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1. FT-IR spectra of the title compound and their precursors.
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Figure S1. FT-IR spectrum of compound 2.
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Figure S2. FT-IR spectrum of compound 3.
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Figure S3. FT-IR spectrum of compound 4.
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2.ESI-MS spectra of synthesized compounds
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Figure S4. ESI-MS spectrum of compound 2.
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Figure S5. ESI-MS spectrum of compound 3.
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Figure S6. ESI-MS spectrum of compound 4.

S6



3.1H-NMR and 3C-NMR spectra of synthesized compounds
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Figure S7. *H-NMR spectrum of compound 2 (Expansion of the aromatic zone of the
spectrum)
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Figure S8. 3 C-NMR spectrum of compound 2: A) *C-NMR spectrum. B) DEPT-135
spectrum
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Figure S10. 3C-NMR spectrum of compound 3: A) 2*C-NMR spectrum. B) DEPT-135
spectrum
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Figure S11. *H-NMR spectrum of compound 4.
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Figure S12. *C-NMR spectrum of compound 4: A) *C-NMR spectrum. B) DEPT-135

spectrum
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Figure S13. Expansion of the aromatic zone of the COSY spectrum of compound 3
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Figure S14. Expansion of the aromatic zone of the HSQC spectrum of compound 3
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Figure S15. Expansion of the aromatic zone of the COSY spectrum of compound 4
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Figure S16. Expansion of the aromatic zone of the HSQC spectrum of compound 4
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Figure S17. HMBC spectrum of compound 4
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4. In silico prediction of physicochemical properties

Table S1. Bioavailability radars, the calculated molecular descriptors for quinoline
molecules 1,3-4 according to the online SwissADME database and Lipinski’s rule

analysis.
Cl Ph ! Ph :
=z I |
I \n/ : 1
N . O0____ | Ni__O.____ |
1
Cl
1 LIPO 3 uro 4 LIPO
\
i
FLEX ., SIZE FLEX | Sk FLEX . SlzE
INSATU ‘ : - POLR  igary T POUR  INSATU o
|
INSOLU IH:{O(U INSOLU
Comp. Mwa cLogP® HBA¢ HBDd RBe  TPSAf Lipinski’s rule
violations
1 198.05 3.21 1 0 0 12.89 0
3 317.17 3.89 2 1 3 41.99 0
4 367.84 3.16 3 1 4 54.46 0

a Molecular Weight (g/mol); ® Logarithm of the partition coefficient between n-octanol
and water; ¢ Number of hydrogen-bond acceptors, ¢ Number of hydrogen-bond donors;

e Number of Rotatable Bonds  Polar Surface Area (A2).
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Figure S18. Overview of the BOILED-Egg construction for molecules 1,3-4
using the online SwissADME database. Brain or IntestinaL EstimateD
permeation graph (BOILED-Egg), an accurate predictive model that combines
the lipophilicity (cLogP) and polarity (TPSA) of the tested small molecules.
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Figure S19. Estimation of the most probable macromolecular targets of small quinoline
molecule 1,3-4, according to the SwissTargetPrediction.
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