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Synthetic route
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Scheme S1. Synthetic route to compounds ChC1-ChC14. Reagents and conditions: a) POCls, DMF,
acetonitrile, 0-5 °C, 2 h, 88%; b) ethyl acetoacetate, ethanol, reflux, 6 h, 70%; c) Me2504, K2COs, DMF, H:20,

1 h, 78%; d) benzaldehyde, piperidine, DCM, reflux, 8 h, 25-47%.
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Figure S1: 'TH NMR spectrum of ChC1.
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Figure S2: ¥C NMR spectrum of ChCl1.
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Figure S3: 'H NMR spectrum of ChC2.
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Figure S4. '"H NMR spectrum of ChC3.
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Figure S5. 'H NMR spectrum of ChC4.
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Figure S6. 'H NMR spectrum of ChC5.
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Figure S7. 'TH NMR spectrum of ChCé.
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Figure S8. 'H NMR spectrum of ChC?7.
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Figure S9. 'H NMR spectrum of ChC8.
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Figure S10. '"H NMR spectrum of ChC9.
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Figure S11. '"H NMR spectrum of ChC10.
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Figure S12. '"H NMR spectrum of ChC11.
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Figure 513. 'H NMR spectrum of ChC12.
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Figure S14. 'H NMR spectrum of ChC13.
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Figure S15. "H NMR spectrum of ChC14.

Homology modeling analysis.

In the current study, the three-dimensional rMAO-B model was built by homology with the hMAO-B with
which it displays a sequence identity of 86.57% and a similarity of 89.4%, see Figure 1. The stereochemical
evaluation of backbone psi and phi dihedral angles of the rMAO-B model gave 95.3% in the most favorable
region, and 4.0% in the additional allowed region, proving to be acceptable (Table 3 and Figure 2). In
general, a score close to 100% indicates the good stereo-chemical quality of the model [29]. The total quality
G-factor of -0.12 for the rMAO-B model was also a sign of good quality (acceptable values of the G-factor
in PROCHECK are between 0 and —0.5, with the best models displaying values close to zero). The rMAO-
B model is therefore acceptable with respect to parameters derived from high-resolution protein structures,
and no bad contacts or scores are evident for the main chain or side chain parameters. Therefore, these
PROCHECK results suggest that the predicted model was of good quality.
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Figure S16. A) Superimposed hMAO-B (PDB code 10]9) template (cyan) on the rMAO-B homology
model (blue). B) Alignment generated by the ESPript 3.0 webtool [30] of hMAO-B and the rMAO-B
model. Percent identity for the rMAO-B sequence was 86.5%.
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Figure S17. Ramachandran plot generated via PROCHECK for the rMAO-B model. PROCHECK shows
the residues in most favored (red), additionally allowed (yellow), generously allowed (pale yellow) and
disallowed regions (white color).

Figure S18. Alignment of all the ChC ligands docked in complex with rMAO-B.



