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Ring - Synthesis, Structure Characterization and
Molecular Modeling

Iwona Zarzyka 1*, Antonin Klasek 2, Karol Heclik !, Antonin Lycka 3, Radek Bartosik 2, and Lucjan
Dobrowolski, !

(- —
-
L —
X —
\
e——

19950
24972
bz

Fig. 1S. *H-NMR spectrum of ethyl 2-((4-oxo-4,5-dihydro-3H-imidazo[4,5-c]quinolin-
2-yhthio)acetate (4a)
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Fig. 2S. *H-NMR spectrum of ethyl 2-((4-oxo-5-methyl-4,5-dihydro-3H-imidazo[4,5-c]-
quinolin-2-yl)thio)acetate (4b).

Fig. 3S. 'H-NMR spectrum of ethyl 2-((4-oxo-5-phenyl-4,5-dihydro-3H-imidazo[4,5-c]-
quinolin-2-yl)thio)acetate (4c).
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Fig. 4S. 'H-NMR spectrum of ethyl 2-((3-(2-ethoxy-2-oxoethyl)-4-0x0-4,5-dihydro-3H-
imidazo[4,5-c]quinolin-2-yl)thio)acetate (5a).



\
CHD ——

|
I Al I _h 0l 1
i 35 W 3
Fig. 5S. 'H-NMR spectrum of ethyl 2-((3-(2-ethoxy-2-oxoethyl)-4-oxo-5-methyl-4,5-di-
hydro-3H-imidazo[4,5-c]quinolin-2-y)thio)- acetate (5b).
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Fig. 6S. 'H-NMR spectrum of ethyl 2-((3-(2-ethoxy-2-oxoethyl)-4-oxo-5-methyl-4,5-di-
hydro-3H-imidazo[4,5-c]quinolin-2-yl)thio)- acetate (5¢).



Table 1S. Possible conformers of compounds 4

Compound  Conformer symbol Conformer structure
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Table 2S. Possible conformers of compounds 5

Compound

Conformer symbol

Conformer structure
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