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Table S1. NMR Spectroscopic Data (6) of Compounds 1-10

No. 1 2 3 4 5 6 7 8 9 10
Caffeoyl

127.7/- 127.7/- 127.9/- 127.8/- 125.5/- 127.8/- 126.9/- 127.5/- 127.8/- 127.8/-
Ci/Ha
Co/H2 115.1/7.04 115.1/7.03 116.6/7.03 115.2/7.03 114.7/7.02 116.2/7.17 115.1/7.03 115.0/7.20 114.6/7.09 115.3/7.03
Cs/Hs 146.8/- 146.8/- 146.9/- 149.8/- 148.3/- 145.5/- 144.6/- 145.3/- 144.0/- 146.8/-
Cy/Ha 149.4/- 149.5/- 149.7/- 146.9/- 145.5/- 148.6/- 147.1/- 148.5/- 146.5/- 149.6/-
Cs/Hs 116.5/6.75 116.5/6.76 123.0/6.77 116.5/6.93 121.3/6.74 115.0/7.04 113.8/6.92 115.6/6.91 115.7/6.87 116.5/6.77
Cs/He 122.8/6.93 122.9/6.94 115.4/6.94 122.9/6.77 123.0/6.96 122.4/6.87 121.9/6.80 122.3/7.09 122.6/7.01 123.1/6.91
C7/Hr 147.1/7.57 146.9/7.52 147.0/7.53 147.0/7.53 144.9/7.40 146.2/7.54 145.0/7.52 146.1/6.32 144.9/7.57 147.0/7.50
Cs/Hs 115.5/6.31 114.8/6.24 115.3/6.24 115.4/6.19 115.7/6.14 115.0/6.29 115.0/6.20 116.2/7.58 116.0/6.27 115.3/6.21
Co/Ho 171.1/- 169.8/- 169.5/- 171.0/- 165.8/- 167.4/- 167.9/- 167.3/- 168.0/- 169.4/-
Ci/Hr 52.0/3.75 61.5/4.22 176.1/- 175.2/- 64.6/4.14 64.6/4.14 64.5/4.18 65.1/4.19 131.0/-
Cz/Hz 14.8/1.30 29.8/2.56 22.8/1.98 32.5/1.68 31.8/1.66 32.1/1.68 117.2/6.71
Cs/Hs 29.92/1.34 22-32 146.3/-

23.2-32.5/1.32-1.72

Cu/Hy 29.89/1.34 22.6-29.9/1.22-1.37 / 144.9/-
Cs/Hs 29.5/1.34 1.10-1.40 116.6/6.70
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Ce/Hs'

Cz/Hr

Cs/Hs'

Co/Ho

Ci7/Hiz

Cis/His

Cio/Hiy

Coo/Hao

Car/Har

Co/Hz

Determination condition

Reference

100MHz,

CDsOD

400MHz,

CDsOD

[12]

125MHz,

CDsOD /

500MHz,

CDsOD

[13]

100MHz,

CDsOD

400MHz,

CDsOD

[14]

125MHz,

CDsOD

500MHz,

CDsOD

(15]

150MHz,

DMSO-ds

600MHz, DMSO-ds

[16]

26.6/1.34

23.2/1.34

14.3/0.89

75MHz

acetone-ds,

300MHz

acetone-ds

[17]

14.0/0.85

100MHz,

CDCI-CDsOD

400MHz,

CDClL:-CDsOD

[18]

14.2/0.92

acetone-ds,

acetone-ds

[19]

14.3/0.88

100MHz,

CDCls

400MHz,

CDCls

[20]

121.4/6.56

35.7/2.80

66.6/4.27

150MHz,

MeOH-d4

600MHz,

MeOH-d4

[21]
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Table S2. NMR Spectroscopic Data (6) of Compounds 11-17

No. 11 12 13 14 15 16 17
Caffeoyl
128.04/- 125.23/- 126.19,126.19/- 128.69,127.56/ 127.76,128.31/- 127.67,128.57/- 127.64/-
Ci/Ha
Co/H2 117.43/7.10 115.25/7.14-7.05 113.65,113.42/7.19,7.09 113.90,112.42/7.16,7.13 116.44,131.90/7.07,7.49 116.05,114.08/7.12,7.05 114.11/7.09
Cs/Hs 145.49/- 148.87/- 146.12,147.13/- 151.73,148.00/ 145.43,117.11/- 147.75,148.87/- 148.93/-
Cy/Ha 148.64/- 145.61/- 146.47,149.45/- 149.90,148.27/ 148.10,148.32/- 150.79,145.44/- 145.45/-
Cs/Hs 114.26/6.87 115.81/6.79 115.30,110.63/7.02,6.83 116.48,115.06/7.02,7.00 115.07,117.11/6.77,6.81 117.45,133.61/6.77 133.61/-
Ce/Hs 116.49/7.03,7.05 121.74/7.14-7.05 122.71,122.06/7.10,6.82 123.37,123.17/6.83,6.83 117.21,131.90/6.9,7.49 124.27,123.70/7.01,7.02 123.76/7.01
C7/H7 148.90/7.62 147.05/7.56 143.33,143.33/7.65,7.59 147.87,146.84/7.72,7.69 147.91,147.91/7.60,7.70 149.29,149.20/7.55,7.53 149.47/7.54
Cs/Hs 124.33/6.33 112.36/6.37 114.87,114.92/6.40,6.35 114.96,114.70/6.48,6.43 115.33,124.12/6.41,6.45 114.85,114.90/6.36,6.33 114.70/6.34
Co/Ho 169.40/- 165.53/- 167.64,167.64/- 167.89,167.71/ 169.83/- 168.71,168.75/- 168.62/-
Cy/Hr 172.46/- 167.48/- 172.25/- 170.60/ 173.15/- 171.15/- 170.75/-
Co/Hz 71.54/5.60 70.69/5.69 73.34/5.49 73.12/5.83 72.83/5.71 73.87/5.70 73.56/5.66
Cs/Hx 75.25/4.91 70.69/5.69 73.34/5.49 73.12/5.83 72.83/5.71 73.87/5.70 73.56/-
Cu/Hs 175.08/- 167.48/- 172.25/- 170.60/ 173.15/- 171.15/- 170.75/-
Cr/Hr 55.83/3.78 56.33/3.93 128.55/- 128.66/-
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Co/H2

Cs/Hs

Cy/Hs

Cs/Hs

Ce'/He

Cr/Hr

Cs/Hs~

Co/Ho~

Determination condition

Reference

75.5MHz, D20

300MHz, DO

[22]

500MHz, DMSO-ds

125MHz, DMSO-de

(23]

DO

DO

[24]

CDsOD

CDsOD

[24]

75.5MHz, DO

300MHz, D20, CDsOD

(22]

118.11/6.57

147.57/-

146.78/-

117.03/6.56

122.30/6.42

39.74/3.07,2.79

49.12/4.11

178.55/-

DMSO-ds

400MHz, CDsOD

[25]

118.12/6.58

147.56/-

146.78/-

117.05/6.52

122.31/6.42

39.75/3.08,2.79

49.20/4.11

178.55/-

DMSO-ds

400MHz, CDsOD

[25]
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Table S3. NMR Spectroscopic Data (6) of Compounds 18-25

