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HRMS, FT-IR and 3C NMR spectra of troxerutin and its esters
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Figure S1. HRMS spectrum for troxerutin.
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Figure S2. FT-IR spectrum for troxerutin.
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Figure S3. 3C NMR spectrum for troxerutin in DMSO-d (600 MHz).
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Troxerutin monopropyl ester
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Figure S4. HRMS spectrum for troxerutin monopropyl ester.
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Figure S5. FT-IR spectrum for troxerutin monopropyl ester.
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Figure S6. 3C NMR spectrum for troxerutin monopropyl ester in DMSO-dg (600
MHz).
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Troxerutin dipropyl ester
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Figure S7. HRMS spectrum for troxerutin dipropyl ester.
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Figure S8. FT-IR spectrum for troxerutin dipropyl ester.
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Figure S9. 13C NMR spectrum for troxerutin dipropyl ester in DMSO-ds (600 MHz).
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Troxerutin tripropyl ester
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Figure S10. HRMS spectrum for troxerutin tripropyl ester.
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Figure S11. FT-IR spectrum for troxerutin tripropyl ester.
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Figure S12. 3C NMR spectrum for troxerutin tripropyl ester in DMSO-d; (600 MHz).
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Troxerutin tetrapropyl ester
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Figure S13. HRMS spectrum for troxerutin tetrapropyl ester.
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Figure S14. FT-IR spectrum for troxerutin tetrapropyl ester.
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Figure S15. 3C NMR spectrum for troxerutin tetrapropyl ester in DMSO-dg (600

MHz).
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Troxerutin dibutyl ester
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Figure S16. HRMS spectrum for troxerutin dibutyl ester.
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Figure S17. FT-IR spectrum for troxerutin dibutyl ester.
S12



- 11000

- 10000
9000
- 8000
7000
L 6000
5000
4000
- 3000
2000
1000

L0

Qe

€8¢+

L€l
LI'QT =

LE8L
89°6¢n

mhmmk
00091

£Z9

SL'TY

[awa’)
€TL9
8S°L9

L3I

890

09-0%
8L0LA
801~
[4aIng
29 /f
3\@“\
88'9L

SI'e6~

R8°R6

6€° 101

08’101 7~
€6'501
ELETT~
srsir

66'CTT ~\
A

£1 | (prm

43743 S

0181

LL7OST —

SL'9ST
8691 V.

98191 —
9 v91

€TELL
0€°€LT 7
L8LLLY

«

34830-4. p.

Figure S18. 3C NMR spectrum for troxerutin dibutyl ester in DMSO-ds (600 MHz).
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Troxerutin monohexyl ester
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Figure S19. HRMS spectrum for troxerutin monohexyl ester.
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Figure S20. FT-IR spectrum for troxerutin monohexyl ester.
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Figure S21. 3C NMR spectrum for troxerutin monohexyl ester in DMSO-d; (600

MHz).
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Troxerutin monooctyl ester
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Figure S22. HRMS spectrum for troxerutin monooctyl ester.
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Figure S23. FT-IR spectrum for troxerutin monooctyl ester.
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Figure S24. 3C NMR spectrum for troxerutin monooctyl ester in DMSO-d; (600

MHz).

S17



Troxerutin monodecyl ester
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Figure S25. HRMS spectrum for troxerutin monodecyl ester.
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Figure S27. 3C NMR spectrum for troxerutin monodecyl ester in DMSO-dg (600

MHz).
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Figure S28. LC-MS diagram of monopropyl ester formed after simulated
digestion of TDP in vitro (HPLC retention time: 3.7 min)
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Figure S29. LC-MS diagram of monopropyl ester formed after simulated
digestion of TDP in vitro (HPLC retention time: 4.5 min)
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Figure S30. LC-MS diagram of dipropyl ester formed after simulated digestion of
TTP in vitro (HPLC retention time: 9.7 min)

Intens 3
1067

1.54

1.04

0.59

1 2 3 4 5 6 7 8 9 Time [min]

#  RT[min] Area SIN
408 8885064 4152

Cmpd 1, 4.08 min

|

Intens. { +MS, 4.01-4.43min #229-253
x106]
1.5 1+
] 547.1812 1+
1 877.2750
1.04
05 - 1+
] 274.2735 7002331
0.0 i T VN I..lllu..u . o . kol
200 400 600 800 miz
# miz 1 1 %
1 2742735 76242 6.7
2 4642999 123900 108
3 4862820 166626 146
4 5471812 1143208 1000
5 5481830 319895 280
6 7092331 144022 1286
7 B552906 177051 155
8 B772750 1013450 886
9 8782772 410216 359
10 8792790 123626 108

Figure S31. LC-MS diagram of dipropyl ester formed after simulated digestion of
TTP in vitro (HPLC retention time: 11.7 min)
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Table S1. The chemical shift comparation of TX and its esters in 3C-NMR

