Supplementary Information

One pot synthesis of 4,5-dibromo-3,6-diarylpyridazine from 1,4-
diarylbuta-1,3-diyne
Prasenjit Shit & Dr. Raju Singha*

Department of Chemistry, Panskura Banamali College (Autonomous), Panskura, Purba Medinipur-721152, West Bengal,
India

*E-mail: rajusingha70@gmail.com

Received 18 June 2022; accepted (revised) 29 July 2022

4,5-Dibromo-3,6-diphenyl pyridazine (2a): *H NMR (CDCls, 400 MHz)
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4,5-Dibromo-3,6-diphenyl pyridazine (2a): *C NMR (CDCls, 100 MHz)
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Date_ 20181129
Time 13.53
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30

TD 32768
SOLVENT cocl3

NS 500

DS 4

SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 0.6815744 sec
RG 203

oW 20.800 usec
DE 6.50 usec
TE 0K

Dl 2.00000000 sec
D11 0.03000000 sec
TDO 1
m=mmu==s CHANNEL fl sss=====
SFOl 100.6404326 MHz
NUCL 13c

Pl 11.00 usec
PLW1 55.00000000 W

m=s===== CHANNEL f2 =

SFO2
NUC2
CPDPRG[2
PCPD2 .00 usec
PLW2 10.00000000 W
PLW12 0.36736000 W
PLW13 0.29756001 W
F2 - Processing parameters
SI 32768
SF 100.6303569 MHz
WDwW EM
SSB 0
LB 1.00 Hz
GB 0

PC 1.40
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4,5-Dibromo-3,6-bis(4-methylphenyl) pyridazine (2b): *H NMR (CDCls, 400 MHz)
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4,5-Dibromo-3,6-bis(4-methylphenyl) pyridazine (2b): **C NMR (CDCls, 100 MHz)
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Date_ 20181129
Time 12.47
INSTRUM spect
PROBHD 5 mm PRB2O 83/
PULPROG zgpg30
TD 32768
SOLVENT CDC13
NS 900
DS 4
SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 0.6815744 sec
RG 203
oW 20.800 usec
DE 6.50 usec
TE 0 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
===mm=== CHANNEL fl ========
SFO1 100.6404326 MHz
NUC1 13c
Pl 11.00 usec
PLW1 . 55.00000000 W
=sszs==s= CHANNEL {2 =sssssa=
SFO2 400.2016008 MHz
NuCc2 14
CPDPRG[2 waltzlé
PCPD2 90.00 usec
PLW2 10.00000000 W
PLW12 0.36736000 W
PLW13 0.29756001 W
F2 - Processing parameters
SI 32
SF 100.6303548 MHz
wow EM
’ J SSB 0
LB 1.00 Hz
GB 0
PC 1.40
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4,5-Dibromo-3,6-bis(3-methylphenyl) pyridazine (2c): *H NMR (CDCls, 400 MHz)
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4,5-Dibromo-3,6-bis(3-methylphenyl) pyridazine (2c): **C NMR (CDCls, 100 MHz)
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Date_ 20190313
Time 14.36
INSTRUM spect
PROBHD 5 mm PABEO BB/
PULPROG zgpg30
TD 32768
SOLVENT [odve3 B}
NS 520
DS 4
SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 0.6815744 sec
RG 203
oW 20.800 usec
DE 6.50 usec
TE 0K
) 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL f] s=ss====
SFO1 100.6404326 MHz
NUC1 13C
Pl 11.00 usec
PLWL 55.00000000 W
======== CHANNEL f2 ========
SFO2 400.2016008 MHz
NUC2 1H
CPDPRG([2 waltzl6
PCPD2 90.00 usec
PLW2 10.00000000 W
PLW12 0.36736000 W
PLW13 0.18478000 W
F2 - Processing parameters
SI 3
SF 100.6303614 MHz
wow EM
SSB 0
LB 1.00 Hz
GB 0
PC 1.40
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4,5-Dibromo-3,6-bis(4-methoxyphenyl) pyridazine (2d): *H NMR (CDCls, 400 MHz)
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4,5-Dibromo-3,6-bis(4-methoxyphenyl) pyridazine (2d): **C NMR (CDCls, 100 MHz)
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Date_ 20190313
Time 15.38
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
TD 32768
SOLVENT cpCl3
NS 1550
DS 4
SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 0.6815744 sec
RG 203
DW 20.800 usec
DE 6.50 usec
TE 0K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl =s=m====
SFOl 100.6404326 MHz
NUC1 13C
Pl 11.00 usec
PLW1 55.00000000 W
======== CHANNEL f2
SFO2 400.2016008 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00 usec
PLW2 10.00000000 W
PLW12 0.36736000 W
PLW13 0.18478000 W
F2 - Processing parameters
SI
SF 100.6303542 MHz
WDW EM
SSB 0

