Supporting Information spectra

Synthesis of Functionalized Pyridazin-3(2H)-ones
via Nucleophilic Substitution of Hydrogen (SxH).

Tom Verhelst, Stefan Verbeeck, Oxana Ryabtsova, Stefaan Depraetere and Bert U.W. Maes*

Organic Synthesis, Department of Chemistry, University of Antwerp, Groenenborgerlaan 171, B-2020

Antwerp, Belgium

E-mail: bert.maes@ua.ac.be

Contents

NMR spectra 2-63


mailto:bert.maes@ua.ac.be

4 5-Dibromopyridazin-3(2H)-one

1H NMR (CDCls)
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13C NMR (CDCls)
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2-Benzyl-5-bromopyridazin-3(2H)-one (3a)

1H NMR (CDCls)
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13C NMR (CDCls)
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2-Benzyl-5-chloropyridazin-3(2H)-one (3b)
TH NMR (CDCl)
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13C NMR (CDCls)
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2-Benzyl-4-butyl-5-deuteropyridazin-3(2H)-one (4a)

1H NMR (CDCls)
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2-Benzyl-4-butyl-5-[hydroxy(phenyl)methyl]pyridazin-3(2H)-one (4b)

1H NMR (CDCls)
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13C NMR (CDCls)
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2-Benzyl-5-[hydroxy(phenyl)methyl]-4-isopropylpyridazin-3(2H)-one (4c)

1H NMR (CDCls)

£60"
gttT”
6ET"
961"
78¢”
T0€E~
peEL”

8r1”
£81°
6GZ"
T
6L6"
gzz-
9eC"
sver
AT
€9¢”
692"
6LZ"
£82°
LBT"
662"
60€°
61E"
9ZE"
£EE”
LEE"
ose”
SGE”
86e”"
oLE"
L8E"

12

53

e e e e e e il ol o ol N




13C NMR (CDCls)
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2-Benzyl-5-[hydroxy(phenyl)methyl]-4-phenvylpyridazin-3(2H)-one (4d)
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13C NMR (CDCls)
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Methyl (1-benzyl-5-butyl-6-oxo-1,6-dihydropyridazin-4-yl)(hydroxy)phenylacetate (4e)

1H NMR (CDCls)
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13C NMR (CDCls)
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Methyl (1-benzyl-5-isopropyl-6-oxo-1,6-dihydropyridazin-4-y1)(hydroxy)phenylacetate

4f)
1H NMR (CDCls)

mmmmmmmmmmmmmmmmmmmmmmm
mmmmmmmmmmmmmmmmmmmmmm
NNNNNNNNNNNNNNNNNNNNNNNNNNNN

~ o
]
o~

VoW

0
N/Bn J\_M/L
Phi| ] b

T T ! | T T T T T
5.30 5.25 ppm 3.05 3.00 ppm 1.28 120  ppm

3.028
3.011
2.994
1.255
1.202

Ll | L__

T T T T T T T T T T T T T T T T T T
85 80 75 70 65 60 55 50 45 40 35 30 25 20 1.5 1.0 05 0.0 ppm

CH 8 BF g




13C NMR (CDCls)
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Methyl (1-benzyl-6-oxo0-5-phenyl-1,6-dihydropyridazin-4-yl)(hydroxy)phenvylacetate (4g)

1H NMR (CDCls)
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13C NMR (CDCls)
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2-Benzyl-4-butyl-5-(furane-2-vl(hydroxy)methvyl)pyridazin-3(2H)-one (4h)

1H NMR (CDCls)
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13C NMR (CDCls)
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2-Benzyl-5-(furane-2-yl(hydroxy)methvyl)-4-isopropvylpyridazin-3(2H)-one (4i)

1H NMR (CDCls)
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13C NMR (CDCls)
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2-Benzyl-5-(furane-2-yl(hydroxy)methyl)-4-phenylpyridazin-3(2H)-one (4)

1H NMR (CDCls)
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13C NMR (CDCls)
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2-Benzyl-4-butyl-5-(methylthio)pyridazin-3(2H)-one (41)

1H NMR (CDCls)
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13C NMR (CDCls)

e

210 200 190 180 170 160 150 140 130 120 110 100 90

v
80

4 ezniabiei |
70 60 50 40 30 20 10 0 ppm

29



2-Benzyl-5-(methylthio)-4-phenvylpyridazin-3(2H)-one (4m)

1H NMR (CDCls)
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13C NMR (CDCls)
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2-Benzyl-4-butyl-5-chloropyridazin-3(2H)-one (4n)

1H NMR (CDCls)
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13C NMR (CDCls)
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2-Benzyl-5-chloro-4-phenylpyridazin-3(2H)-one (40)

1H NMR (CDCls)
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13C NMR (CDCls)
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2-Benzovl-2-benzyl-4-butyl-5-chloro-4,5-dihydropyridazin-3(2H)-on (6a)

1H NMR (CDCls)
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13C NMR (CDCls)
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5-Benzovl-2-benzyl-5-chloro-4-isopropyl-4,5-dihydropyridazin-3(2H)-one (6b)

1H NMR (CDCls)
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13C NMR (CDCls)
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2-Benzylpyridazin-3(2H)-one (7)

1H NMR (CDCls)
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2-Benzyl-4-butylpyridazin-3(2H)-one (8a)

1H NMR (CDCls)
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13C NMR (CDCls)
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2-Benzyl-4-isopropylpyridazin-3(2H)-one (8b)

1H NMR (CDCls)
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13C NMR (CDCls)
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2-Benzyl-4-(p-tolyl)pyridazin-3(2H)-one (8c)

1H NMR (CDCls)
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13C NMR (CDCls)
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2-Benzyl-6-chloropyridazin-3(2H)-one (9)

1H NMR (CDCls)
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13C NMR (CDCls)
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2-Benzyl-4-butyl-6-chloropyridazin-3(2H)-one (10a)

1H NMR (CDCls)
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13C NMR (CDCls)
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2-Benzyl-6-chloro-4-isopropylpyridazin-3(2H)-one (10b)

1H NMR (CDCls)
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13C NMR (CDCls)
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2-Benzyl-6-chloro-4-phenylpyridazin-3(2H)-one (10c)

1H NMR (CDCls)
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13C NMR (CDCls)
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2-Benzyl-6-chloro-4-(4-methoxyphenyl)pyridazin-3(2H)-one (10d)

1H NMR (CDCls)
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13C NMR (CDCls)
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2-Benzyl-6-chloro-4-(2-methoxyphenyl)pyridazin-3(2H)-one (10e)

1H NMR (CDCls)
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13C NMR (CDCls)
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2-Benzyl-6-chloro-4-(p-tolyl)pyridazin-3(2H)-one (10f)

1H NMR (CDCls)
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13C NMR (CDCls)
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2-Benzyl-6-chloro-4-(3,6-dichlorophenyl)pyridazin-3(2H)-one (10g)

1H NMR (CDCls)
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13C NMR (CDCls)
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