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Medicinal chemistry alerts of hybrids 1-13

Table
(http://zinc15.docking.org/) [1] and SwissADME (http://www.swissadme.ch/) [2] web sites.
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In silico study of toxicity of hybrid 6

Chart S1. Toxicity endpoints predicted at the level of “impossible” for hybrid 6 after in silico

prediction with Derek Nexus v6.0.1 [3].
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'H-NMR, BC-NMR and HRMS data of selected flavonoid — DBMA hybrids
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Figure S1. *H NMR of 1 in CDCl3
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Figure S2. 3C NMR of 1 in CDCl3



Data File 5521_mev_303_01.d Sample Name mev_303
Sample Type Sample Position Vial 22
Instrument Name Instrument 1 User Name
Acq Method ESI_ACN_75_pos.m IRM Calibration Status _
DA Method Default.m Comment
Compound Table
Lt
Compound Label RT Mass Abund Formula Tgt Mass | (ppm)
Cpd 1: C26 H24 N2 04 1.166 428.1754 20865 C26 H24 N2 04 428.1736 4.17]
Compound Label RT Algorithm Mass
Cpd 1: C26 H24 N2 04 1.166  Find By Formula 428.1754

MS Zoomed Spectrum

x10 4 Cpd 1: C26 H24 N2 O4: +ESI Scan (1.141-1.174 min, 5 scans) Frag=150.0V 5521_mev_303_01.d..
34 4291827
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Figure S3. HRMS for hybrid 1
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Figure S5. 3C NMR of 2 in MeOD
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Data File 6347_mev_419_01.d Sample Name mev_419
Sample Type Sample Position Vial 7
Instrument Name Instrument 1 User Name
Acq Method ESI_ACN_75_pos.m IRM Calibration Status _
DA Method 01_busqueda.m Comment
Compound Table
Lntt
Compound Label RT Mass Abund Formula Tgt Mass | (ppm)

Cpd 1: C25 H22 04 N2 1.242 414.1583] 492443 C25 H22 04 N2 414.158 0.91
Compound Label RT Algorithm Mass
Cpd 1: C25 H22 04 N2 1.242  Find By Formula 414.1583
MS Zoomed Spectrum

%10 5 |Cpd 1: C25 H22 O4 N2: +ESI Scan (1.242 min} Frag=150.0V 6347_mev_419_01.d
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Figure S6. HRMS for compound 2
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Figure S7. *H NMR of 3 in CDCl3
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Figure S8. 3C NMR of 3 in CDCl3



Data File 5522_mev_304_01.d Sample Name mev_304
Sample Type Sample Position Vial 23
Instrument Name Instrument 1 User Name
Acq Method ESI_ACN_75_pos.m IRM Calibration Status _
DA Method Default.m Comment
Compound Table
Lt
Compound Label RT Mass Abund Formula Tgt Mass | (ppm)
Cpd 1: C27 H26 N2 05 1.15 458.1863 77121 C27 H2B6 N2 05 458.1842 4,64
Compound Label RT Algorithm Mass
Cpd 1: C27 H26 N2 05 1.15 Find By Formula 458.1863

