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Figure S1. '"H NMR spectrum of licochalcone B (1) (DMSO-ds)
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Figure S2. 'H NMR spectrum of licochalcone C (2) (CDCls)



=]

1,76

1.74

—— . . : . . . , .
0 95 90 85 B0 V5 7O 65 60 S5 50 45 40 35 30 25 20
11 (ppm)

Figure S3. 'H NMR spectrum of licochalcone D (3) (CD;OD)
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Figure S4. 'H NMR spectrum of licochalcone H (4) (CD;OD)
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Figure S5. 'H and '3C NMR spectra of metabolite 5 (CD;0D)
[ | [ M | |||_n
a 20
— - -40
-1 F80
80
100
= - H
- . 120 =
_ 4 + e ! noL
- F140
1 4 4 i
_ & 160
180
-4 * - . 200
a9 B T -] ;\ :;
12 (ppm)

Figure S6. HMBC of metabolite 5 (CD;OD)
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Figure S7. 'H and '3C NMR spectra of metabolite 6 (CD;OD)
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Figure S8. HMBC of metabolite 6 (CD;OD)
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Figure S9. 'H and '3C NMR spectra of metabolite 7 (CD;OD)
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S10. HSQC (up) and HMBC (down) of metabolite 7 (CD;OD)
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Figure S11. 'H and 3C NMR spectra of metabolite 8 (CD;OD)
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Figure S12. HMBC of metabolite 8 (CD;OD)
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Figure S13. 'H and '3C NMR spectra of metabolite 9 (CD;O0D)
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Figure S14. HSQC (up) and

HMBC (down) spectra of 9 (CD3;OD)
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Figure S15. 'H and '3C NMR spectra of metabolite 10 (CD;OD)
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Figure S16. HMBC of metabolite 10 (CD3;OD)
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Figure S17. 'H and '3C NMR spectra of metabolite 11 (DMSO-de)
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Figure S18. HSQC (up) and HMBC (down) of metabolite 11 (DMSO-de)
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Figure S19. 'H and '3C NMR spectra of metabolite 12 (DMSO-ds)
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Figure S20. HSQC (up) and HMBC (down) of metabolite 12 (DMSO-d¢)
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Figure S21. 'H and '3C NMR spectra of metabolite 13 (CD;OD)
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Figure S22. HSQC (up) and HMBC (down) of metabolite 13 (CD3;OD)
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Figure S23. 'H and '3C NMR spectra of metabolite 14 (CD;OD)



E .
p— [ R ]
—] PRSI
— -
— L E
L)
— ,h
- Lo
—] =
— L
= kg e
— o
= i
- i "
@oge VT g
— -
=
T T T T T T T
] 7 [ 5 1 ] 1
£2 (ppm)

- i
— ‘ L
—
—]
—
=
= L '
— v b " L
il * | 2 "
= " " P vt
—— ow .
= [
T T T T T T T T
B 7 L} 5 4 3 2 1
2 (ppa)

Figure S24. HSQC (up) and HMBC (down) of metabolite 14 (CD3;OD)
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Elemental Composition Report

Single Mass Analysis

Tolerance =5.0 PPM / DBE: min= -1.5, max = 100.0
Element prediction: Off

Number of isotope peaks used for FFIT =3

Monoisotopic Mass, Even Electron lons

90 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-30 H:0 -35 0:0 -15 Na:0 -1

Minimum: -1.5

Maximum: 5.0 5.0 100.0

Mass Calc. Mass mbDa PPM DBE i-FIT Norm  Conf(%)
311.0896 311.0895 0.1 0.3 8.5 961.1 n/a n/a

Figure S25. High resolution ESIMS spectrum of metabolite 5

Formula
C16 H16 O5 Na
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100+ 395.1472 4.15e4
355.1546
767.3036
B
768.3072
396.1507
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Elemental Composition Report
Single Mass Analysis
Tolerance =5.0 PPM / DBE: min= -1.5, max = 100.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
92 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-30 H:0 -35 0:0 -15 Na:0 -1
Minimum: -15
Maximum: 5.0 5.0 100.0
Mass Calc. Mass mbDa PPM DBE i-FIT Norm  Conf(%) Formula
373.1649 373.1651 -0.2 -05 95 456.6 n/a n/a C21 H25 06
395.1472 395.1471 0.1 0.3 9.5 506.9 n/a n/a C21 H24 O6 Na

Figure S26.

High resolution ESIMS spectrum of metabolite 6
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Elemental Composition Report
Single Mass Analysis
Tolerance =3.0 PPM / DBE: min= -1.5, max = 100.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
58 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-30 H:0 -30 0O:0 -10 Na:0 -1
Minimum: -15
Maximum: 100.0 3.0 100.0
Mass Calc. Mass mbDa PPM DBE i-FIT Norm  Conf(%) Formula
355.1547 355.1545 0.2 0.6 10.5 749.6 n/a n/a C21 H23 O5
377.1367 377.1365 0.2 0.5 105 5442 n/a n/a C21 H22 O5 Na

Figure S27. High resolution ESIMS spectrum of metabolite 7
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100+ 325.2282

G

1. TOF MS ES+
1155

Elemental Composition Report

Single Mass Analysis

Tolerance =5.0 PPM / DBE: min= -1.5, max = 100.0
Element prediction: Off

Number of isotope peaks used for FFIT = 3

Monoisotopic Mass, Even Electron lons

131 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-35 H:0 45 0O:0 -20 Na:0 -1

