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1.'H NMR spectra of hybrids quercetin-1,2,3-triazole: General Remarks

The 23 quercetin-1,2,3-triazole I-IV hybrids, the target molecules of this work,
were characterized by 1H NMR to verify their structures. 1H NMR spectra were
recorded with a Bruker Avance III at 400 MHz. Chemical shifts were quoted in
parts per million (ppm) and referenced to the appropriate solvent peak.



1.1. Hybrids la-b

1.1.1. 3-((1-Benzyl-1H-1,2,3-triazol-4-yl)methoxy)-2-(3,4-dimethoxyphenyl)-5,7-dimethoxy-4H-

chromen-4-one la; 'H NMR (400 MHz, CDCl3):
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1.1.2. 3-((1-(3-Chlorobenzyl)-1H-1,2,3-triazol-4-yl)methoxy)-2-(3,4-dimethoxyphenyl)-5,7-
. 1
dimethoxy-4H-chromen-4-one Ib; "H NMR (400 MHz, CDCl;):
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1.2. Hybrids I

1.2.1. 2-(3,4-Dimethoxyphenyl)-5,7-dimethoxy-3-(4-(4-phenyl-1H-1,2,3-triazol-1-yl)butoxy)-4H-

chromen-4-one lla, 'H NMR (400 MHz, DMSO-dg):
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1.2.2. 2-(3,4-Dimethoxyphenyl)-3-(4-(4-cyclopropyl-1H-1,2,3-triazol-1-yl)butoxy)-5,7-dimethoxy-4H-

chromen-4-one Ilb; *H NMR (400 MHz, DMSO-dj):
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1.2.3. 2-(3,4-Dimethoxyphenyl)-3-(4-(4-(1-hydroxycyclopentyl)-1H-1,2,3-triazol-1-yl)butoxy)-5,7-

dimethoxy-4H-chromen-4-one lic; 'H NMR (400 MHz, DMSO-d;):
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1.2.4. 2-(3,4-Dimethoxyphenyl)-3-(4-(4-(2-hydroxypropan-2-yl)-1H-1,2,3-triazol-1-yl)butoxy)-5,7-

dimethoxy-4H-chromen-4-one Iid; 'H NMR (400 MHz, DMSO-dg):

Bete_Q_OMe_Linker_trzl_(CH2)20H.10.fid

5.07

MeO

|

1.00 =
2.09x
1.02 =
1.06 =

—2.50 DMSO-d6

[
]
<
]

218 1
6.07=

8.5 8.0 7.5 7.0 6

f SN
g & 88s
- o w0 ©om

‘ ‘ ‘ ‘
50 45 40 35

1 (ppm)

<)
-

o

36000

34000

32000

30000

28000

26000

24000

22000

20000

18000

16000

14000

12000

10000

8000

6000

4000

2000

r-2000




1.2.5. 2-(3,4-Dimethoxyphenyl)-3-(4-(4-((2-isopropyl-5-methylphenoxy)methyl)-1H-1,2,3-triazol-1-

yl)butoxy)-5,7-dimethoxy-4H-chromen-4-one lle; 'H NMR (400 MHz, CDCl,):

Bete,Q,OMe,Linker,tergThymoHO.fid
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1.2.6. 1-((1-(4-((2-(3,4-Dimethoxyphenyl)-5,7-dimethoxy-4-oxo-4H-chromen-3-yl)oxy)butyl)-1H-

1,2,3-triazol-4-yl)methyl)indoline-2,3-dione lIf; 'H NMR (400 MHz, DMSO-dg):

Bete_Q_OMe_Linker_trzl_ISA.10.fid
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1.2.7. 2-(3,4-Dimethoxyphenyl)-3-(4-(4-(hydroxymethyl)-1H-1,2,3-triazol-1-yl)butoxy)-5, 7-
dimethoxy-4H-chromen-4-one llg: 'H NMR (400 MHz, DMSO-dg):
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1.2.8. 2-(3,4-Dimethoxyphenyl)-5,7-dimethoxy-3-(4-(4-propyl-1H-1,2,3-triazol-1-yl)butoxy)-4H-
1
chromen-4-one Ilh; "H NMR (400 MHz, CDCl3):
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1.2.9. 3-(4-(4-(2-Aminopropan-2-yl)-1H-1,2,3-triazol-1-yl)butoxy)-2-(3,4-dimethoxyphenyl)-5, 7-
dimethoxy-4H-chromen-4-one Ili; 'H NMR (400 MHz, DMSO-dg):

