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Figure S1

"M NMR spectrum of a,f-dihydroxanthohumol (2) (600 MHz, CD3OD, Temp

.25 °C)
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Figure S2. *C NMR and DEPT 135° spectra of a,f-dihydroxanthohumol (2) (151 MHz, CD3;OD, Temp.

25 °C)
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Figure S3: UV spectra of: A xanthohumol (1), B (2)-6,4 -dihydroxy-4-methoxy-7-prenylaurone (3)
(MeOH, Temp. 20 °C)
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Figure S4. HRMS spectrum of (Z)-6,4 -dihydroxy-4-methoxy-7-prenylaurone (3)
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Figure S5. *H NMR spectra of: A xanthohumol (1) (600 MHz, DMSO-de), B (Z)-6,4 -dihydroxy-4-methoxy-
7-prenylaurone (3) (300 MHz, DMSO-ds, Temp. 25 °C)
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Figure S6. Fragments of *H NMR spectra of: A xanthohumol (1) (600 MHz, DMSO-ds), B aurone (3) (300
MHz, DMSO-ds, Temp. 25 °C)

2 z o 3E+08
o o - Gy ) Y OO o m (]
“ =4 a R g Q0NN %@ S
- = = KEMR~RR R ]
RO 7 T Loesas
OH r2E+08
C?-O-H | 2E+08
2E+08
H-a H-p F2E+08
1 F1E+08
F1E+08
b F1E+08
-8E+07
-6E+07
FaE+07
| I
ﬂ -2E+07
- i ) 7 "‘%L—A—J'F' '|L‘* e
8 8 g 888 8 8
- - - o (2] -
+-2E +07
145 140 135 130 125 120 115 110 105 10.0 9.5 2.0 8.5 8.0 7.5 7.0 6.5 6.0
f1 (ppm)
= wn
=] =] o om0 ]
E E &R 238 ¢
-
LoE+07
| | N S |
F8E+07
H-benzylidine
| FTE+O7
-6E+07
- 5E+07
-aE+07
F3E+07
F2E+07
]
F1E+07
;Jll | M_JwL__,____JkaAéL_.._ll\ Lo
8 8 8 g 8 8
- - ~N ~N - -
145 140 135 130 125 120 115 110 0.0 9.5 2.0 8.5 8.0 7.5 7.0 6.5

10.5 1
f1 (ppm)

S5



Figure S7. *C NMR spectra of: A xanthohumol (1) (151 MHz, DMSO-ds), B auron (3) (75 MHz, DMSO-ds,

Temp. 25 °C)
o O MW el Al N N=N"] - wm g
~ G T in hao®g o M i i ~ oeg
g ER R 3 BRRRAR = &3 g P "%
| SN | PNV [ | 2NN
A
| OH
HO e}
C-p C-a i (P
>c”a
N
1
[ | | |
|
EBD léﬂ l;ﬂ léﬂ 1;0 l;ﬂ léﬂ léﬂ liﬂ 160 9h sh ;U gﬂ SB 1; 50 iﬂ
f1(ppm)
8 AR 23 & 2a& [ha & ¥ 2@ n o @mm
Bl & si&s & H§ A8 4 & 88 3 EE
| NN \ i N [ | AN
| OH
HO 0]
- —CH
Cc=0 C-2 C- benzylidine c’2  benzylidine
O\ (@)
2
! ]
1
l;ﬂ léﬂ l;ﬂ ]éﬂ l;ﬂ l;ﬂ 150 léﬂ ]iﬂ 160 9b éﬂ ;U ﬁb gﬂ ;D BB ZB
f1(ppm)

S6

2600

2400

r2200

2000

1800

1600

1400

1200

1000

800

600

400

200

r13000

r12000

r11000

10000

o000

8000

7000

6000

2000

4000

3000

2000

1000

ro




Figure S8. *H-'H NMR (COSY) spectrum of (2)-6,4 -dihydroxy-4-methoxy-7-prenylaurone (3)(300

MHz/300 MHz, DMSO-ds, Temp. 25°)
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Figure S9. *H-3C NMR (HSQC) spectrum of (Z)-6,4 -dihydroxy-4-methoxy-7-prenylaurone (3) )(300

MHz/75 MHz, DMSO-ds, Temp. 259)
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Figure S10. UV spectrum of «, f-dihydroxanthohumol 4' -O-g-D-glucopyranoside (6) (MeOH, Temp. 20 °C)
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Figure S11. HRMS spectrum of «,-dihydroxanthohumol 4' -O-p-D-glucopyranoside (6)
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Figure S12. *H NMR (600 MHz) and **C NMR (151 MHz) spectra of o, 8-dihydroxanthohumol 7-O-4-D-

glucopyranoside (6) (Acetone-ds,Temp. 25 °C)

1.76
1.76
1.62
1.62

<
<

2.10{
7 3.003

@ o © © R R N R N I P P P L R R R
2g R R M AN NANN-SE0e0ReeeennnnnIIIIIndIAAAIdANNNSaRR
I RN ° PR B v s v i e e e e e e R e I I R

Y4 Y4 —_—

I
|
‘ M J
|
Il

& Y d g 4 s

& a ] a & R&

a ] ] s A S

T T T T T T T T T T T T T T T T
7.0 6.8 6.6 6.4 6.2 6.0 58 56 54 52 50 4.8 4.6 4.4 4.2 4.0
f1 (ppm)

h den o N@w 4 mon e

2 CE N&A @ & & a 3 o

E Foa © mes @ 6 8 ¢ o ]