No. 18 19 20 21 22 23 24 25
caffeoyl Ci/Ha 129.7/- 126.5/- 126.4/- 126.5/- 126.5/- 128.3/- 128.2/- 128.5/-
C2/H2 121.2/6.69 114.1/6.95 114.1/6.95 114.1/6.94 114.1/6.94 117.8/7.08 115.2/7.02 115.0/7.02
Cs/Hs 145.0/- 145.7/- 145.7/- 145.7/- 145.7/- 145.8/- 146.7/- 146.6/-
Cs/Ha 146.0/- 147.7/- 147.6/- 147.6/- 147.6/- 147.4/- 148.9/- 148.6/-
Cs/Hs 117.4/6.67 116.0/6.75 115.9/6.75 116.0/6.74 115.9/6.74 116.0/6.71 116.5/6.78 116.5/6.77
Cs/Hs 121.7/6.56 120.8/6.85 120.6/6.85 120.6/6.82 120.7/6.82 123.4/6.85 122.2/6.91 122.2/6.89
C7/Hr 142.3/6.65 140.1/7.25 140.0/7.25 139.7/7.19 139.8/7.20 139.5/6.59 143.0/7.40 141.9/7.34
Cs/Hs 116.4/7.49 118.2/6.44 118.1/6.41 118.4/6.42 118.2/6.41 120.6/5.80 117.7/6.43 118.9/6.41
Co/Hs 168.3/- 165.4/- 165.6/- 165.4/- 165.5/- 169.8/- 169.0/- 168.3/-
Cr/Hr 135.1/- 172.8/- 173.5/- 128.7/- 127.9/- 129.3/- 129.5/- 131.0/-
Cz/Hz 128.7/7.53 48.9/4.63 51.4/4.33 116.7/6.62 130.2/7.03 117.1/6.64 113.8/6.80 117.7/6.72
Cs/Hz 129.7/7.33-7.38 36.7/2.62,2.73 26.7/1.82,2.01 145.1/- 115.2/6.65 146.2/- 148.9/- 145.8/-
Cy/Hy 130.7/7.33-7.38 172.0/- 30.2/2.30 144.0/- 156.1/- 145.2/- 146.5/- 144.8/-
Cs/Hs 129.7/7.33-7.38 173.2/- 115.5/6.60 115.2/6.65 116.3/6.68 116.2/6.73 116.1/6.67
Cs/He 128.7/7.53 120.0/6.47 130.2/7.03 121.6/6.46 122.8/6.66 122.1/6.58
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Crz/H7

Cs/Hs

Cy/Hy

Cio/Hio

Cir/Hir

Determination condition

Reference

37.8/2.91,3.10

55.5/4.72

175.0/-

100.5 MHz, MeOH-ds

400 MHz, MeOH-ds

[26]

100 MHz, DMSO-ds

400 MHz, DMSO-ds

[27]

100 MHz, DMSO-ds

400 MHz, DMSO-ds

[27]

35.0/2.72,2.91

54.3/4.42

173.7/-

100 MHz, DMSO-ds

400 MHz, DMSO-ds

[27]

36.4/2.78,2.98

54.2/4.48

173.5/-

100 MHz, DMSO-ds

400 MHz, DMSO-ds

[27]

37.8/2.87,2.96

55.4/4.69

173.6/-

52.6/3.69

CDsOD

CDsOD

(28]

38.2/2.97,3.12

55.7/4.76

173.8/-

56.4/3.83

52.7/3.72

CDsOD

CDsOD

[28]

38.7/2.94,3.12

57.5/4.61

178.2/-

CDsOD

CDsOD

[28]

S8



Table S4. NMR Spectroscopic Data (6) of Compounds 26~28

No. 26 27 28
Shikimic C1/Hx 128.5/- 131.0/- 132.8/-
Co/Hz 138.6/6.70 138.2/6.84 132.7/6.48
Cs/Hs 65.5/4.30 65.6/4.61 70.9/5.53
Cs/Ha 68.3/3.78 75.0/5.02 69.9/3.79
Cs/Hs 70.5/4.48 65.8/4.20 68.3/3.87
Co/Hs 27.5/2.67,2.19 32.1/2.30,2.72 31.9/2.52,2.12
C7/H7 168.0/- 169.8/- 169.7/-
Caffeoyl Ci/Hr 125.9/- 127.8/- 126.8/-
Cz/Hz 114.7/7.00 115.1/7.04 116.2/7.06
Cs/Hs 145.2/- 147.2/- 147.1/-
Cu/Hy 149.7/- 146.7/- 150.1/-
Cs/Hs 116.4/6.26 116.5/6.77 117.3/6.78
Cs/He 121.6/6.78 123.0/6.95 122.6/7.00
Cr/Hr 149.5/7.06 147.2/7.59 146.6/7.52
Cs/Hs 114.9/5.12 115.2/6.33 115.7/6.28
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Co/Hy

Determination condition

Reference

166.7/-

125.77 MHz, DMSO-ds

/
500.13 MHz, DMSO-ds

[29]

168.9/-

75MHz, CDsOD

/
300MHz, CDsOD

(30]

167.2/-

125MHz, CDsOD

/
500MHz, DMSO-ds

[31]
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Table S5. NMR Spectroscopic Data (6) of Compounds 29~37

No. 29 30 31 32 33 34 35 36 37

Quinic acid Ci/Hx 75.4/- 75.8/- 75.91/- 76.2/- 76.6/- 75.0/- 75.5/- 73.9/- 81.6/-
Co/H2 36.7/2.20,2.13 38.0/1.99,2.19 38.70/2.12 37.5/2.20 38.4/2.06,2.17 40.7/2.01-2.28 41.5/1.9-2.2 39.4/2.00-2.24 35.9/3.52,2.57
Cs/Hs 73.0/5.34 70.3/4.13 73.21/5.36 71.8/5.30 69.6/4.28 64.3/4.29 68.5/4.140 67.2/4.13 67.9/4.17
Cs/Ha 74.8/3.63 72.5/3.72 70.91/3.76 72.3/3.77 79.3/4.79 77.1/4.84 74.8/3.643 72.4/3.70 76.2/4.09
Cs/Hs 68.3/4.14 72.1/5.26 71.49/4.19 70.1/4.17 65.5/4.27 67.6/4.29 73.1/5.353 71.2/5.38 69.5/2.45
Cs/Hs 41.5/1.95,2.13 37.7/2.18,2.18 37.92/2.12 37.8/2.02,2.25 42.7/2.00,2.20 37.0/2.01-2.28 36.8/- 34.9/2.00-2.24 39.6/2.20,1.96
C7/Hr 178.3/- 175.4/- 173.99/- 175.5/- 177.3/- 174.3/- 178.6/- 175.0/- 175.4/-
Cs/Hs 53.0/3.68 61.76/4.15 66.3/4.11 51.5/3.77 51.4/3.75
Co/Ho 14.34/1.23 31.8/1.64
C1o/H1o 20.1/1.38
Cu/Hn 14.2/0.92

Caffeoyl Ci/Hr 127.9/- 127.6/- 127.57/- 127.9/- 127.8/- 126.5/- 122.9/6.940 126.5/- 127.8/-

Cz/Hz 115.1/7.04 115.1/7.03 116.39/7.17 115.0/7.06 115.1/7.06 113.7/7.08 115.9/6.305 115.0/7.06 115.1/7.05
Cs/Hs 146.79/- 146.8/- 115.73/- 150.1/- 146.8/- 145.4/- 146.9/7.583 145.4/- 146.8/-
Cu/Hy 149.4/- 149.7/- 148.78/- 147.3/- 149.6/- 148.2/- 128.1/- 148.1/- 149.6/-
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Cs/Hs

Ce/Hs

C7/Hr

Cs/Hs

Co/Hy

Determination condition

Reference

116.4/6.76

122.9/6.93

146.80/7.58

115.8/6.30

169.0/-

125MHz,

CDsOD

500MHz,

CDsOD

[32]

116.5/6.77

123.0/6.94

147.2/7.51

115.0/6.21

168.3/-

100MHz,

CDsOD

400MHz,

CDsOD

[33]

146.29/7.04

115.13/6.88

145.85/7.55

122.54/6.26,6.21

167.98/-

50.7MHz,

acetone-Ds

200MHz,

acetone-Ds

[34]

116.2/6.81

122.7/6.98

147.0/7.55

114.8/6.24

168.7/-

150MHz,

CDsOD

600MHz,

CDsOD

[35]

116.5/6.77

123.0/ 6.96

147.1/7.65

115.4/6.37

169.0/-

125MHz,

CDsOD

500MHz,

CDsOD

[32]

115.1/6.80

121.5/6.99

145.7/7.66

113.9/6.38

167.5/-

125MHz,

CDsOD

500MHz,

CDsOD

[36]

