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Table S1. LC-HR-MS data for the characteristic compounds.

Compound (r;?n) lons mode Formula Detected Calculated (IrEnr[r)o;)
1 8.56 [M+Na]® CyHn,Os 443.1686 443.1682 0.4
2 9.14 [M+Na]® CypHn;Oy 443.1685 443.1682 0.3
3 9.65 [M+Na]® CypH;O; 427.1732 427.1733 -0.1
4 10.02 [M+Na]® CyHg0; 427.1735 427.1733 0.2
11 9.02 [M+Na]" CypHuxOs 441.1532 441.1525 0.7
16 6.11 [M+Na]® CyHpOy0 475.1572 475.1580 -0.8
25 10.62 [M+Na]® CyHg0, 427.1735 427.1733 0.2
26 9.51 [M+Na]® CyHuxOs 385.1627 385.1627 0.0
27 10.88 [M+Na]® CyHx0s 369.1687 369.1678 0.9
28 10.73 [M+Na]® CyHxOs 369.1682 369.1678 0.4
29 10.65 [M+Na]® CyHxO0s 369.1673 369.1678 -0.5
30 12.67 [M+Na]® CyHx0, 353.1736 353.1729 0.7
37 9.71 [M+Na]® CyHyO, 485.1796 485.1788 0.8
38 7.93 [M+Na]® CypHn;Os 443.1685 443.1682 0.3
44 6.48 [M+Na]® CyHu;O; 401.1581 401.1576 0.5
55 8.70 [M+Na]" CypHu,Os 441.1524 441.1525 -0.1
57 8.94 [M+Na]® CyHpO; 339.0475 339.0481 -0.6
59 6.77 [M+Na]® CyHyO;, 487.085 487.0852 -0.2
57 8.94 [M-H]  CyHpp,O; 315.0505 315.0505 0.0
59 6.77 [M-H]  CyHxOy, 463.0877 463.0877 0.0




Figure S1. LC-MS profiles of sample 7 (2015-70) in negative ion mode for detecting
flavonoidal constituents, 57 and 59. A: total ion chromatogram; B: base peak ion
chromatogram; C: extracted ion chromatogram of m/z 463.09; D: extracted ion

chromatogram of m/z 315.05.
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Figure S2. LC-MS profiles of sample 8 (2015-71) in negative ion mode for detecting
flavonoidal constituents, 57 and 59. A: total ion chromatogram; B: base peak ion
chromatogram; C: extracted ion chromatogram of m/z 315.05; D: extracted ion

chromatogram of m/z 463.09.
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Figure S3. "H NMR spectrum of 10 (measured in CDCl3, 500 MHz).
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Figure S4. °C NMR spectrum of 10 (measured in CDCls, 126 MHz).
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Figure S5. 'H-'H COSY spectrum of 10 (measured in CDCls, 500 MHz).
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Figure S6. HSQC spectrum of 10 (measured in CDCI3, 500 MHz).
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Figure S7. HMBC spectrum of 10 (measured in CDCls, 500 MHz).
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Figure S8. NOESY spectrum of 10 (measured in CDCl3, 500 MHz).
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Figure S9. "H NMR spectrum of 17 (measured in CDCl3, 500 MHz).
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Figure S10. '3C NMR spectrum of 17 (measured in CDCl3, 126 MHz).
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Figure S11. 'H-'H COSY spectrum of 17 (measured in CDCl3, 500 MHz).
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Figure S12. HSQC spectrum of 17 (measured in CDCl3z, 500 MHz).
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Figure S13. HMBC spectrum of 17 (measured in CDCIl3, 500 MHz).
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Figure S14. NOESY spectrum of 17 (measured in CDClz, 500 MHz).
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Figure S15. "H NMR spectrum of 18 (measured in CDCl3, 500 MHz).
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Figure S16. °C NMR spectrum of 18 (measured in CDCl3, 126 MHz).
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Figure S17. 'H-'H COSY spectrum of 18 (measured in CDCls, 500 MHz).
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Figure S18. HSQC spectrum of 18 (measured in CDCI3, 500 MHz).
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Figure S19. HMBC spectrum of 18 (measured in CDCl3, 500 MHz).
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Figure S20. NOESY spectrum of 18 (measured in CDClz, 500 MHz).
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Figure S21. "H NMR spectrum of 24 (measured in CDCl3, 500 MHz).
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Figure S22. '3C NMR spectrum of 24 (measured in CDCl3, 126 MHz).
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Figure S23. 'H-'H COSY spectrum of 24 (measured in CDCls, 500 MHz).
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Figure S24. HSQC spectrum of 24 (measured in CDCl3, 500 MHz).
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Figure S25. HMBC spectrum of 24 (measured in CDCIl3, 500 MHz).
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Figure S26. NOESY spectrum of 24 (measured in CDClz, 500 MHz).
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Figure S27. "H NMR spectrum of 31 (measured in CDCl3, 500 MHz).
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Figure S28. '3C NMR spectrum of 31 (measured in CDCl3, 126 MHz).
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Figure S29. 'H-'H COSY spectrum of 31 (measured in CDCl3, 500 MHz).
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Figure S30. HSQC spectrum of 31 (measured in CDCl3z, 500 MHz).
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Figure S31. HMBC spectrum of 31 (measured in CDCIl3, 500 MHz).
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Figure S32. NOESY spectrum of 31 (measured in CDClz, 500 MHz).
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Figure S33. '"H NMR spectrum of 36 (measured in CDCl3, 500 MHz, 298 K).
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Figure S34. '"H NMR spectrum of 36 (measured in CDCl3, 400 MHz, 233 K).