Bete_Q_OMe_Linker_trzl_C(CH3)2NH2.10.fid
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1.3. Hybrids llI

1.3.1. 5,7-Bis(benzyloxy)-2-(3,4-bis(benzyloxy)phenyl)-3-(4-(4-phenyl-1H-1,2,3-triazol-1-yl)butoxy)-

4H-chromen-4-one llla; 'H NMR (400 MHz, CDCl;):
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’H NMR (400 MHz, CDCl5):

’

1.3.2. 5,7-Bis(benzyloxy)-2-(3,4-bis(benzyloxy)phenyl)-3-(4-(4-cyclopropyl-1H-1,2,3-triazol-1-

yl)butoxy)-4H-chromen-4-one llib,
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1.3.4. 5,7-Bis(benzyloxy)-2-(3,4-bis(benzyloxy)phenyl)-3-(4-(4-(2-hydroxypropan-2-yl)-1H-1,2,3-

triazol-1-yl)butoxy)-4H-chromen-4-one llid; 'H NMR (400 MHz, CDCl3):
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1.3.5. 5,7-Bis(benzyloxy)-2-(3,4-bis(benzyloxy)phenyl)-3-(4-(4-((2-isopropyl-5-
methylphenoxy)methyl)-1H-1,2,3-triazol-1-yl)butoxy)-4H-chromen-4-one llle; 'H NMR (400 MHz,

CDCI3).
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1.3.6. 1-((1-(4-((5,7-Bis(benzyloxy)-2-(3,4-bis(benzyloxy)phenyl)-4-oxo-4H-chromen-3-yl)oxy)butyl)-
1H-1,2,3-triazol-4-yl)methyl)indoline-2,3-dione llIf; 'H NMR (400 MHz, DMSO-dg):
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1.3.7. 5,7-Bis(benzyloxy)-2-(3,4-bis(benzyloxy)phenyl)-3-(4-(4-(hydroxymethyl)-1H-1,2,3-triazol-1-
yl)butoxy)-4H-chromen-4-one lllg; 'H NMR (400 MHz, DMSO-d;):
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1.4. Hybrids IV

1.4.1. 2-(3,4-Dihydroxyphenyl)-5,7-dihydroxy-3-(4-(4-phenyl-1H-1,2,3-triazol-1-yl)butoxy)-4H-
chromen-4-one IVa; *H NMR (400 MHz, DMSO-dj):
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1.4.2. 3-(4-(4-Cyclopropyl-1H-1,2,3-triazol-1-yl)butoxy)-2-(3,4-dihydroxyphenyl)-5,7-dihydroxy-4H-
chromen-4-one IVb; *H NMR (400 MHz, DMSO-dj):
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1.4.3. 2-(3,4-Dihydroxyphenyl)-5,7-dihydroxy-3-(4-(4-(1-hydroxycyclopentyl)-1H-1,2,3-triazol-1-
yl)butoxy)-4H-chromen-4-one IVc; "H NMR (400 MHz, (CD3),CO-d;):
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1.4.4. 2-(3,4-Dihydroxyphenyl)-5,7-dihydroxy-3-(4-(4-(2-hydroxypropan-2-yl)-1H-1,2,3-triazol-1-
yl)butoxy)-4H-chromen-4-one IVd; 'H NMR (400 MHz, (CD3),0-d;):
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1.4.5. 2-(3,4-Dihydroxyphenyl)-5,7-dihydroxy-3-(4-(4-((2-isopropyl-5-methylphenoxy)methyl)-1H-
1,2,3-triazol-1-yl)butoxy)-4H-chromen-4-one IVe; 'H NMR (400 MHz, DMSO-d;):
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