment D
13 Probe Z119470_0117 (PA BBO
500S1 BBF-H-D-05 Z SP)
14 Number of Scans 2
15 Receiver Gain 188.8
16 Relaxation Delay 2.0000
17 Pulse Width 12.0000
1.8175
20 Acquisition Date 2020-06-25T11:17:57
21 Modification Date 2020-06-25T11:17:58
22 Class
23 Spectrometer 500.16
Frequency
24 Spectral Width 9014.4
25 LowestFrequency  -15194
| 26 Nuclus 1H
! 27 Acquired Size 16384
L 28 Spectral Size 65536
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Parameter Vale
1 DataFieName Dy HBEH/ nme' oo
2020-1-sy}C/ 76/ fid
2 M 2020-1-sy}+C.76.fid
3 Comment 13C ztt
4 Origin Bruker BioSpin GuibH
5 Owner nmrsu
o :
S 6 Site
\L\\J 7 Imtruoedt spect
B 8 Author
O H O 9 Solvent CDCB
10 Temperature 208.5
11 Pulse Sequence  zgpg30
12 Experiment 1D
13 Probe Z119470_0117 (PA BBO

i i 1““1 .

T T
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f1 (ppm)

14 Number of Scans

15 Receiver Gam

16 Relaxation Delay

17 Pulsc Width

18 Presaturation
Frequency

19 Acquisition Time

20 Acquisition Date

21 Modification Date

22 Class

23 Spectrometer
Frequency

24 Spectral Width

25 Lowest Frequency

26 Nucleus

27 Acquired Size

28 Spectral Size

50081 BBF-H-D-05 Z SP)
254

188.8

2.0000

0.5505
2020-06-26T07:24:08
2020-06-26T07:24:10

125.78

20761.9
-1627.5
13C
16384
65536




(2-Isopropyl-5-phenyl-1H-pyrrol-3-yl) (phenyl)methanone (5q)
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Parameters
Pammeter Vake
1 Data File Name D/ B4R AR/ 20201011/
2020-1-syFH/ 295/ £id
2 2020-1-sy3H.295.fid
o 3 Comment 1H ztt
j 4 Origin Bruker BioSpm GmbH
\ / 5 Owner nmrsu
[\ 6 Sit
N i-Pr
H 7 Instrument spect
8  Author
9  Solvent cDCBi3
10 Temperature 2929
11 Pukse Sequence 2g30
12 Experiment 1D
13 Probe Z119470_0117 (PABBO

50051 BBF-H-D-05 Z SP)
14 Number of Scans 4

15 Receiver Gain 66.5
16 RehxatonDehy  2.0000
17 Pukse Width 12.0000
18 Presaturation

Frequency

19 Acquisition Time 1.8175

20 Acquisition Date 2020-08-10T11:24:54
21 Modification Date  2020-08-10T11:24:56
22 Chss

23 Spectrometer 500.16

Frequency
24 Spectral Width 9014.4
25 LowestFrequency  -1519.4

26 Nucleus 1H
i 27 Acquired Size 16384
J i _L I 28 Spectral Size 65536
] ¥ .
8 8
- ©
T T T T T T T ]
6 5 3 2 1 0 1
f1 (ppm)
b 382233@8932# o~ "]
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Parameters
Parameter Value
1 DamFileName D HiEIE(H/ 20201011/
2020-1-sy}-C/ 133 fid
2 e 2020-1-syj-C.133.fid
o 3 Comment 13Cat
= 4 Origin Bruker BioSpin GmbH
/&\\Q 5 Owner nmrsu
A 6 Ste
ﬂ ERY 7 Instrument spect
§  Author
9 Solvent cpeB
10 Temperature 294.0
11 Pulse Sequence 2gpg30
12 Experiment D
13 Probe Z119470_0117 (PA BBO
5001 BBF-H-D-05 Z SP)
14 Number of Scans 120
15 Receiver Gain 1888
16 Relaxation Dely  2.0000
17 Pulse Width 10.0000
18 Presaturation
Frequency
19 Acqusition Tme 05505
20 AcquisiionDate  2020-08-10T13:09:58
21 Modification Date  2020-08-10T13:10:00
22 Class
23 Spectrometer 125.78
Frequency
\ 24 Spectral Width 297619
| 25 Lowest Frequency  -1627.5
26 Nuckus 13C
i ( 27 Acquired Size 16384
28 Spectral Size 65536
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Phenyl(5-phenyl-2-propyl-1H-pyrrol-3-yl) methanone (5r)

