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ELECTRON IMPACT IONIZATION MASS SPECTRA OF SOME SUBSTI-
TUTED DIPYRIDO[1,2-a:4,3-d]PYRIMIDINONES 

* * 
K a l e v i Pihlaja and Esa Maki 

Department of Chemistry, University of Turku, SF-20500 
T u r k u , Finland 

Imre Huber, Ferenc Fülöp and Gábor B e m á t h 

Institute of Pharmaceutical Chemistry, Albert Szent-
Györgyi Medical University, H-6720 Szeged, Hungary 

The aim of this study is to report the electron impact 
ionization mass spectra of 20 dipvrido[1,2-a:4,3-d]-
pyrimidin-ll-ones, the structures of which are repre-
sented in Table 1. The degree of aromaticity of the 
tricycle varies from compound to compound. 

1 2 3 
The substituents R , R and R of the dipyrido-
[1, 2-a: 4, 3-d]pyrimidin-ll-ones did not have any decisi-
ve effect on their fragmentation. Instead the conjuga-
tion of the double bonds and the degree of aromatiza-
tion directed the molecular cleavages very strongly. So 
these compounds can be divided into four groups (1 -
13, 14 - 15, 16 and 17 - 20), inside which there were 
m a n y similarities in fragmentations. 

The molecular ions of all the compounds studied were 
q u i t e stable. The ions [M-PhC^]

1

" from compounds 1 - 6 
and [M-H]

1

" from 7 - 1 0 fragmented similarly. Characte-
ristically they lost 23 m.u. Ey accurate mass measure-
m e n t s it was proved that the resulting peak was a 
doublet where the main component resulted from the loss 
of H-CN" and the minor component from the loss of CO. 
The former component lost further another 28 m.u. This 
time the main route corres-ponced to a loss of C O . 

The fragmentation of compounds 14 and 15 was fairly 
scarce and it was dominated by loss of simple hydrocar-
bon fragments. In the spectrum of compound 16 the only 
significant peaks in addition to that of M

T

" correspon-
ded to the ions [M-HCN]

T

 * and [M-HCN-CO]
T

'. Splitting 
of hydrocarbon and CO fragments could be observed also 
in compounds 17 - 20. 
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Table 1. The structures of the studied compounds. 

V 
Compound R

1 

R
2 

R
3 

1 P h C H
2 

H H 

2 PhCH2 6-Me H 

3 P h C H
2 

7-Me H 

4 P h C H
2 

8-Me H 

5 P h C H
2 

9-Me . H 

6 P h C H
2 

7-Me 9-Me 

7 H H H 

8 H H 6-Me 

9 H H 8-Me 

10 H H 9-Me 

11 P h C H
2 

6-OH H 

12 PhCO 9-Me H 

13 H C C H
2
C H

2
C H

2 
9-Me H 

14 

1 5 

R - H 

R =» Me 
o ¡ e 

c .h, 

16 

17 

13 

19 

20 

R - H , n =1 

H, R
2

 - Me, n = 1 

P h C H
2
, R

2

 - H, n 

R
2

 - H, n - 2 