A \,

PPM
TT T T

\\\\\\\\\\‘\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\
8 7 6 5 4 3 2 1 0

37



Figure S35. '3C NMR spectrum of 36 (measured in CDCl3, 100 MHz, 233 K).

I \lhﬂhl‘nh“ “Im‘.llnm “M L ‘\W\\HW‘IJ“}L“ llhwl‘h]ﬂm\lh“m\“l‘u\ﬂm MUmmh‘l‘.mm Mm“N.IMWM \ulu‘..%\hhmlhu‘ul‘}|||u|H1hMMMJ”\Mlﬂnh M|MMM.\mh‘hhmlﬂ,hm’ M\h“nml\ﬂhﬂ‘ | llJ‘mMJ Jmhmlhwmmlm\mlm| .\IJLM lﬂh | ‘hl | \M\M.\MI‘wMﬂll‘m i Lm“i

180 170 160 150 14p 130 1 110 1p0l 90 80 0) 60 0 0 30 20 10 0

38



Figure S36. 'H-'H COSY spectrum of 36 (measured in CDCls, 400 MHz, 233 K).
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Figure S37. HSQC spectrum of 36 (measured in CDCl3z, 400 MHz, 233 K).
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Figure S38. HMBC spectrum of 36 (measured in CDCI3, 400 MHz, 233 K).
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Figure S39. NOESY spectrum of 36 (measured in CDCI3, 400 MHz, 233 K).
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Figure S40. '"H NMR spectrum of 40 (measured in CDCl3, 500 MHz, 298 K).
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Figure S41. '"H NMR spectrum of 40 (measured in CDCls, 400 MHz, 233 K).
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Figure S42. 'H-'H COSY spectrum of 40 (measured in CDCls, 400 MHz, 233 K).
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Figure S43. "H NMR spectrum of 45 (measured in CDCl3, 500 MHz).
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Figure S44. 3C NMR spectrum of 45 (measured in CDCl3, 126 MHz).
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Figure S45. 'H-'H COSY spectrum of 45 (measured in CDCl3, 500 MHz).
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Figure S46. HSQC spectrum of 45 (measured in CDCl3, 500 MHz).
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Figure S47. HMBC spectrum of 45 (measured in CDCl3, 500 MHz).
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Figure S48. NOESY spectrum of 45 (measured in CDClz, 500 MHz).
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Figure S49. '"H NMR spectrum of 50 (measured in CDCl3, 500 MHz).
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Figure S50. '3C NMR spectrum of 50 (measured in CDCl3, 126 MHz).
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Figure S51. 'H-'H COSY spectrum of 50 (measured in CDCl3, 500 MHz).
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Figure S52. HSQC spectrum of 50 (measured in CDCl3z, 500 MHz).
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Figure S53. HMBC spectrum of 50 (measured in CDClz, 500 MHz).
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Figure S54. NOESY spectrum of 50 (measured
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Figure S55. "H NMR spectrum of 51 (measured in CDCl3, 500 MHz).
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Figure S56. '°C NMR spectrum of 51 (measured in CDCl3, 126 MHz).
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Figure S57. 'H-'H COSY spectrum of 51 (measured in CDCl3, 500 MHz).
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Figure S58. HSQC spectrum of 51 (measured in CDCl3, 500 MHz).