Parameters
Parameter Value
1 Data File Name D 48 Ed/ nme/ nme/
2020-1-syj-H/ 225/ fid
2 bl 2020-1-sy}H.225 fid
3 Comment 1H ztt
4 Ongin Bruker BioSpm GmbH
5 Owner nnrsu
6 Site
7 Instrument spect
8 Author
9 Solvent €DCB
10 Temperature 2974
11 Pulse Sequence 7230
12 Experiment D
13 Probe Z119470_0117 (PA BBO
50081 BBF-H-D-05 Z SP)
14 Number of Scans 2
15 Receiver Gan 1286
16 Rehxation Dely  2.0000
17 Pulse Width 12,0000
18 Presaturation
Frequency
19 Acquisition Time 1.8175
20 Acqusttion Date 2020-07-13T17:00:08
21 Modification Date ~ 2020-07-13T17:00:10
22 Class
23 Spectrometer 500.16
Frequency
24 Spectral Width 9014.4
25 Lowest Frequency -1519.4
26 Nucleus 1H
27 Acquired Size 16384
28 Spectral Size 65536
Parameters
Parameter Vale
1 Data File Name D F4REAR/ nme/ o/
2020-1-sy3C/ 88/ fid
2 e 2020-1-sy3-C 88.6d
3 Comment 13C zt
4 Origin Bruker BioSpin GmbH
5 Owner nmrsu
6 Site
7 Instrument spect
8 Author
9  Solvent CDCB
10 Temperatwe 2083
11 Pulse Sequence  zapgd0
12 Experiment D
13 Probe Z119470_0117 (PA BBO
50081 BBF-H-D-05 Z SP)
14 Number of Scans 660
15 Receiver Gam 188.8
16 Rehxation Dehy  2.0000
17 Pulse Width 10.0000
18 Presatumtion
Frequency
19 Acquisition Time
20 Acquisition Date
21 Modification Date
22 Class
23 Spectrometer 125.78
Frequency
24 Spectral Width 29761.9
25 LowestFrequency -1627.5
26 Nucleus 13C
27 Acquired Size 16384
28 Spectral Size 65536

f1 (ppm)
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(2-Butyl-5-phenyl-1H-pyrrol-3-yl) ( phenyl)methanone (5s)
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14 Number of Scans

15 Receiver Gain

16 Relaxation Delay

17 Pulse Wiith

18 Presaturation
Frequency

19 Acquisition Tane

20 Acquisition Date

21 Modification Date
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23

Parameters

Parameter Value

1 DataFile Name D HBE¥(H/ 2021-
syi-S00/ 2021-1-syj-H/ 6 fid

2 bk 2021-1-sy-H.6 fid
3 Comment 1H 1t
4 Origin Bruker BioSpin GmbH
5 Owner nmrsu
6 Site
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9 Solvent [erled]
10 Temperature 2015
11 Pulse Sequence  zg30
12 Experiment D
13 Probe Z119470_0117 (PA BBO
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Spectrometer 500.16
Frequency
24 Spectral Width ~ 9014.4
25 Lowest Frequency -1519.4
26 Nucleus H
27 Acquired Size 16384
28 Spectral Size 65536
Parameters
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1 Data File Name Dy HREEUR/ 400/ 2021-1-
syRC/ 13/ fid
2 bRl 2021-1-5y5-C. 13 fid
3 Comment
4 Origin Bruker BioSpin GubH
5 Owner nmrsu
6 Site
7 Instrument Avance
8 Authar
9 Solvent €DCi3
10 Temperature 294.7
11 Pulsc Sequence  zgpg30
12 Experiment 1D
13 Probe Z163739_0032 (PI HR-400-