115.2/7.041

145.0/-

149.8/-

116.5/6.770

169.1/-

125.8MHz,

CDsOD

500.2MHz,

CDsOD

[37]

114.3/6.89

121.5/6.97

145.4/7.61

113.7/6.33

167.5/-

125MHz,

CDsOD

500MHz,

CDsOD

[36]

116.5/6.79

123.0/6.96

147.3/7.56

115.3/6.28

168.1/-

75.4MHz,

MeOH-D«

300.1MHz,

MeOH-Ds

[38]
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Table S6. NMR Spectroscopic Data (6) of Compounds 38~49

No. 38 39 40 41 42 43 44 45 46 47 48 49
Quinic
acid 74.8/- 74.6/- 74.27/- 76.1/- 75.8/- 76.6/- 76.33/- 82.7/- 76.8/- 80.0/- 79.5/- 72.7/-
Ci/Ha
36.7/2.31,2.1 38.6/2.26,2.2 35.5/2.25, 40.2/2.15  34.2/2.49
C2/Hz 37.7/2.1-2.3 36.95/2.26 39.4/2.0-2.4 42.0/2.0-2.4 42.12/2.15 34.3/2.88,2.45 35.5/2.30,2.00
9 6 2.69 ,1.87 ,2.16
Cs/Hs 72.2/5.400 72.0/5.31 71.59/5.40 69.0/5.625 68.6/5.56 65.9/4.373 66.80/4.32 70.5/5.45 68.4/5.55  69.0/4.00 71.0/5.37 68.5/5.46
Cs/Ha 70.8/3.981 69.7/3.98 69.67/4.05 75.8/5.121 74.9/5.12 75.3/4.993 70.63/5.04 73.2/3.72 76.1/4.98  72.5/3.50 70.7/3.99 68.6/5.21
Cs/Hs 72.6/5.437 72.2/5.40 71.83/5.40 69.4/4.372 69.1/4.36 70.2/5.635 75.94/5.62 69.6/4.22 69.1/4.24  70.6/5.24 70.2/5.44 67.8/5.46
35.7/2.34,2.1 38.4/2.32,2.1 37.57/2.35,2.1 37.1/1.98, 37.9/2.33
Cs/Hs 36.1/2.1-2.3 35.64/2.26 38.4/2.0-2.4 37.1/2.0-2.4 38.3/2.15 35.3/2.55,2.10 35.5/2.21,2.07
5 0 2 2.69 ,1.78
C7/Hy 177 .4/- 175.6/- 174.43/- 176. 8/- 175.2/- 178.0/- 176.91/- 176.8/- 177.6/- 176.9/- 173.5/- 175.3/-
Cs/Hs 53.0/3.70 61.72/4.13 53.1/3.72 37.57/3.76
Co/Ho 14.30/1.22
Caffeoyl 127.70,127.63/ 128.52,128.46/  126.8,126. 125.8, 124.8, 126.4,126.3/7.07
128.0,127.9 /- 127.9,127.6/- 127.8,127.7/- 127.7,127.5/- 127.9,127.8/- 125.3,125.4,125.5/-
Ci/Hr - - 5/- 126.1/- 125.4/- ,6.96,6.84
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C2/Hz

Cs/H»

Cy/Ha

Cs/Hs'

Ce/He

C7/H7r

115.4,115.3/7.

067,7.067

147.3,147.1/-

149.6,149.5/-

116.6,116.6/6.

790,6.788

123.1,123.0/6.

979,6.963

146.8,146.8/7.

621,7.579

115.2,114.9/7

.07,7.06

146.9,146.8/-

149.7,149.5/-

116.6,116.5/6

.79,6.78

123.1,123.0/6

.97,6.97

147.4,147.1/7

.62,7.55

116.43,116.37/

7.18,7.16

116.14,115.52/

148.89,148.70/

146.32,146.28/

7.05,6.94

115.44,115.12/

6.88,6.83

122.61,122.48/

7.59,7.56

115.3,115.2

/7.024,7.005

146.8,146.8/-

149.7,149.7/-

116.5,116.5/6.

750,6.745

123.2,123.2/6.

905

147.8,147.6/7.

600,7.518

115.2,115.2/7

.04,7.02

146.8,146.8/-

149.8,149.7/-

116.5,116.5/6

.76,6.76

123.1,123.1/6

.93,6.91

147.7,147.7/7

.61,7.51

115.3,115.2/7.

038,7.016

147.43,147.37/

149.7,149.7/-

116.6,116.5/6.

869

123.3,123.1/6.

924

146.9,146.8/7.

574,7.543

S14

115.95/7.03,7.

02

147.55/-

150.38/-

117.26/6.76,6.

73

124.03,123.90/

6.91,6.88

148.19/7.56,7.

54

113.7,113.

6/7.05

145.3,144.

8/-

148.2,147.

8/-

115.1,115.

0/6.77

121.6,121.

4/6.94

145.5,145.

4/7.57

1154,

115.4/7.0

2,7.02

146.2,146

2/-

149.2,149

2/-

116.4,

116.4/6.7

5,6.75

122.0,

122.0/6.9

5,6.95

146.1,

146.1/7.5

0,7.50

114.3,

114.3/7.0

6,7.00

145.8,145

8/-

149.3,148

A/-

115.6,

115.6/6.7

0,6.73

121.1,

120.4/6.9

4,6.90

144.8,

143.2/7.4

6,7.34

113.7,113.6/-

145.6,145.4/-

146.2,146.0/-

115.2,115.1/6.75

,6.65,6.54

121.8,121.7/6.97

,6.83,6.64

148.3/7.64,7.56,

7.51

114.9,114.9,114.9/7.

04,7.03,7.01

145.6,145.6,145.6/-

148.4,148.5,148.6/-

115.7,115.8,115.8/6.

74,6.76,6.70

121.4,121.5,121.6/6.

97,6.99,6.92

146.0,145.7,145.5/7.

45,7.49,7.42



Cs/Hs

Co/Hy

Determi

nation

conditio

Referenc

115.7,115.2/6.

346,6.265

168.9,168.4/-

125.8MHz,

CDsOD

500.2MHz,

CDsOD

[37]

115.5,115.2/6

.34,6.22

168.7,168.0/-

125MHz,

CDsOD

500MHz,

CDsOD

(39]

146.11,145.66/

6.31

167.00,166.58/

50.7MHz,

acetone-Ds

200MHz,

acetone-Ds

(34]

114.81,114.76

16.286,6.192

168.6,168.3 /-

125.8MHz,

CDsOD

500.2MHz,

CDsOD

[37]

114.7,114.6/6

.30,6.18

168.5,167.9/-

125MHz,

CDsOD

500MHz,

CDsOD

[39]

115.1,115.0/6.  115.80,115.60/

252,6.284 6.26
169.32,169.23/

168.7,168.6/-
125.8MHz,

CDsOD methanol-d4

/ /

500.2MHz, methanol-d4

CDsOD

[37] [40]

115.5,114.

2/6.32

167.8,166.

9/-

125MHz,

CDsOD

500MHz,

CDsOD

[41]

114.2,

114.2/6.2

4,6.24

166.6,166

8/-

100MHz

, DMSO-

dse

400MHz

DMSO-

de

[42]

113.6,

116.1/6.7

3,6.12

166.2,165

.6/-

75MHz,

DMSO-

de

300MHz

, DMSO-

de

(43]

114.3,114.2/6.34

,6.30,6,25

167.3,167.2,166.

5/-

125MHz,

CDsOD

500MHz,

CDsOD

[44]

114.1,113.5,113.2/6.

