
S1 
 

Supporting Information File 2 

for 

Regioselective decarboxylative addition of malonic acid 

and its mono(thio)esters to 4-trifluoromethylpyrimidin-

2(1H)-ones 

Sergii V. Melnykov1, Andrii S. Pataman2, Yurii V. Dmytriv2,3, Svitlana V. Shishkina4,5, 

Mykhailo V. Vovk1 and Volodymyr A. Sukach*1 

Address: 1Institute of Organic Chemistry, National Academy of Sciences of Ukraine, 5 

Murmanska str., Kyiv 02660, Ukraine, 2Enamine LTD, 78 Chervonotkatsóka str., Kyiv 

02094, Ukraine, 3National Technical University of Ukraine ñIgor Sikorsky Kyiv Polytechnic 

Instituteò, 37 Peremohy ave., Kyiv 03056, Ukraine, 4STC óóInstitute for Single Crystalsôô, 

National Academy of Sciences of Ukraine, 60 Nauky ave., Kharkiv 61001, Ukraine and 

5Department of Inorganic Chemisrtry, V.M. Karasin Kharkiv National University, 4 Svobody 

sq, Kharkiv 61122, Ukraine 

Email: Volodymyr A. Sukach - vsukach@gmail.com 

* Corresponding author 

 

 

Copies of the 1H, 13C, and 19F NMR spectra 

 

 

 

 



S2 
 

Compound 4a 

PHVS260

13.0 12.5 12.0 11.5 11.0 10.5 10.0 9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5

Chemical Shift (ppm)

0

0.1

0.2

0.3

0.4

0.5

0.6

0.7

0.8

0.9

1.0

N
o
rm

a
li
z
e
d
 I
n
te

n
s
it
y

1.211.293.011.011.151.141.18

2
.5

0
2
.5

7
2
.6

4

2
.9

1

3
.4

0

4
.6

9

6
.4

7
6
.4

87
.6

3

1
2
.5

2

NH

N O

F3C

OHO

PHVS260-1-C13.001.esp

184 176 168 160 152 144 136 128 120 112 104 96 88 80 72 64 56 48 40 32 24 16 8

Chemical Shift (ppm)

-0.1

0

0.1

0.2

0.3

0.4

0.5

0.6

0.7

0.8

0.9

1.0

N
o
rm

a
li
z
e
d
 I
n
te

n
s
it
y

3
4
.2

0
3
9
.2

4
3
9
.5

1
3
9
.7

1
3
9
.9

3
4
0
.1

3
4
0
.1

8
4
0
.3

9
4
0
.6

0

6
0
.7

7
6
1
.0

6

9
4
.0

3

1
2
4
.0

2

1
2
6
.8

7

1
3
4
.4

6

1
5
2
.3

6

1
6
9
.8

3

NH

N O

F3C

OHO

PHVS260__F19{H}.001.esp

100 80 60 40 20 0 -20 -40 -60 -80 -100 -120 -140 -160 -180 -200 -220 -240 -260

Chemical Shift (ppm)

0

0.5

1.0

N
o
rm

a
li
z
e
d
 I
n
te

n
s
it
y

-8
2
.4

4

-1
6
3
.1

6

NH

N O

F3C

OHO

 

 

 

 

 

 

 



S3 
 

Compound 4b 
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Compound 4d 
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Compound 5d 
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