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Figure S59. HMBC spectrum of 51 (measured in CDClz, 500 MHz).
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Figure S60. NOESY spectrum of 51 (measured in CDClz, 500 MHz).
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Figure S61. '"H NMR spectrum of 53 (measured in CDCl3, 500 MHz).
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Figure S62. '3C NMR spectrum of 53 (measured in CDCl3, 126 MHz).
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Figure S63. 'H-'H COSY spectrum of 53 (measured in CDCls, 500 MHz).
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Figure S64. HSQC spectrum of 53 (measured in CDCl3, 500 MHz).
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Figure S65. HMBC spectrum of 53 (measured in CDCl3z, 500 MHz).
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Figure S66. NOESY spectrum of 53 (measured in CDClz, 500 MHz).
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Figure S67. "H NMR spectrum of 54 (measured in CDCl3, 500 MHz).
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Figure S68. °C NMR spectrum of 54 (measured in CDCl3, 126 MHz).
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Figure S69. 'H-'H COSY spectrum of 54 (measured in CDCl3, 500 MHz).
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Figure S70. HSQC spectrum of 54 (measured in CDCI3, 500 MHz).
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Figure S71. HMBC spectrum of 54 (measured in CDCl3, 500 MHz).
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Figure S72. NOESY spectrum of 54 (measured in CDClz, 500 MHz).
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Figure S73. "H NMR spectrum of 62 (measured in CDCl3, 500 MHz).
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Figure S74. 3C NMR spectrum of 62 (measured in CDCl3, 126 MHz).
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Figure S75. 'H-'H COSY spectrum of 62 (measured in CDCl3, 500 MHz).
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Figure S76. HSQC spectrum of 62 (measured in CDCl3z, 500 MHz).
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Figure S77. HMBC spectrum of 62 (measured in CDCIl3, 500 MHz).
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Figure S78. NOESY spectrum of 62 (measured in CDClz, 500 MHz).

HYM-3015-71-5-5-2-0.42g-BOESY odcll
axp? BOESY

EAMDLE FLACE
date Jun 23 2008 hs m
solvant edoll  sapul ¥
sampla TREflg ¥

ACQUISITION haglvl 6180

= 5165.3 EFECTAL
at 9.150 tamp 25.0
m 1550 gaim 52
m 4000 spim ]

BHERE B
tEE !
8
o
2 p=
EnlSm &
S0 pRge
B B
8
L 8
BE w g™
Y ¥
(ppm)
T
a
.

7
2 [] ()
ROESY spL -130.7 k= ——— n =
mixl 0.500 wpl 5160.2 1
PEREATTRATION 1 135.7 I g
satmoda n rep 0 R .
wat n rei1 195.7 ] '
DECOTPLER TzpL 0 _
dn o1 PLOT Bl T e . - - Ve e el
o mon we 206.0 1 ' -
L o 1 )
woi Z06.0 T ] O} []
sz ] g . » ' |
va " 5
th 1 | L
ai |
T ' . O T . S
1 5 L} LK .
] |
— ] . I
1 ]
™ |
1 "
_— :EI t R
87 i
™' i ! QREIRYY: - |
Em T i t
] b 1
4 o H |
_.-M-Q!-u | " wf " |+
' o .
1 i
L e e e e e e e e e B B I
] 8 7 E 5 4 3 2 1 ]

81



Figure S79. Experimental and calculated ECD spectra of 10.
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