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Figure S1. The '"H-NMR spectra of N-(1,3-dioxohexahydro-1H-isoindol-2(3H)-yl)-2-(2-
methyl-4-oxoquinazolin-3(4H)-yl)acetamide (Compound 2)
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Figure S2. The *C-NMR spectra of N-(1,3-dioxohexahydro-1H-isoindol-2(3H)-yl)-2-(2-
methyl-4-oxoquinazolin-3(4H)-yl)acetamide (Compound 2)
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Figure S3. The FT-IR spectra of N-(1,3-dioxohexahydro-1H-isoindol-2(3H)-yl)-2-(2-methyl-
4-oxoquinazolin-3(4H)-yl)acetamide (Compound 2)
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Figure S4. The '"H-NMR spectra of N-(1,3-dioxoisoindolin-2-yl)-2-(2-methyl-4-
oxoquinazolin-3(4H)-yl)acetamide (Compound 1a)
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Figure S5. The 3C-NMR spectra of N-(1,3-dioxoisoindolin-2-yl)-2-(2-methyl-4-
oxoquinazolin-3(4H)-yl)acetamide (Compound 1a)
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Figure S6. The FT-IR spectra of N-(1,3-dioxoisoindolin-2-yl)-2-(2-methyl-4-oxoquinazolin-
3(4H)-yl)acetamide (Compound 1a)
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Figure S7. The '"H-NMR spectra of N-(1,3-dioxoisoindol-2-yl)thiophene-2-carboxamide
(Compound 1b)
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Figure S8. The *C-NMR spectra of N-(1,3-dioxoisoindol-2-yl)thiophene-2-carboxamide

(Compound 1b)
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Figure S9. The FT-IR spectra of N-(1,3-dioxoisoindol-2-yl)thiophene-2-carboxamide

(Compound 1b)



Here, we will discuss the 2D interactions of compounds 1a, 1b, and 2 with the three proteins we have
chosen as our targets: NF-KB, COX-2, and MAO-B.

Compound 1la interacts with the AA residues ARG 57, ARG 59, HIS 67, GLY 68, and ILE 142 of NF-KB
in a conventional hydrogen bond manner (Figure 1 S.M.).
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Figure S10. The 2D interaction between NF-KB and compound 1a

Compound 1b forms conventional hydrogen bond interactions with AA residues LYS 206 and MET
208 of NF-KB (Figure 2 S.M.)
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Figure S11. The 2D interaction between NF-KB and compound 1b

Compound 2 forms conventional hydrogen bond interactions with AA residue MET 208 of NF-KB
(Figure 3 S.M.)
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Figure S12. Interaction between NF-KB and compound 2

Similar interactions are formed by compound 1b and compound 2 with AA residue MET

208suggesting a similar potential interaction site.
Compound 1a forms conventional hydrogen bond interactions with AA residues ASP125, THR129,

and ARG 469 of COX-2 (Figure 4 S.M.).
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Figure 513. Interaction between COX-2 and compound 1a

Compound 1b forms conventional hydrogen bond interactions with AA residues HIS 39, CYS 41,
CYS47, and GLN 461of COX-2 (Figure 5 S.M.).
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Figure S14. Interaction between COX-2 and compound 1b

Compound 2 forms conventional hydrogen bond interactions with AA residues CYS 41, CYS 42, and
LYS 468 of COX-2 (Figure 6 S.M.).
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Figure 515. Interaction between COX-2 and compound 2

The similar interactions that compound 1b and 2 have with the AA residue CYS 41 suggest the
potential of a similar interaction mechanism at this specific location within the molecular structure.

Compound 1a forms conventional hydrogen bond interactions with AA residues ILE14, SER 15, and
ARG 42 of MAO-B (Figure 7 S.M.).
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Figure S16. Interaction between MAO-B and compound 1a

Compound 2 forms conventional hydrogen bond interactions with AA residues CYS 172, and GLN
206 of MAO-B (Figure 8 S.M.).
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Figure S17. Interaction between MAO-B and compound 2