14 Number of Scans
15 Receiver Gain
16 Relaxation Delay
17 Pulse Width
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Acquisition Date

21 Modification Date
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(1,2-Dimethyl-5-pheny
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1 DataFile Name Dy ERCEAT 20201011/
2020-1-syjH/ 305/ fid
[o] 2 BE 2020-1-syj-H.305.fid
3 Comment 1H at
a Ph 4 Origin Bruker BioSpin GmbH
N 5 Owner nmrsu
/ 6 Site
7 Instrument spect
8 Author
9 Solvent [er/ak)
10 Temperature 203.7
11 Pulsc Sequence 2230
12 Experiment 1D
13 Probe Z119470_0117 (PABBO
50051 BBF-H-D-05 Z SP)
14 Number of Scans 4
15 Receiver Gain 141
16 Relaxation Delay  2.0000
17 Pulse Width 12.0000
18 Presaturation
Frequency
19 Acquisition Tme  1.8175
20 Acquisition Date  2020-08-14T11:19:29
21 Modification Date  2020-08-14T11:19:30
22 Chss
| 23 Spectrometer 500.16
Frequency
! 24 Spectral Width 90144
I 25 Lowest Frequency -1510.4
26 Nucleus 1H
27 Acquired Size 16384
28 Spectral Size 65536
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1 DataFileName Dy FBEUE/ 20201011
2020-1-sy-C/ 138/ id
2 R 2020-1-sy}C.138 fid
3 Comment 13C at
o 4 Origin Bruker BioSpin GmibH
/ Ph 5 O-V«'mr nmrsu
| 6 Site
/N 7 Instrument spect
8  Author
9 Solvent €DCB
10 Temperature 2972
11 Pulse Sequence 2gpg30
12 Experiment 1D
13 Probe Z119470_0117 (PA BBO
500S1 BBF-H-D-05 Z SP)
14 Numberof Scans 208
15 Receiver Gain 1888
16 Relaxation Delay  2.0000
17 Pulse Width 10.0000
18 Presaturation
Frequency
19 Acquisition Time 0.5505
20 Acquisition Date 2020-08-16T17:4808
21 Modification Date ~ 2020-08-16T17:48:10
22 Chss
23 Spectrometer 125.78
Frequency
24 Spectral Width 29761.9
25 Lowest Frequency -1627.5
26 Nucleus 13C
27 Acquired Size 16384
" i 28 Spectral Size 65536
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-phenyl-1-(p-tolyl)-1H-pyrrol-3-yl) ethan-1-one (7b)

