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S1: *H-NMR (200 MHz, CDCl5) Spectrum of Compound 1 (daidzein)

Daidzein (1): *H NMR (200 MHz, CD;0D) &: 8.28 (1H, H-2, s), 7.95 (1H, H-5, d, J= 9.0 Hz), 7.36 (2H, H-2',6',
d, J= 8.2 Hz), 6.91 (1H, H-6, d, J= 8.6 Hz), 6.85 (1H, H-8, s), 6.79 (2H, H-3'5', d, J= 8.6 Hz); *C NMR (50
MHz, CD;0D) &: 176.2 (C-4), 164.0 (C-7), 158.9 (C-9), 158.7 (C-4'), 154.4 (C-2), 131.6 (x2C) (C-2'6"), 128.8
(C-5), 125.0 (C-1'), 124.0 (C-3), 118.1 (C-10), 116.6 (C-6), 116.4 (x2C) (C-3'5").
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S2:C-NMR (50 MHz, CDCls) Spectrum of Compound 1 (daidzein)



Ufuk hoca
TTE-3
cd3od
6.4.12

Automation directory:

Pulse Sequence: COSY

Solvent: CD300

Ambient temperature
Operator: vnmrl
Mercury=-z00 “wormhole"

Relax. delay 1.301 sec

Total time 7 min, 34 sec
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COSY (200 MHz) Spectrum of Compound 1 (daidzein)
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S4: 'H-NMR (200 MHz, CDCls) Spectrum of Compound 2 (genistein)

Genistein: "H NMR (200 MHz, CD30D): d 8.10 (1H, H-2, s), 7.38 (2H, H-2',6', d, J= 8.2 Hz), 6.86 (2H, H-3',5/,
d, J=8.2 Hz), 6.34 (1H, H-8, s), 6.22 (1H, H-6, s); *C NMR (50 MHz, CD30D): d 179.4 (C-4), 169.2 (C-7),
161.0 (C-5), 156.9 (C-9), 156.0 (C-4"), 152.0 (C-2), 128.6 (x2C) (C-2',6"), 121.9 (C-3), 120.5 (C-1"), 113.4 (x2C)
(C-3, 59, 101.3 (C-10), 97.3 (C-6), 92.0 (C-8).
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S5: **C-NMR (50 MHz, CDCl3) Spectrum of Compound 2 (genistein)
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S6: COSY (200 MHz) Spectrum of Compound 2 (genistein)
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S7: 'H-NMR (600 MHz, CDCls) Spectrum of Compound 3 (quercetin)

Quercetin: "H NMR (600 MHz, DMSO-d6) d: 7.61 (1H, H-2', d, J=2.4 Hz), 7.50 (1H, H-6', dd, J=2.4, 8.8 Hz),
6.85 (1H, H-5', d, J= 8.8 Hz), 6.38 (1H, H-8, d, J = 1.8 Hz), 6.15(1H, H-6, d, J = 2.3 Hz): 3C NMR (125 MHz,
DMSO d6): d 176.2 (C-4), 164.3 (C-7), 161.1 (C-5), 156.6 (C-9), 148.1 (C-4"), 147.2 (C-2), 145.5 (C-3), 136.1
(C-3), 122.4 (C-1'), 120,5 (C-6'), 116.0 (C-5'), 115.4 (C-2'), 103.4 (C-10), 98.6 (C-6), 93.8 (C-8).
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S8: Expansion of the *H-NMR Spectrum of Compound 3 (quercetin)
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S9: 1*C-NMR + DEPT (125 MHz, CDCls) Spectrum of Compound 3 (quercetin)
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S10: COSY (600 MHz) Spectrum of Compound 3 (quercetin)
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S11: Expansion of the COSY (600 MHz) Spectrum of Compound 3 (quercetin)
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S12: HMBC (600 MHz) Spectrum of Compound 3 (quercetin)
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S13: HSQC (600 MHz) Spectrum of Compound 3 (quercetin)
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S14: *H-NMR (600 MHz, CDCl;) Spectrum of Compound 4 (daidzein 4'-O--glucoside)

Daidzein 4'-O-g-glucoside: 'H NMR (600 MHz, DMSO-d6): d 8.38 (1H, H-2, s), 8.04 (1H, H-5, d), 7.40 (2H, H-
2'6', d), 7.22 (1H, H-8, 5), 7.14 (1H, H-6, d), 6.81 (2H, H-3'5', d), 5.11 (1H, H-1", d), 3.68-3.18 (6H, m, sugar
protons); *C NMR (125 MHz, DMSO-d6): d 180.3 (C-4), 166.8 (C-7), 162.7 (C-9), 162.5 (C-4"), 158.3 (C-2),
135.6 (x2C) (C-2',6"), 132.4 (C-5), 129.1 (C-1", 127.7 (C-3), 123.9 (C-10), 121.1 (C-6), 120.4 (x2C) (C-3', 5",

108.8 (C-8), 105.3 (C-1"), 82.6 (C-5"), 81.8 (C-2"), 78.5 (C-3"), 75.0 (C-4"), 66.0 (C-6").
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Expansion of the *H-NMR Spectrum of Compound 4 (daidzein 4'-O-g-glucoside)
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S16: *C-NMR + DEPT (125 MHz, CDCls) Spectrum of Compound 4 (daidzein 4'-O-4-
glucoside)
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S17: COSY (600 MHz) Spectrum of Compound 4 (daidzein 4'-O-f-glucoside)

19



(ppm)
40—
- — 60
— -
80
- 100
- g 4 S e
—* 120 - "
I 140
B 1601
180

F2 (ppm)

S18: HMBC (600 MHz) Spectrum of Compound 4 (daidzein 4'-O-$-glucoside)
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S19: HSQC (600 MHz) Spectrum of Compound 4 (daidzein 4'-O-$-glucoside)
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