17,6.19,6.23

166.0,165.7,165.5/-

125MHz,

DMSO-ds

500MHz,

DMSO-ds

[45]
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Table S7. NMR Spectroscopic Data (6) of Compounds 50~59

No. 50 51 52 53 54 55 56 57 58 59
Quinic acid
80.0/- 79.5/- 79.3/- 74.0/- 73.1/- 72.4/- 72.7/- 72.5/- 74.7/- 76.2/-
Ci/Hi
32.6/2.52-2.72,2.52- 35.7/2.10-
Co/H2 32.3/2.39-2.55 34.7/2.32-2.60 37.8/1.97.2.20 40.0/2.14,1.99 36.4/2.19,2.00 35.5/2.10,2.04 35.5/2.25,1.97 38.8/2.03,2.24
2.72 2.34
Cs/Hs 70.3/5.25 65.6/4.24 69.0/5.62 66.7/4.30 68.9/5.53 71.2/5.31 70.8/5.29 67.8/5.43 72.1/5.38 69.1/4.29
Ca/Ha 71.9/3.84 74.4/4.92 72.2/5.24 75.2/4.97 73.1/4.92 68.3/3.84 67.5/3.84 72.1/5.02 69.8/3.95 75.4/5.06
Cs/Hs 69.6/5.22 67.2/5.46 67.6/5.60 67.4/5.57 65.3/4.16 70.0/5.28 70.6/5.19 64.8/4.05 72.2/5.29 69.5/5.48
36.8/2.02-2.07,2.32- 36.8/2.10-
Cs/Hs 36.6/1.92,2.39-2.54 37.3/2.52-2.72,2.19 37.8/2.08,2.20 36.5/1.99,1.91 34.7/2.00,1.98 34.7/2.02,2.24 39.1/2.12,1.93 39.0/2.23
2.60 2.34
C7/H7 173.7/- 173.8/- 173.6/- 175.0/- 177 .4/- 175.3/- 173.9/- 174.0/- 175.6/- 175.6/-
Cs/Hs 51.9/3.60 51.7/3.64 53.0/3.67 53.5/3.65
Ci/Hr 172.7/- 172.2/- 172.1,173.2/- 119.6/- 119.7/- 119.8/- 120.0/- 125.4/- 168.6/- 168.8/-
C2/Hz 29.4/2.39-2.54 29.4/2.32-2.60 29.6,29.8/2.52-2.72 107.4/7.21 106.9/7.20 106.8/7.31 107.3/7.29 114.8/7.04 116.3/6.44 116.0/6.33
Cs/Hy 29.2/2.39-2.54 29.2/2.32-2.60 29.0,29.1/2.52-2.72 147.8/- 147.4/- 146.9/- 147 .4/- 145.6/- 147.2/7.65 148.2/7.56
Co/Hy 172.1/- 172.1/- 172.1,172.5/- 141.1/- 140.5/- 139.9/- 140.5/- 148.5/- 126.8/- 127.0/-
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Cs/Hs

Cs/He

Cr/H7»

Cs/Hs

Co/Hy

Cio/Hior

Cu/Hur

Caffeoyl

Ci/H1»

Co/Hzr

Ca/Hs"

Cu/Hy

Cs/Hs

Ce'/Her

Cr/H7

Cs'/Hs

Co/Hy~

125.9,126.0/-

115.4,115.4/7.07,7.07

146.1,146.1/-

149.0,149.0/-

116.3,116.4/6.78,6.78

122.6,122.7/7.01,7.01

145.8,145.8/7.49,7.50

114.5,114.6/6.25,6.27

166.5,165.6/-

126.0,126.0/-

115.3,115.4/7.06,7.06

146.1,146.1/-

148.9,149.0/-

116.3,116.4/6.77,6.79

121.7,121.9/7.01,7.01

146.1,146.1/7.48,7.48

114.0,114.8/6.20,6.24

165.7,166.2/-

127.4,127.5/-

115.4,115.5/7.15,7.22

146.3,146.3/-

148.9,149.0/-

116.3,116.4/6.86,6.87

122.7,122.8/7.04,7.11

146.5,147.0/7.56,7.65

115.0,115.2/6.25,6.42

166.3,166.5/-

147.8/-
107.4/7.21
165.5/-
56.3/3.79

56.3/3.79

125.6/-

115.2/7.00
145.9/-
148.8/-
116.0/6.74
121.7/6.95
145.9/7.43
113.9/6.15

166.0/-

S17

147 4/-

106.9/7.20

164.7/-

55.9/3.72

55.9/3.72

125.4/-

115.8/7.01

145.6/-

148.5/-

113.9/6.74

121.4/6.93

145.4/7.43

114.0/6.24

165.9/-

146.9/-

106.8/7.31

164.7/-

55.5/3.81

55.5/3.81

125.0/-

114.3/7.04

145.0/-

147.8/-

115.2/6.77

120.7/6.99

144.4/7 44

113.8/6.18

165.2/-

147 4/-

107.3/7.29

165.1/-

56.1/3.81

56.1/3.81

125.3/-

114.7/7.03

145.6/-

148.5/-

115.8/6.77

121.3/6.99

145.3/7.42

113.8/6.15

165.3/-

115.7/6.74

121.4/6.98

145.4/7.48

113.9/6.26

165.9/-

56.0/3.76

56.0/3.76

124.4/-

106.2/6.95

148.0/-

138.3/-

148.0/-

106.2/6.95

145.5/7.50

115.0/6.46

165.8/-

106.9/-

149.5/-

139.5/-

149.5/-

106.9/6.90

56.8/3.86

56.8/3.86

168.0/

114.8/6.20

147.4/7.52

127.6/-

115.1/7.02

146.9/-

149.8/-

116.5/6.75

123.1/6.94

107.3/6.77

149.8/-

140.0/-

149.8/-

107.3/6.77

57.2/3.75

57.2/3.75

168.3/-

114.9/6.09

148.1/7.43

127.9/-

115.6/6.93

147.2/-

150.2/-

116.9/6.67

123.5/6.83



125MHz, 125MHz, 125MHz, 100MHz 100MHz, 125MHz, 75MHz,
100MHz, DMSO-ds 100MHz, DMSO-ds
126MHz, Acetone-ds DMSO-ds DMSO-ds DMSO-ds DMSO-ds DMSO-ds DMSO-ds CDsOD
Determination / /
/ / / / / / / /
condition 400MHz, 400MHz,
500MHz, Acetone-des 500MHz, 500MHz, 500MHz, 400MHz 400MHz, 500MHz, 300MHz,
DMSO-ds DMSO-ds
DMSO-ds DMSO-ds DMSO-ds DMSO-ds DMSO-ds DMSO-ds CDsOD
Reference [46] [46] [47] [48] [48] [48] [49] [49] [50] [51]
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Table S8. NMR Spectroscopic Data (6) of Compounds 60~71

No. 60 61 62 63 64 65 66 67 68 69 70 71
Quinic acid
73.0/- 72.8/- 73.0/- 72.8/- 72.6/- 73.4/- 73.1/- 73.1/- 72.5/- 72.3/- 73.7/- 75.7/-
Ci/H1
36.0/2.16,1.9  37.5/1.91,2.1 35.6/2.251.9  35.0/2.19,1.9  34.6/2.2322.0  36.9/2.152.0 36.1/2.242.0 36.0/2.0519  35.1/2.24,19  354/210,19  34.4/212,19  375/2.23,2.1
Co/H2
8 8 7 7 2 4 1 7 8 2 4 1
Cs/Hs 68.7/5.53 65.2/4.26 68.4/5.50 71.3/5.32 70.7/5.28 66.2/4.18 65.2/4.14 68.2/5.47 67.9/5.41 69.9/5.14 66.3/4.15 67.4/4.29
Cs/Hs 73.8/4.96 73.1/4.98 72.8/4.97 68.5/3.85 67.5/3.88 73.0/4.99 72.1/4.99 72.6/5.00 72.5/4.99 67.0/3.80 72.7/4.93 74.8/5.02
Cs/Hs 64.5/4.09 67.4/5.52 64.4/4.10 70.6/5.24 70.6/5.16 67.7/5.34 67.7/5.25 65.0/3.98 64.8/4.03 70.9/5.05 68.1/5.26 67.4/5.46
39.6/1.98,1.9 37.5/2.02,2.1 39.4/2.01,1.9 36.0/2.00,2.0 37.0/2.14,2.0 37.5/2.13,1.9 37.5/2.23,1.8 39.4/1.90,1.8 39.4/2.11,1.9 34.4/2.12,1.9 37.9/2.15,1.8 36.9/1.99,2.1
Cs/Hs
1 6 8 2 6 1 9 9 2 4 7 1
C7/Hy 176.4/- 175.0/- 174.2/- 175.6/- 173.9/- 174.6/- 173.3/- 176.4/- 174.0/- 175.1/- 175.1/- 175.0/-
Cs/Hs 51.8/3.63 51.9/3.59 51.9/3.59 51.7/3.62
Ci/Hr 121.0/- 121.4/- 120.7/- 121.3/- 121.4/- 127.5/- 127.5/- 127.5/- 127.5/- 48.1/- 48.6/- 167.9/-
43.9/1.69,1.5  44.4/1.69,1.5
C2/Hz 112.9/7.42 112.8/7.42 112.8/7.42 113.1/7.50 113.0/7.51 118.2/7.24 118.2/7.26 118.1/7.21 118.2/7.21 48.7/3.29
2 4
Cs/Hy 147.2/- 147.2/- 147.2/- 147.1/- 147.2/- 129.9/- 129.9/- 129.8/- 129.9/- 63.9/3.90 64.3/3.90 170.0/-
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Cs/Hy