MS Zoomed Spectrum

x10 4 Cpd 1: C27 H26 N2 O5: +ESI Scan (1.142-1.183 min, 6 scans) Frag=150.0V 5522_mev_304_01.d..
i 459.1936
7 G (M+H]+
ﬁ_ H1 501 9
5%5\4a/4\3
i | Il I
S B e Tt SR ZL
4 | P o L
i \3“4 R
3
24
14 230.0995
D {r:d+2I}T|)+I2 1 1 1 1 II 1 1 1 1 1 | I"J II
220 240 260 280 300 320 340 360 380 400 420 440 460 480
Counts vs. Mass-to-Charge (m/z)
Fig S9. HRMS for compound 3
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Figure S10. *H NMR of 6 in MeOD
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Figure S11. 3C NMR of 6 in MeOD
Data File 7789_mev_658_01.d Sample Name mev_658
Sample Type Sample Position Vial 3
Instrument Name Instrument 1 User Name
Acq Method ESI_ACN_75_pos.m IRM Calibration Status Some Ions Missed
DA Method defecto.m Comment
Compound Table
it
Compound Label RT Mass Abund Formula Tgt Mass | (ppm)
Cpd 1: C27 H26 M2 05 0.689 458.18405] 182379 C27 H26 N2 05 458.18417 -0.27
Compound Label RT Algorithm Mass
Cpd 1: C27 H26 N2 O5 0.689  Find By Formula 458.18405
MS Zoomed Spectrum
%10 1 Cpd 1. C27 H26 N2 O5: + Scan (0.689 min) 7789_mev_658 01.d
459,19136
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1.5 Y
i
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Figure S12. HRMS for compound 6
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Figure S16. *H NMR of 8 in DMSO-d6

Data File 7618_mev_454 f1_01.d Sample Name mev_454_f1
Sample Type Sample Position Vial 2
Instrument Name Instrument 1 User Name
Acq Method ESI_ACN_75_pos.m IRM Calibration Status Some Ions Missed
DA Method defecto.m Comment
Compound Table
it
Compound Label RT Mass Abund Formula Tgt Mass | (ppm)
Cpd 1: C26 H25 N3 03 0.607 427.19001] ©18453 C26 H25 N3 03 427.18959 0.98
Compound Label RT Algorithm Mass
Cpd 1: C26 H25 N3 O3 0.607 |Find By Formula 427.19001
MS Zoomed Spectrum
x10 1 |Cpd 1: C26 H25 N3 O3: + Scan (0.607 min) 7618_mev_454_{1_01.d
*428.19730
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Figure S15. HRMS for Compound 7
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Figure S17. 3C NMR of 8 in DMSO-ds

Data File 6355_mev_456_01.d Sample Name mev_456
Sample Type Sample Position vial 13
Instrument Name Instrument 1 User Name
Acq Method ESI_ACN_75_pos.m IRM cCalibration Status _
DA Method 01_busqueda.m Comment
Compound Table
Lurr
Compound Label RT Mass Abund Formula Tgt Mass | (ppm)
Cpd 1: C26 H25 03 N3 0.56 427.1905] 344225 C26 H25 03 N3 427.1896 2.13
Compound Label RT Algorithm Mass
Cpd 1: C26 H25 03 N3 0.56 Find By Formula 427.1905
MS Zoomed Spectrum
x10 5 |Cpd 1: C26 H25 O3 N3: +ESI Scan (0.560 min) Frag=150.0V 6355_mev_456_01.d
3.5+ 428.1978
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2.5 . -
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24 &1 | I I ‘
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g
14 e 2“\3-‘44I\a/'m\b/i\o-’ml
0.54 214.6006
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Figure S18. HRMS for compound 8
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Data File 6354_mev_458_01.d Sample Name mev_458

Sample Type Sample Position Vial 14
Instrument Name Instrument 1 User Name
Acq Method ESI_ACN_75_pos.m IRM Calibration Status _
DA Method 01_busgueda.m Comment
Compound Table
Lntt
Compound Label RT Mass Abund Formula Tgt Mass | (ppm)
Cpd 1: C25 H23 03 N3 0.883 413.1751] 349781 C25 H23 03 N3 413.1739 2.84
Compound Label RT Algorithm Mass
Cpd 1: C25 H23 O3 N3 0.883  Find By Formula 413.1751
MS Zoomed Spectrum
x10 5 |Cpd 1: C25 H23 O3 N3: +ESI Scan (0.883 min) Frag=150.0V 6354_mev_458 01.d
3.5 414.1824
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Figure S21. HRMS for compound 9
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Figure S22. *H NMR of 13 in MeOD
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Figure S23. 3C NMR of 13 in MeOD
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Figure S24. HRMS for compound 13
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