f1 (ppm)
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1 Data Fik Name D/ B E o/ v/
2020-1-sy}H/ 23/ £d
2 B 2020-1-sy+H.23 fid
3 Comment 1H ztt
4 Orgin Bruker BioSpin GmbH
5 Owner oot
6 Site
o 7 Instrument spect
v\LMe 8 Author
7\ 9 Solvent €Dl
N~ Me 10 Temperature 2038
11 Puke Sequence 2g30
12 Experiment 1D
13 Probe Z119470_0117 (PA BBO
500S1 BBF-H-D-05 Z SP)
14 Number of Scans 2
15 Receiver Gain 114.1
16 Relaxation Dely  2.0000
17 Pulse Width 12.0000
18 Presaturation
Frequency
19 Acquision Tme ~ 1.8175
20 Acquisition Date 2020-01-02T11:31:26
21 Modification Date ~ 2020-01-02T11:31:28
| 22 Chass
23 Spectrometer 500.16
Frequency
24 Spectral Width 90144
! 25 Lowest Frequency  -1519.4
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1 Data File Name D/ FREEEE/ oo/ o/
2020-1-5y5-C/ 7/ fid
2 M 2020-1-5y-C.7.fid
3 Comment 13C zt
4 Origin Bruker BioSpin GmbH
5 Owner root
L 6 Site
Me 7 Instrument spect
Y § Aubor
" 9 Solvent cDCB
10 Temperature 204.0
11 Pulse Sequence 2gpg30
12 Experiment D
13 Probe Z119470_0117 (PA BBO
50081 BBF-H-D-05 Z SP)
14 Number of Scans 500
15 Receiver Gain 188.8
16 Relaxation Delay 2.0000
17 Pulse Width 10.0000
18 Presaturation
Frequency
19 Acquisition Tane  0.5505
20 Acqusition Date 2020-01-02T12:14:21
21 Modification Date 2020-01-02T12:14:24
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23 Spectrometer 12578
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24 Spectral Width 29761.9
25 Lowest Frequency  -1627.5
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27 Acquired Size 16384
28 Spectral Size 65536
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2-Methyl-4-phenyl-1H-imidazole (8)
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1 Data File Name D HiBEEEH/ 20201011/
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2 e 2020-1-syj-H.368.fid
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/( 4 Origin Bruker BioSpin GmbH
N "\H 5 Owner nmrsu
)§/ 6 Site
Ph
7 Instrument spect
§  Author
9 Solvent DMSO
10 Temperatwe 2061
11 Pukse Sequence 2230
12 Experiment D
13 Probe Z119470_0117 (PA BBO
5001 BBF-H-D-05 Z SP)
14 Number of Scans 4
15 Receiver Gain 7.0
16 RebxatonDehy 20000
17 Puke Width 12.0000
18 Presaturation
Frequency
19 AcqusionTme 18175
20 AcquisiionDate  2020-09-06T1023:10
21 Modification Date  2020-09-06T1023:12
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23 Spectrometer 500.16
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! 24 Spectral Width 9014.4
! 25 LowestFrequency -15194
; 26 Nucleus H
27 Acquired Size 16384
JJ 28 Spectml Size 65536
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1 DataFik Name Dy BB/ 20201011/
2020-1-sy}C/ 160/ fid
2 b 2020-1-sy3-C.160.fid
3 Comment 13Cat
4 Origin Bruker BioSpin GmbH
5 Owmer nnrsu
/< 6 se
N&
NH 7 Instrument spect
e 8 Autbor
9  Solvent CDCB
10 Temperature 296.7
11 Pulse Sequence 2gpg30
12 Experiment 1D
13 Probe Z119470_0117 (PA BBO
50081 BBF-H-D-05 Z SP)
14 Number of Scans 47
15 Receiver Gain 188.8
16 Relaxation Delay  2.0000
17 Pulse Width 10.0000
18 Presaturation
Frequency
19 Acquisiion Thone  0.5505
20 AcquisifonDate  2020-09-03T10:59:11
21 Modification Date ~ 2020-09-03T10:59:14
22 Class
23 Spectrometer 125.78
Frequency
24 Spectral Width 297619
25 Lowest Frequency -1627.5
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| 27 Acquired Size 16384
: 28 Spectral Size 65536
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(E)-(2,5-Diphenyl-1H-pyrrol-3-yl) (phenyl)methanone oxime (9)