Cs/Hs

Cs/He

Cr/H7»

Cs/Hs

Co/Hy

Cio/Hior

Cu/Hur

Crz/Hix

Ciz/Haz

Cia/Hus

Cis/His

Cis/Hie

Ciz/Haz

Cig/Hs

151.4/-

115.0/6.83

123.5/7.44

164.8/-

55.4/3.72

151.6/-

115.1/6.83

123.7/7 .45

165.1/-

55.5/3.77

151.6/- 151.2/- 151.4/- 150.0/-

115.1/6.82 114.9/6.86 115.0/6.86 144.0/-
123.6/7.43 123.7/7.53 123.7/7.52 112.1/7.24
164.8/- 165.2/- 165.1/- 145.4/7.61
55.4/3.71 55.6/3.71 55.6/3.80 114.9/6.51

166.1/-

131.8/-

110.4/6.90

147.6/-

146.5/-
115.3/6.74
118.7/6.73
87.9/5.52
52.5/3.48

62.6/3.72,3.6
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150.0/-

143.9/-

112.2/7.26

145.4/7.63

114.8/6.53

165.9/-

131.8/-

110.4/6.90

147.5/-

146.5/-

115.2/6.75

118.7/6.73

87.9/5.52

52.5/3.49

62.6/3.72,3.6

149.9/-

143.9/-

112.1/7.21

145.1/7.53

114.8/6.42

165.9/-

131.8/-

110.4/6.90

147.6/-

146.5/-

115.1/6.74

118.7/6.73

87.9/5.52

52.5/3.49

62.5/3.71,3.6

149.9/-

144.0/-

112.1/7.23

145.1/7.55

115.0/6.44

166.0/-

131.8/-

110.4/6.90

147.6/-

146.6/-

115.3/6.74

118.7/6.70

88.0/5.52

52.5/3.47

62.5/3.72,3.6

45.5/1.86,1.6

85.8/-

81.6/-

135.7/6.48

129.3/7.90

150.2/-

117.4/5.76

164.7/-

75.4/3.62,3.5

20.0/0.98

16.1/0.77

20.7/2.05

46.0/1.86,1.6

86.2/-

82.1/-

136.7/6.50

129.8/7.92

151.8/-

117.0/5.78

165.0/-

75.8/3.60,3.5

20.0/1.01

16.6/0.80

21.2/2.05



Cio/Hay

Ca0/Hao

Caffeoyl

Ci/Hr

Co/Hzr

Cs/Hs

Cu/Hy

Cs//Hs

Ce'/Her

Cr/H7

Cs'/Hs

Co/Ho

Determinatio

n condition

Reference

125.4/-

114.7/6.99

145.5/-

148.4/-

115.7/6.73

121.3/6.91

145.2/7.42

113.9/6.21

165.9/-
75MHz,
CDsOD/

300MHz,
CDsOD

[51]

125.3/-

114.8/7.03

145.5/-

148.5/-

115.7/6.73

121.4/6.93

145.5/7.42

113.6/6.13

165.7/-
125MHz,
DMSO-de/
500MHz,
DMSO-ds

[50]

125.1/-

114.6/6.98

145.7/-

148.9/-

115.7/6.72

121.4/6.90

145.4/7.41

113.6/6.20

165.9/-
125MHz,
DMSO-ds/
500MHz,
DMSO-ds

[50]

125.5/-

114.8/7.04

145.0/-

148.4/-

115.7/6.77

121.4/6.99

145.6/7.45

114.2/6.18

165.8/-
125MHz,
DMSO-ds/
500MHz,
DMSO-ds

[50]

125.0/-

114.5/7.02

145.4/-

148.9/-

115.8/6.75

121.4/6.98

145.8/7.42

113.4/6.13

165.4/-
125MHz,
DMSO-ds/
500MHz,
DMSO-ds

[50]

55.6/3.73

55.8/3.80

125.4/-

114.8/7.01

145.5/-

148.5/-

115.3/6.74

121.4/6.96

145.5/7.42

113.6/6.15

165.5/-
125MHz,
DMSO-ds/
500MHz,
DMSO-ds

[50]

55.6/3.73

55.8/3.81

125.0/-

114.6/7.01

145.7/-

148.9/-

115.3/6.76

121.4/6.96

145.7/7.41

113.1/6.12

165.2/-
125MHz,
DMSO-de/
500MHz,
DMSO-ds

[50]

55.6/3.73

55.7/3.78

125.4/-

114.8/7.03

145.6/-

148.4/-

115.3/6.73

121.4/6.98

145.3/7.47

113.9/6.26

165.8/-
125MHz,
DMSO-ds/
500MHz,
DMSO-ds

[50]

55.6/3.72

55.7/3.77

124.9/-

115.0/7.02

145.7/-

148.0/-

115.8/6.74

121.7/6.95

145.2/7.74

113.3/6.23

165.8/-
125MHz,
DMSO-ds/
500MHz,
DMSO-ds

[50]

125.6/-

114.8/7.05

145.5/-

148.4/-

115.4/6.76

121.5/6.98

145.1/7.45

114.1/6.13

165.4/-
125MHz,
DMSO-de/
500MHz,
DMSO-ds

[50]

125.9/-

115.3/7.05

146.0/-

148.9/-

116.1/6.75

121.9/6.98

146.0/7.44

114.0/6.15

165.9/-
125MHz,
DMSO-de/
500MHz,
DMSO-ds

(52]

126.4/-

113.9/6.98

145.4/-

148.3/-

115.1/6.71

121.7/6.90

146.1/7.47

113.4/6.15

166.4/-
125MHz,
DMSO-ds/
500MHz,
DMSO-ds

[52]

S21



Table S9. NMR Spectroscopic Data (6) of Compounds 72~81

No. 72 73 74 75 76 77 78 79 80 81
Caffeoyl
129.3/- 128.12/- 127.67/- 127.70/- 125.4/- 128.3/- 127.2/- 125.94/- 126.0/-
Cv/Hr
C2/Hz 127.0/- 115.27/7.03 115.34/7.04 115.36/7.05 115.8/7.05 118.5/7.55 123.8/- 130.88/- 128.5/-
Cs/Hs 144.1/- 146.85/- 147.03/- 147.03/- 145.6/- 147.6/- 145.5/- 146.06/- 144.4/-
Cy/H# 145.9/- 149.50/- 150.10/- 150.07/- 148.6/- 151.6/- 145.0/- 147.42/- 148.3/-
Cs/Hs 113.3/6.72 116.60/6.77 116.66/6.78 116.66/6.78 116.9/6.78 117.9/6.88 115.1/6.75 115.95/6.83 114.8/6.70
Ce/He 119.0/7.09-6.93 123.04/6.91 123.38/6.95 123.37/6.96 121.5/7.02 126.7/7.20 119.8/7.14 121.72/7.21 120.1/7.06
Cr/Hr 146.1/7.78 146.79/7.51 148.14/7.55 148.09/7.56 146.4/7.46 147.5/7.62 148.7/7.89 145.79/8.06 147.6/8.01
Cs/Hs 124.4/6.17 115.77/6.27 114.23/6.26 114.29/6.27 113.5/6.24 115.6/6.39 116.7/6.28 116.10/6.33 115.2/6.23
Co/Hy 168.4/- 169.24/- 168.50/- 168.54/- 165.9/- 168.7/- 168.5/- 166.85/- 168.5/-
Cio/Hio 32.2/3.84
Cu/Hir 175.7/-
Dan Shen Su
129.1/- 131.29/- 128.89/- 128.87/- 131.7/- 129.7/- 129.6/- 129.14/- 128.7/-
Ci/Ha
Co/H2 116.9/6.62 117.63/6.77 117.67/6.70 117.75/6.72 114.9/6.76 118.1/6.78 117.6/6.74 117.14/6.82 117.3/6.60
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Cs/Hs