2 238 8 n88 X g 28 38 o

R 588 1 288 8 3 328 S &

B | 3007

2.8 2.6 2.4 2.2 2.0 1.8

78.33
78.28
7463
—7153
62.76
56.18
47.18
30.65
~25.90
2212
/ 17.97

AN

23000
22000
21000
20000
19000
- 18000
17000
- 16000
15000
14000
13000
12000
11000
10000
9000
~ 8000
7000
- 6000
- 5000
4000
3000
- 2000
~1000
-0

~-1000

1.4

- 100000

90000

- 80000

70000

- 60000

- 50000

40000

30000

20000

10000

--10000

T T T T T T T T T T T
200 190 180 170 160 150 140 130 120 110 100

f1 (ppm)

S9



Figure S13. *H NMR - *H NMR (COSY) spectrum of a,-dihydroxanthohumol 7-O-p-D-glucopyranoside

(6) )(600 MHz/600 MHz, Acetone-dgs, Temp. 25°)
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Figure S14. '"H NMR - ®C NMR (HSQC) spectrum of a, 5-dihydroxanthohumol 7-O-4-D-glucopyranoside

(6) )(600 MHz/151 MHz, Acetone-ds, Temp. 25)
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Figure S15. UV spectrum of o,p-dihydroxanthohumol 7-O-$-D-(4"'-O-methyl)glucopyranoside (7)
(MeOH, Temp. 20 °C)
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Figure S16. HRMS spectrum of ,-dihydroxanthohumol 7-O-p-D-(4"'-O-methyl)glucopyranoside (7)
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Figure S17. *H NMR (600 MHz) and **C NMR (151 MHz) spectra of a,4-dihydroxanthohumol 7-O-4-D-

(4"-O-methyl)glucopyranoside (7) (Acetone-ds, Temp. 25 °C).
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Figure S18. *H NMR - H NMR (COSY) spectrum of o, 8-dihydroxanthohumol 7-O-4-D-(4"-O-
methyl)glucopyranoside (7) (600 MHz/600 MHz, Acetone-ds, Temp. 25°)

JM JMM

A fas
X

0 H r 2.0
2.5

3.0

4.0

-a.5
5.0

Q o

5.5

- 6.0

0 <O
O O -7.0

T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
7.2 7.0 6.8 6.6 6.4 6.2 6.0 5.8 5.6 5.4 5.2 5.0 4.8 4.6 4.4 4.2 4.0 3.8 3.6 3.4 3.2 3.0 2.8 2.6 2.4 2.2 2.0 1.8 1.6
f2 (ppm)

Figure S19. 'H NMR - *C NMR (HSQC) spectrum of a, 5-dihydroxanthohumol 7-O-$-D-(4"'-O-
methyl)glucopyranoside (7) (600 MHz/151 MHz, Acetone-ds, Temp. 25)
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Figure S20. UV spectrum of (Z)-6,4 -dihydroxy-4-methoxy-7-prenylaurone 6-O-A-D-glucopyranoside (8)
(MeOH, Temp. 20 °C)
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Figure S21. HRMS spectrum of (2)-6,4 -dihydroxy-4-methoxy-7-prenylaurone 6-O-f-D-glucopyranoside
(8)

Intens

+MS, 0.6-0.8min #35-45|
xind
537.1740
1.0
0.8
0.6 ‘
0.4
538.1772
I
\ |
0.
| 539.1859
5361674 | | i |
i T I
5281692 529.3718 531.2501 533.3265 A [ AV A 540;_.,1862 541.1875 5431578 544.3046 545.3456
OD . i — i ¥ e e — I it 8 e N LA N L v A 2 LY . S A — s . e ~ I_'\ - =T . .
528 530 532 534 536 538 540 512 544 546 miz

S14



Figure S22. *H NMR (600 MHz) and **C NMR (151 MHz) spectra of (Z)-6,4 -dihydroxy-4-methoxy-7-

prenylaurone 6-O-4-D-glucopyranoside (8) CDsOD, Temp. 25 °C)
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Figure S23. 'H NMR - *H NMR (COSY) spectrum of (Z)-6,4 -dihydroxy-4-methoxy-7-prenylaurone 6-O-/-
D-glucopyranoside (8) (600 MHz/600 MHz, CD3;0D, Temp. 25 °C)
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Figure S24. *H NMR - **C NMR (HSQC)spectrum of (Z)-6,4 -dihydroxy-4-methoxy-7-prenylaurone 6-O-
B-D-glucopyranoside (8) (600 MHz/151 MHz, CDsOD, Temp. 25 °C)
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Figure S25. UV spectrum of (Z)-6,4 -dihydroxy-4-methoxy-7-prenylaurone 6-O-$-D-(4"'-O-

methyl)glucopyranoside (9)(MeOH, Temp. 20 °C)
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Figure S26. HRMS spectrum of (2)-6,4 -dihydroxy-4-methoxy-7-prenylaurone 6-O-j-D-(4""-O-

methyl)glucopyranoside (9)
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Figure S27. *H NMR (300 MHz) and **C NMR (75 MHz,) spectra of (2)-6,4 -dihydroxy-4-methoxy-7-

prenylaurone 6-O-4-D-(4""-O-methyl)glucopyranoside (9) (DMSO-ds, Temp. 25 °C)
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Figure S28. 'H NMR - *H NMR (COSY) spectrum of (Z)-6,4 -dihydroxy-4-methoxy-7-prenylaurone 6-O-4-

D-(4"'-O-methyl)glucopyranoside (9) ) (600 MHz/600 MHz, DMSO-dg, Temp. 25 °C)
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Figure S29. *H NMR - **C NMR (HSQC) spectrum of (Z)-6,4 -dihydroxy-4-methoxy-7-prenylaurone 6-O-

S-D-(4""-O-methyl)glucopyranoside (9) (600 MHz/151 MHz, DMSO-de, Temp. 25 °C)
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