Minimum: -1.5

Maximum: 100.0 5.0 100.0

Mass Calc. Mass mbDa PPM DBE i-FIT Norm  Conf(%) Formula
389.1603 389.1600 0.3 0.8 9.5 394.8 n/a n/a C21 H25 O7

Figure S28. High resolution ESIMS spectrum of metabolite 8
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325.2285

1. TOF MS ES+

100+ 1.40e5
o 371.1497
S
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7
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Elemental Composition Report
Single Mass Analysis
Tolerance =5.0 PPM / DBE: min= -1.5, max = 100.0
Element prediction: Off
Number of isotope peaks used for FFIT = 3
Monoisotopic Mass, Even Electron lons
132 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-35 H:0 45 0O:0 -20 Na:0 -1
Minimum: -1.5
Maximum: 100.0 5.0 100.0
Mass Calc. Mass mbDa PPM DBE i-FIT Norm  Conf(%) Formula
371.1497 371.1495 0.2 0.5 10.5 689.5 n/a n/a C21 H23 06

Figure S29. High resolution ESIMS spectrum of metabolite 9
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100+ 373.1652 24624
395.1472
355.1545
767.3040
283.0074
=
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Elemental Composition Report
Single Mass Analysis
Tolerance =5.0 PPM / DBE: min= -1.5, max = 100.0
Element prediction: Off
Number of isotope peaks used fori-FIT =3
Monoisotopic Mass, Even Electron lons
126 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-35 H:0 45 0O:0 -20 Na:0 -1
Minimum: -1.5
Maximum: 100.0 5.0 100.0
Mass Calc. Mass mbDa PPM DBE i-FIT Norm  Conf(%) Formula
373.1652 373.1651 0.1 0.3 9.5 529.6 n/a n/a C21 H25 O6

Figure S30.

High resolution ESIMS spectrum of metabolite 10
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355.1544

1004
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Elemental Composition Report
Single Mass Analysis
Tolerance =5.0 PPM / DBE: min= -1.5, max = 100.0
Element prediction: Off
Number of isotope peaks used for FFIT = 3
Monoisotopic Mass, Even Electron lons
127 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-35 H:0 45 0:0 -20 Na:0 -1
Minimum: -1.5
Maximum: 100.0 5.0 100.0
Mass Calc. Mass mbDa PPM DBE i-FIT Norm  Conf(%) Formula
355.1544 355.1545 -0.1 -0.3 10.5 822.3 n/a n/a C21 H23 O5

Figure S31.

High resolution ESIMS spectrum of metabolite 11
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&
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Elemental Composition Report

Single Mass Analysis

Tolerance =5.0 PPM / DBE: min= -1.5, max = 100.0
Element prediction: Off

Number of isotope peaks used for FFIT =3

Monoisotopic Mass, Even Electron lons

75 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-30 H:0 -35 0:0 -15 Na:0 -1

Minimum: -1.5

Maximum: 5.0 5.0 100.0

Mass Calc. Mass mbDa PPM DBE I-FIT Norm  Conf(%) Formula
449.1449 449.1448 0.1 0.2 10.5 3337 n/a n/a C22 H25 010
471.1265 471.1267 -0.2 -0.4 105 4751 n/a n/a C22 H24 010 Na

Figure S32. High resolution ESIMS spectrum of metabolite 12



20190730_01_LHM3_JINNU_HRP D1 38 (0.762) AV (Ar,30000.0,0.00,0.00)

1: TOF VB ESt+

1004 501.2123 15804
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Elemental Composition Report

Single Mass Analysis

Tolerance =5.0 PPM / DBE: min= -1.5, max = 100.0
Element prediction: Off

Number of isotope peaks used for FIT =3

Monoisotopic Mass, Even Electron lons

132 formula(e) evaluated with 2 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-35 H:0 -45 0:0 -20 Na:0 -1

Minimum: -1.5

Maximum: 100.0 5.0 100.0

Mass Calc. Mass mbDa PPM DBE i-FIT Norm  Conf(%) Formula

501.2123 501.2125 -02 -04 115 356.5 0.091 91.33 C27 H33 09
501.2101 2.2 4.4 85 358.9 2.445 8.67 C25 H34 09 Na

Figure S33. High resolution ESIMS spectrum of metabolite 13
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1. TOF MS ES+
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Elemental Composition Report
Single Mass Analysis
Tolerance =5.0 PPM / DBE: min= -1.5, max = 100.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
132 formula(e) evaluated with 2 results within limits (up to 50 closest results for each mass)
Elements Used:
C:0-35 H:0 -45 0O:0 -20 Na:0 -1
Minimum: -1.5
Maximum: 100.0 5.0 100.0
Mass Calc. Mass mbDa PPM DB E i-FIT Norm  Conf(%) Formula
501.2122 501.2125 -0.3 -0.6 115 5429 0.003 99.70 C27 H33 09
501.2101 21 4.2 8.5 548.7 5.809 0.30 C25 H34 09 Na

Figure S34. High resolution ESIMS spectrum of metabolite 14
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Figure S35. ICD spectrum of the Mo-complex of 8
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Figure S36. ICD spectrum of the Mo-complex of 10