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1 Data File Name D/ BREEUR/ 20201011/
2020-1-sy3H/ 367/ fid
2 bRl 2020-1-5y3H.367fid
3 Comment 1H ztt
4 Orgin Bruker BioSpin GmbH
5 Owner nmrsu
N,OH 6 Site
| 7 Instrument spect
it Ph 8 Author
I
u Ph 9 Solvent DMSO
10 Temperature 296.1
11 Pulse Sequence 230
12 Experiment 1D
13 Probe Z119470_0117 (PABBO
50081 BBF-H-D-05Z SP)
14 Number of Scans 4
15 Receiver Gain 87.0
16 RehxationDehy  2.0000
17 Pubse Width 12.0000
18 Presaturation
Frequency
19 Acquisition Time 18175
20 Acquisition Date 2020-09-06T10:18:44
21 Modification Date ~ 2020-09-06T10:18:46
i 22 Chss
23 Spectrometer 500.16
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24 Spectral Width 20144
) | 25 LowestFrequency -1519.4
26 Nucleus 1H
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l 28 Spectral Size 65536
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1 Data File Name D HiREEE/ 20201011/
2020-1-sy3-C/ 166’ fid
2 bl 2020-1-sy}-C.166.fid
3 Comment 13C zt
4 Orgn Bruker BioSpin GmbH
5 Owner nmrsu
6 Site
_OH 7 Instrument spect
N 8 Author
eh— ] Ph 9 Solent DMSO
10 Temperature 296.7
u Ph 11 Pukse Sequence 2gpg30
12 Experiment D
13 Probe Z119470_0117 (PA BBO
50081 BBF-H-D-05 Z SP)
14 Number of Scans 1105
15 Receiver Gain 188.8
16 Relaxation Delay  2.0000
17 Pulse Width 10.0000
18 Presaturation
Frequency
19 Acquisition Tme  0.5505
20 AcquisitionDate  2020-09-07T17:17:40
21 Modification Date ~ 2020-09-07T17:17:42
22 Chss
23 Spectrometer 12578
Frequency
24 Spectral Width 20761.9
! 25 Lowest Frequency -1627.5
26 Nucleus 13C
27 Acquired Size 16384
i 28 Spectral Sze 65536
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(1-Methyl-2,5-diphenyl-1H-pyrrol-3-yl) (phenyl)methanone (10)
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1 Data File Name D/ FEREEER/ 20201011/
2020-1-syH) 383 fid
2 W 2020-1-sy}H.383 fid
3 Comment 1H hwe
4 Origin Bruker BioSpm GmbH
5 Owner nmrsu
o 6 Site
7 Instrument spect
a Ph 8 Author
N"pn, 9 Solvent cpeB
/ 10 Temperature 206.7
11 Pulse Sequence 2230
12 Experiment D
13 Probe Z119470_0117 (PA BBO
500S1 BBF-H-D-05 Z SP)
14 Number of Scans 4
15 Receiver Gain 339
16 Relaxation Delay 2.0000
17 Pulsc Width 12.0000
18 Presaturation
Frequency
19 Acquisition Time 1.8175
20 Acquisition Date 2020-09-13T17:10:08
21 Modification Date  2020-09-13T17:10:10
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i 23 Spectrometer 500.16
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24 Spectral Width 90144
25 Lowest Frequency -1519.4
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1 Data File Name D/ HiBEEER/ 20201011
2020-1-5y-C/ 177/ fid
2 5 2020-1-sy5-C. 177 fid
3 Comment 13C hwe
o 4 Orign Bruker BioSpin GmbH
5 Owner norsu
J T Ph 6 Site
N""pp 7 Instrument spect
/ 8 Author
9 Solent CDCI3
10 Temperature 297.1
11 Pulse Sequence 22p30
12 Experiment 1D
13 Probe Z119470_0117 (PA BBO
500S1 BBF-H-D-05 Z SP)
14 Number of Scans 150
15 Receiver Gain 188.8
16 Rehxation Delay 2.0000
17 Pulse Width 10.0000
18 Presaturation
Frequency
19 Acquisition Tme 05505
20 Acqusition Date 2020-09-15T10:39:08
21 Modification Date  2020-09-15T10:39:10
22 Chss
| 23 Spectrometer 125.78
Frequency
24 Spectral Width 297619
25 Lowest Frequency  -1627.5
- i 26 Nucleus 13¢
u | i 27 Acquired Size 16384
28 Spectral Size 65536
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4. GC-MS spectra for mechanistic investigations
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