C4/Ha

Cs/Hs

Cs/Hs

C7/H7

Cs/Hs

Co/Ho

C1o/H1o

Cu/Hu

Cr/Ha

Cz/Hz

Cs/Hs

Cy/Ha

Cs'/Hs

Ces'/He"

Cr/Hz

Cs'/Hs"

144.7/-

143.6/-

115.2/6.60

120.1/6.45

39.6/2.77,2.58

71.7/4.01

175.6/-

135.9/-

116.2/7.09-6.93

147.1/-

163.5/-

116.7/6.72

119.5/6.72

146.1/6.46

124.4/7.09-6.93

146.08/-

144.93/-

116.34/6.68

121.89/6.63

38.93/2.94,3.10

77.79/5.09

177.64/-

146.37/-

145.55/-

116.45/6.69

121.92/6.57

38.05/3.06,3.00

74.82/5.19

172.34/-

52.82/3.70

146.37/-

145.56/-

116.44/6.70

121.99/6.58

38.07/3.31,3.03

74.95/5.15

171.91/-

62.57/4.15

14.52/1.21
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145.6/-

144.1/-

116.5/6.97

120.1/6.66

36.3/3.06,2.94

73.1/5.06

171.1/-

102.4/4.63

73.3/-

77.1/-

69.8/-

75.8/-

60.7/-

146.5/-

145.7/-

116.8/6.72

122.3/6.63

38.3/3.03,3.11

75.1/5.20

173.8/-

104.6/4.85

75.3/3.54

78.9/3.54

71.9/3.42

78.0/3.54

63.0/3.75,3.99

146.3/- 144.73/-
145.4/- 143.94/-
116.4/6.70 114.76/6.71
122.0/6.62 120.32/6.62
38.1/3.09,2.99 37.49/3.10,2.99
75.3/5.14 73.74/5.21
173.4/- 171.11/-

127.57/-
119.76/7.13
145.66/-
146.38/-
113.71/6.85
120.24/6.93
137.44/7.16
116.24/6.72

146.2/-

145.3/-

116.3/6.58

122.0/6.44

37.9/2.94,2.91

74.5/5.12

172.2/-

52.7/3.63

131.3/-

114.0/6.98

146.5/-

146.8/-

116.4/6.69

120.4/6.81

137.9/6.57

120.7/7.08



150MHz, 101MHz, 125MHz, 125MHz, 125MHz, 100MHz, 125MHz, 125MHz, 125MHz,
DMSO-ds CDCls CDsOD CDsOD CDsOD DMSO-ds CDsOD CDsOD DMSO-ds CDsOD
Determination condition / / / / / / / / / /
600MHz, 400MHz, 500MHz, 500MHz, 500MHz, 400MHz, 500MHz, 500MHz, DMSO-ds 500MHz,
DMSO-ds CDCls CDsOD CDsOD CDsOD DMSO-ds CDsOD CDsOD CDsOD
Reference 53] [54] 55] [55] [55] 56] 57] 58] 159] [60]

S24



Table S10. NMR Spectroscopic Data (6) of Compounds 82~91

No. 82 83 84 85 86 87 88 89 90 91
Caffeoyl
123.8/- 126.5/- 125.6/- 132.5/- 123.4/- 125.80/- 124.7/- 122.4/- 125.9/- 124.3/-
Cu/Hr
C2/Hz 129.8/- 132.9/- 131.7/- 124.8/6.77 123.9/7.47 120.55/- 127.6/- 126.8/- 127.3/6.70 127.4/-
Cs/Hx 148.3/- 144.5/- 144.5/- 143.9/- 116.2/6.89 144.31/- 148.9/- 147.1/- 148.6/- 146.1/-
Co/Ha 145.0/- 148.2/- 146.4/- 152.2/- 150.8/- 149.72/- 145.2/- 145.3/- 146.7/- 148.4/-
Cs/Hs 117.1/6.72 115.3/6.88 113.0/6.89 123.3/- 144.8/- 115.66/6.83 118.3/6.82 116.8/6.63 117.2/6.73 118.0/6.66
Ce/He 123.0/7.06 119.9/7.38 118.4/7.42 132.8/6.78 131.1/- 123.73/6.83 122.0/7.21 120.6/6.51 121.6/6.74 121.2/6.74
C»/H» 145.2/7.62 146.9/7.92 145.5/7.91 143.7/7.88 142.5/7.82 139.73/7.54 144.1/7.83 143.1/- 143.9/3.33,3.03 142.8/7.70
Cs/Hs' 115.9/6.25 116.5/6.47 115.4/6.48 117.4/6.22 116.0/6.34 127.00/- 116.5/6.34 115.6/- 116.2/5.90 117.8/6.23
Co/Hy 168.3/- 174.5/- 170.8/- 168.1/- 166.7/- 168.88/- 168.2/ 166.1/- 167.9/- 169.4/-
Dan Shen Su 131.51/-
129.2/- 129.9/- 127.5/- 129.3/- 127.9/- 129.3/- 126.8/- 128.3/-
Ci/Ha 130.83/-
118.09/6.83
Co/He 117.6/6.74 117.8/6.80 116.3/6.74 117.6/6.70 116.1/6.64 117.7/6.77 117.2/6.64 118.4/-
117.39/6.48
Cs/Hs 146.2/- 146.4/- 144.7/- 146.2/- 143.9/- 145.40/- 146.1/- 145.8/- 147.5/-
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Ca/Ha

Cs/Hs

Cs/Hs

Cr7/Hr

Cs/Hs

Co/Ho

C1o/H1o

Ci/Hr

Cz/Hzr

Cs/Hs

145.3/-

116.3/6.69

121.8/6.60

37.9/3.09,3.00

74.6/5.19

173.4/-

134.7/-

114.1/6.87

146.5/-

145.4/-

116.9/6.66

122.0/6.72

38.3/3.14,3.04

75.4/5.24

169.0/-

123.6/-

113.6/-

146.1/-

144.7/-

114.6/6.60

121.7/6.71

36.5/3.60,3.06

73.1/5.25

167.1/-

51.5/3.74

120.4/-

112.0/-

144.0/-

145.3/-

116.3/6.66

121.8/6.57

37.9/3.05,2.96

74.7/5.14

173.5/-

125.3/7.28

117.5/6.82

125.0/-

146.0/-

114.9/6.65

120.4/6.53

36.5/3.00,2.96

73.3/5.14

172.1/-

121.9/-
142.3/-

108.3/6.84
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144.99/-

144.31/-

143.80/-

116.98/6.76

117.09/6.57

122.66/6.67

122.21/6.11

38.50/2.95,3.08

37.95/2.67,2.88

77.92/4.93

78.44/4.83

178.09/-

177.77/-

133.67/-

116.18/6.58

145.30/-

145.3/-

116.4/6.69

121.8/6.63

38.0/3.00,3.07

74.8/5.17

173.5/-

133.9/-

113.5/6.80

146.6/-

144.3/-

117.1/6.92

120.7/7.34

36.4/7.64

73.3/6.43

173.1/-

131.1/-

113.1/6.65

144.9/-

143.7/-

115.1/7.23

120.5/7.04

37.7/7.75

74.5/6.56

173.6/-

52.6/3.68

133.1/-

114.8/6.74

145.3/-

133.5/-

113.6/6.68

144.7/-



Ca/Ha

Cs'/Hs

Ce/He"