II LB 1.00 Hz

. wrees A ket GB 0
PC 1.40
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4,5-Dibromo-3,6-bis(3-fluorophenyl) pyridazine (2e): **C NMR (CDCls, 100 MHz)
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Date_ 20190328
Time 14.06
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
TD 32768
SOLVENT CDC13
NS 1494
Ds 2
SWH 29761.904 Hz
FIDRES 0.908261 Hz
AQ 0.5505024 sec
RG 90.5
DW 16.800 usec
DE 6.50 usec
TE 0K
D1 2.00000000 sec
D11 0.03000000 sec
TDO i
======== CHANNEL fl ==:
SFO1 100.6404326 MHz
NUC1 13c
Pl 11.00 usec
PLW1 55.00000000 W
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SFO2 400.2016008 MHz
NUC2 1H
CPDPRG [2 waltzlé
PCPD2 90.00 usec
PLW2 10.00000000 W
PLW12 0.36736000 W
PLW13 0.18478000 W

F2 - Processing parameters
SI 4

SF 100.6303555 MHz
WDW EM
8SB 0

LB 1.00 Hz
GB 0

PC 1.40

4,5-Dibromo-3,6-bis(3-chlorophenyl) pyridazine (2f): *H NMR (CDCls, 400 MHz)
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4,5-Dibromo-3,6-bis(3-chlorophenyl) pyridazine (2f): *C NMR (CDCls, 100 MHz)
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F2 - Acquisition Parameters
Date_ 20190313
Time 14.47
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30

TD 32768
SOLVENT CDC13

NS 988

DS 4

SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 0.6815744 sec
RG 203

bW 20.800 usec
DE 6.50 usec
TE 0 K

Dl 2.00000000 sec
D11 0.03000000 sec
TDO 1

======== CHANNEL fl ========

SFO1
NUC1
Pl

PLW1

100.6404326 MHz

13c
11.00 usec

55.00000000 W

======== CHANNEL f2 ==mmm====

SFO2
NUC2
CPDPRG[2
BCPD2
PLW2
PLW12
PLW13

SI
SF
WDW
SSB
LB
GB
BC

400.2016008 MHz
1H

waltzl6
90.00 usec
10.00000000 W
0.36736000 W
0.18478000 W

F2 - Processing parameters
32768

100.6303588 MHz
EM

1.00 Hz
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4,5-Dibromo-3,6-bis(4-fluorophenyl) pyridazine (2g): *H NMR (CDCls, 400 MHz)
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4,5-Dibromo-3,6-bis(4-fluorophenyl) pyridazine (2g): **C NMR (CDCls, 100 MHz)
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Date_ 20190328
Time 13.22
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2gpg30
TD 32768
SOLVENT CcDC13
NS 1009
Ds 2
SWH 29761.904 Hz
FIDRES 0.908261 Hz
AQ 0.5505024 sec
RG 90.5
oW 16.800 usec
DE 6.50 usec
TE 0K
Dl 2.00000000 sec
D11 0.03000000 sec
TDO 1
CHANNEL f1 ==
100.6404326 MHz
13C
11.00 usec
55.00000000 W
CHANNEL f2 ==
SFO2 400.2016008 MHz
NUC2 1H
CPDPRG([2 waltzlé
PCPD2 .00 usec
PLW2 10.00000000 W
PLW12 0.36736000 W
PLW13 0.18478000 W

F2 - Processing parameters
SI

SF 100.6303555 MHz
WDW EM
SSB 0
LB 1.00 Hz
A S GB 0
s g, BC 1.40
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