Chemical Chemical Chemical Chemical Chemical Chemical Chemical Chemical
Carbon TX TMP TDP TTP TEP TDB TMH TMO TMD

shift shift shift shift shift shift shift shift
C-4 177.93 177.97 -0.04 177.65 0.28 177.84 0.09 177.84 0.09 177.87 0.06 177.97 -0.04 177.97 -0.04 177.66 0.27
C-7 165.11 164.47 0.64 164.4 0.71 164.47 0.64 164.51 0.6 164.46 0.65 164.5 0.61 164.51 0.6 164.41 0.7
C-9 161.29 161.38 -0.09 162.75 -1.46 161.93 0.64 162.2 -0.91 161.86 -0.57 161.39 -0.1 161.41 -0.12 162.72 -1.43
C-5 157.04 157.10 -0.06 157.18 -0.14 157 0.04 156.96 0.08 156.98 0.06 157.11 -0.07 157.11 -0.07 157.15 -0.11
C-2 156.9 156.84 0.06 156.41 0.49 156.58 0.32 156.33 0.57 156.75 0.15 156.86 0.04 156.86 0.04 156.57 0.33
C-4 151.31 151.34 -0.03 150.69 0.62 150.93 0.38 150.94 0.37 150.77 0.54 151.35 -0.04 151.36 -0.05 151.21 0.1
C-3 147.95 147.96 -0.01 148.08 -0.13 147.62 0.33 147.69 0.26 148.1 -0.15 147.98 -0.03 147.98 -0.03 147.93 0.02
C-3 134.12 134.15 -0.03 134.46 -0.34 134.46 -0.34 134.31 -0.19 134.34 -0.22 134.16 -0.04 134.16 -0.04 134.36 -0.24
C-r 122.99 123.00 -0.01 123.51 -0.52 123.68 -0.69 123.57 -0.58 123.41 -0.42 123 -0.01 122.99 0 122.91 0.08
C-6° 122.82  122.78 0.04 122.89 -0.07 123.42 -0.6 123.41 -0.59 122.99 -0.17 122.79 0.03 122.79 0.03 122.86 -0.04
C-5 114.8 114.75 0.05 115.13 -0.33 115.69 -0.89 115.62 -0.82 115.15 -0.35 114.76 0.04 114.76 0.04 114.7 0.1
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-0.46

-0.15

0.04

-0.07

0.17

-0.04

-0.03

-0.03

-0.03

-0.05

0.2

0.32

3.26

113.99

105.89

101.72

101.29

98.88

92.98

76.89

76.14

73.9

74.68

70.78

70.78

70.42

67.49

-0.38

0.04

0.1

-0.05

0.35

-0.07

0.26

0.71

-2.48

0.27

0.2

0.52

3.29

113.73

105.93

101.8

101.39

98.88

93.15

76.88

76.44

74.62

72.22

71.08

71.08

70.6

70.78

-0.54

-0.42

-0.04

-0.05

0.18

-0.06

-0.04

-0.01

-0.02

-0.03

113.2

105.72

101.75

101.39

98.79

93.48

76.83

76.41

74.61

72.2

71.06

70.99

70.6

70.78

-0.01

-0.21

0.01

0.04

-0.15

-0.01

-0.01

-0.01

-0.01

0.34

113.19

105.71

101.76

101.38

98.77

93.46

76.83

76.41

74.6

72.21

71.07

70.99

70.58

70.78

0.01

0.06

-0.13

-0.01

-0.01

0.01

-0.01

-0.02

-0.01

0.36

113.15

106.22

101.87

101.39

98.98

92.59

76.94

76.42

74.62

72.26

71.1

70.98

70.49

70.74

0.04

-0.71

-0.11

-0.15

0.74

-0.12

-0.02

-0.01

-0.06

-0.05

0.45

0.04
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C-A’

C-5°>

C_6’ 9

C-B’

C-B’

C-B

C-6""°

70.76

70.64

68.74

67.61

60

59.96

59.76

18.16

70.73

67.17

68.73

67.60

60.00

59.96

62.56

18.15

0.03

3.47

0.01

0.01

67.25

67

68.73

67.59

59.98

62.86

62.61

18.18

3.51

3.64

0.01

0.02

0.02

-2.85

-0.02

67.26

67.1

68.72

67.47

62.84

62.83

62.58

18.15

3.5

3.54

0.02

0.14

-2.84

-2.87

-2.82

0.01

67.3

67.13

66.29

67.76

62.8

62.8

62.56

17.54

3.46

3.51

2.45

-0.15

67.23

67.12

68.73

67.58

60

62.75

62.47

18.17

3.53

3.52

0.01

0.03

-2.79

-2.71

-0.01

70.77

67.17

68.73

67.56

60

59.95

62.48

18.15

-0.01

3.47

0.01

0.05

0.01

-2.72

0.01

70.78

67.19

68.72

67.52

60

59.95

62.45

18.14

-0.02

3.45

0.02

0.09

0.01

-2.69

0.02

70.74

67.04

68.72

67.45

59.95

59.91

62.5

18.18

0.02

3.6

0.02

0.16

0.05

0.05

-2.74

-0.02
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