Cr/Hz

Cs/Hs"

Cor/Ho

Cio/Hio

Determination

condition

Reference

146.5/-

116.3/6.76

118.9/6.78

86.2/5.71

39.3/3.74,3.26

125MHz,

MeOH-d4++0.1%

TFA

500MHz,

MeOH-d4++0.1%

TFA

[61]

145.2/- 143.7/-
111.9/- 110.5/-
118.9/- 117.6/-
159.6/- 158.5/-
99.5/- 97.1/-
125MHz, 150MHz,
CDs0D CDs0D
/ /
600MHz, 600MHz,
CDsOD CDs;0D
[62] [63]

109.7/6.80

147.3/-

148.3/-

115.5/6.59

152.3/-

CDsOD

[64]

150.8/-

146.9/-

114.1/6.63

131.4/6.87

123.6/6.84

125MHz,

CDsOD

500Hz, DMSO-

de

[65]

144.08/-

116.90/6.57

120.17/6.20

40.38/4.45

47.41/4.28

174.14/-

75MHz,

D20/CDsOD

300MHz,

D20/CDsOD

[66]

146.7/-

116.4/6.76

118.4/6.72

88.8/5.92

57.6/4.38

175.2/-

125.77MHz

CDsOD

500.16MHz

CDsOD

[67]

144.4/-

114.8/6.63

117.6/6.51

87.5/5.81,4.33

56.0/-

170.1/-

52.2/3.61

150MHz,

CDsOD

600MHz,

CDsOD

[63]

143.4/-

116.3/6.82

116.0/6.81

88.4/6.34

57.1/4.47

171..8/-

53.2/3.63

150MHz,

CDsOD

600MHz,

CDsOD

[63]

144.7/-

116.2/7.14

117.8/6.82

88.0/5.85

57.2/4.31

174.0/-

(CDs)2CO-

D:0(10 : 1)

(CD5)CO-

D20(10 : 1)

[68]
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Table S11. NMR Spectroscopic Data (6) of Compounds 92~102

No. 92 93 94 95 96 97 98 99 100 101 102
Caffeoyl
124.55/- 123.2/- 124.58/- 125.9/- 124.4/- 123.7/- 123.8/- 130.7/- 131.2/- 127.2/- 126.1/-
Cu/Hr
C2/Hz 126.07/- 148.2/- 126.39/- 127.5/- 128.5/- 126.4/- 126.3/- 116.2/7.06 118.0/6.91 114.5/6.94 114.9/-
Cs/Hx 146.16/- 145.4/- 149.14/- 149.6/- 143.5/- 142.9/- 142.9/- 143.5/- 148.6/- 146.2/- 144.8/-
Cs/He 148.57/- 116.9/6.77 145.12/- 146.5/- 148.5/- 147.7/- 147.7/- 143.3/- 151.1/- 151.0/- 147.1/-
Cs/Hs' 118.18/6.90 121.3/7.11 118.34/6.83 118.6/6.96 115.9/7.01 115.0/6.85 115.0/6.85 117.8/6.87 118.1/6.67 117.7/6.92 116.5/6.52
Ce/He 121.61/7.24 123.2/- 121.88/7.15 124.7/6.99 121.4/7.40 118.4/7.31 118.4/7.29 122.8/7.04 124.8/6.75 125.3/7.17 118.4/7.27
C7/H7 142.84/7.62 142.4/7.53 143.85/7.54 145.0/7.33 143.6/7.56 143.7/7.41 143.7/7.41 145.1/7.45 148.2/7.32 146.7/7.48 143.6/7.42
Cs/Hs 117.14/6.28 115.5/6.25 116.58/6.30 117.7/6.14 115.9/6.28 113.9/6.27 114.0/6.27 115.7/6.30 118.0/6.14 114.8/6.17 119.9/6.24
Co/Hy 166.64/- 166.7/- 167.98/- 170.4/- 167.1/- 166.0/- 165.9/- 168.1/- 171.4/- 167.2/- 166.0/-
Dan Shen Su 128.69/- 126.9/- 129.05/- 133.4/- 128.6/-
127.1/- 127.2/- 128.0/- 133.0/- 129.0/- 127.3/-
Ci/Ha 129.11/- 127.7/- 128.66/- 130.8/- 128.4/-
116.11/6.67 116.4/6.48 117.53/6.78 119.6/6.99 116.9/-
Co/Hz 116.5/6.62 116.5/6.62 117.0/6.76 119.9/6.91 117.2/6.72 117.0/-
116.79/6.71 116.4/6.71 117.53/6.54 119.2/6.53 118.0/-
Cs/Hs 145.95/- 143.8/- 145.17/- 146.6/- 145.2/- 143.9/- 143.9/- 145.1/- 146.5/- 146.1/- 142.9/-
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Ca/Ha

Cs/Hs

Ce/Hs

C7/Hz

Cs/Hs

Co/Ho

Cio/Hio

Ci/Hr

144.63/-

145.52/-

144.36/-

116.08/6.65

117.31/6.74

121.71/6.45

121.80/6.70

37.41/3.06

37.05/3.06

73.87/5.21

74.87/5.22

171.63/-

170.77/-

133.28/-

144.8/-

143.7/-

144.6/-

114.9/6.56

114.9/6.64

120.7/6.33

120.8/6.57

36.1/2.54,2.45

36.4/3.02,2.98

74.4/4.35

73.3/5.11

171.0/-

171.2/-

127.8/-

145.26/-

146.47/-

145.92/-

116.45/6.69

116.36/5.59

122.27/6.64

121.73/6.32

37.79/3.00

37.48/3.00

74.72/5.16

75.26/4.69

173.36/-

52.67/3.64

133.54/-

146.3/-

145.6/-

145.2/-

119.1/6.92

118.8/6.66

124.6/6.79

123.9/6.25

39.7/3.15,3.06

38.3/3.04,2.75

77.1/5.32

77.3/5.20

174.9/-

175.6/-

62.6/4.08

14.4/1.13

134.6/-

144.8/-
144.1/-
144.9/-
116.0/6.60-
6.90
115.3/-
121.5/-
121.8/-
36.9/7.97
37.0/-
73.7/-
74.4/-
172.7/-

171.9/-

125.9/-
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144.8/-

115.5/6.63

120.0/6.47

36.0/2.85,2.91

72.8/4.93

170.6/-

126.0/-

144.9/-

115.5/6.63

120.1/6.45

36.1/2.83,2.91

72.9/4.92

170.6/-

126.0/-

148.1/-

116.9/6.69

121.3/6.58

37.7/2.83,3.01

76.2/4.90

176.3/-

129.5/-

145.3/-

118.6/6.87

124.76.79

39.6/3.00,3.14

79.2/5.05

179.9/-

134.8/-

145.2/-

116.0/6.67

121.5/6.58

36.9/2.96,3.06

73.9/5.13

172.6/-

125.5/-

143.9/-

115.4/6.63

122.7/6.42

36.1/2.89,2.89

73.0/4.90

170.8/-

126.5/-



Co/Har

Cs/Hs

Ca/Hs

Cs'/Hs

Ce/He"

Cr/Hz

Cs/Hs"

Cor/Ho

Determination

condition

Reference

113.21/6.82

145.47/-

144.66/-

115.95/6.80

117.14/6.83

87.54/5.87

57.06/4.47

171.20/-

DMSO-ds

DMSO-ds

[59]

113.6/6.90

144 .4/-

143.9/-

114.7/6.68

118.4/6.68

87.0/5.90

53.2/4.77

170.0/-

100MHz,

methanol-da

400MHz,

methanol-d4

[60]

113.35/6.76

146.72/-

146.15/-

116.39/6.77

118.35/6.66

88.12/5.86

59.75/4.35

172.32/-

500MHz,

DMSO-ds

600MHz, CDC13

[70]

115.9/6.92

146.8/-

145.3/-

120.1/6.97

120.4/6.77

89.4/5.94

58.6/4.33

174.7/-

125MHz,

DO

500MHz,

DO

[71]

118.1/-

144.4/-

147.9/-

117.1/-

124.5/-

144.3/-

122.2/-

167.5/-

DMSO

DMSO

[72]

117.3/6.44

144.8/-

147.2/-

115.3/6.55

122.9/6.43

141.1/7.69

123.4/-

168.4/-

125MHz,

DMSO

500MHz,

DMSO

[73]

117.3/6.43

144.8/-

147.2/-

115.3/6.55

122.9/6.43

141.1/7.69

123.3/-

168.4/-

125MHz,

DMSO

500MHz,

DMSO

[73]

114.8/6.84

145.3/-

145.8/-

116.9/6.61

119.2/6.69

77.2/5.27

78.5/4.63

173.4/-

125MHz,

CDsOD

400MHz,

CDsOD

(74]

117.9/7.07

146.5/-

146.4/-

118.9/6.89

122.7/6.92

76.4/5.09

86.7/4.70

178.6/-

75MHz,

D20

300MHz,

D20

[75]

117.8/7.30

146.4/-

148.8/-

116.1/6.75

124.7/7.11

129.1/7.34

139.2/-

166.0/-

100MHz,

methanol-ds

400MHz,

methanol-ds

[76]

113.9/-

144.8/-

147.8/-

115.3/-

123.7/6.42

140.6/7.64

124.4/7.64

168.7/-

DMSO

DMSO

[72]
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Table S12. NMR Spectroscopic Data (6) of Compounds 103~113

No. 103 104 105 106 107 108 109 110 111 112 113
Caffeoyl
129.3/- 130.87/- 127.8/- 126.30/- 126.34/- 126.40/- 127.9/- 127.9/- 122.7/- 127.7/- 127.2/-
Ci/Ha
Co/H: 116.5/7.12 115.17/7.13 115.0,115.1/7.04 115.62/7.13 115.50/7.00 115.67/6.98 115.5/7.05 115.3/7.07 114.7/6.93 115.2/7.05 116.1/7.08
Cs/Hs 147.6/- 147.84/- 146.7/- 122.79/- 146.39/- 146.42/- 149.5/- 149.6/- 151.6/- 146.8/- 146.0/-
Co/Ha 147.2/- 148.01/- 149.7/- 115.75/- 149.24/- 149.26/- 146.8/- 146.8/- 151.2/- 149.6/- 148.8/-
Cs/Hs 115.2/7.10 117.49/7.22 116.6/6.78 123.21/7.07 116.66/6.65 116.67/6.72 116.5/6.78 116.6/6.79 117.9/6.72 116.2/6.77 114.5/6.80
Ce/Hs 121.0/7.06 121.41/7.06 123.0/6.94 116.49/6.87 122.40/6.90 122.25/6.94 123.0/6.95 123.1/6.97 120.3/6.72 123.0/6.94 122.6/6.95
C7/H7 144.0/7.43 134.25/7.58 147.1,147.2/7.56 148.15/7.68 114.71/6.24 146.22/7.43 169.1/- 168.5/- 142.5/7.98 147.2/7.57 114.9/7.59
Cs/Hs 118.0/6.31 114.61/6.34 115.2/6.27 113.45/6.34 146.12/7.42 114.87/6.22 115.2/6.33 115.3/6.29 117.7/6.55 115.0/6.29 146.8/6.30
Co/Ho 168.3/- 168.59/- 169.3/- 167.84/- 166.44/- 166.79/- 147.0/7.59 147.1/7.57 169.2/- 169.0/- 168.7/-
Glc
102.0/4.77 102.91/4.88 94.198.3/5.11,451  94.14/5.58 103.80/- 103.64/4.23 104.3/4.42 102.4/4.51 103.7/4.73 99.4/4.44 103.7/4.28
Ci/Hr
73.8,76.3/3.17- 68.82/3.39-
C2/Hx 73.7/3.50 74.16/3.47-3.59 74.21/- 74.47/- 73.6/3.39 76.3/4.81 74.9/3.45 80.8/3.19 74.2/3.20
4.50 3.83
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Cs/Hs

Cs/Hy

Cs/Hs

Cs/Hs

Ci/Hr

Cz/Hzr

Cs/Hs

Cy/Hs

Cs/Hs

Ce/He-

C7/Hr

Cs'/Hs

Determination

76.2/3.50

70.2/3.39

77.7/3.50

61.7/3.45,3.44

125MHz,

76.91/3.47-3.59

70.65/3.47-3.59

77.76/3.47-3.59

61.76/3.75-3.94

75.46MHz,

75.6,78.0/3.17-

4.50

72.1,71.9/3.17-

4.50

70.9,74.9/3.17-

4.50

64.9,65.0/3.17-

4.50

100MHz,

69.63/3.39-

3.83

72.24/3.39-

3.83

75.49/3.39-

3.83

77.01/3.39-

3.83

75MHz,

77.32/-

70.92/-

74.40/-

64.37/5.12,

4.98

130.17/-

117.11/6.55

145.76/-

144.28/-

116.32/6.52

120.38/6.42

71.06/-

35.99/-

75MHz,
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75.45/-

72.17/4.59

74.94/-

61.71/-

130.11/-

117.16/6.57

145.81/-

144.35/-

116.33/6.59

120.42/6.46

71.03/-

35.91/-

75MHz,

79.0/5.04

69.9/3.54

77.8/3.38

62.4/3.71,3.88

131.5/-

116.3/6.69

144.7/-

146.1/-

117.1/6.67

121.3/6.56

72.2/3.73,4.04

36.6/2.78

CDsOD

75.3/3.57

71.9/3.40

78.1/3.32

62.7/3.70,3.89

131.6/-

116.2/6.61

144.6/-

146.0/-

117.1/6.58

121.4/6.48

71.8/3.64,3.99

36.6/2.67

CDsOD

77.8/3.48

71.7/3.42

75.4/3.67

64.7/4.36,4.54

153.7/-

119.5/6.96

116.6/6.68

152.3/-

116.6/6.68

119.5/6.96

125MHz,

74.9/3.62

72.0/3.46

77.2/3.72

64.5/4.33,4.55

129.9/-

114.8/6.84

146.5/-

146.3/-

116.5/6.73

119.5/6.70

78.7/4.53

72.8/3.65,3.93

100.6MHz

77.3/3.33-

3.58

71.0/3.33-

3.58

74.8/3.33-

3.58

64.2/4.33,4.49

68.7/-

153.6/6.97

127.6/6.09

187.3/-

127.6/6.09

153.6/6.97

65.6/3.94,3.66

40.4/2.05

100MHz,



condition CDsOD

500MHz,

CDsOD

Reference [77]

CDsOD

300.13MHz,

CDsOD

[78]

methanol-d4

400MHz,

CDsOD

[79]

CDCis

300MHz,

CDCis

[78]

DMSO-ds

300MHz,

DMSO-ds

[80]

DMSO-ds

300MHz,

DMSO-ds

[80]

CDsOD

[81]

CDsOD

[81]

CDsOD

500MHz,

CDsOD

[82]

CDsOD

CDsOD

[83]

CDsOD

400MHz,

CDsOD

(84]
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Table S13. NMR Spectroscopic Data (6) of Compounds 114~124

No. 114 115 116 117 118 119 120 121 122 123 124
Caffeoyl
169.1/- 127.6/- 125.4/- 125.5/- 127.4/- 127.7/- 127.6/- 127.8/- 127.6/- 127.7,127.8/- 127.7/-
Ci/H
Co/H: 114.8/6.28 115.1/7.05 114.8/7.07 114.7/7.04 115.1/7.04 115.2/7.04 115.2/7.07 115.3/7.07 115.2/7.09 114.4,114.9/7.05,7.06 114.8/7.04
Cs/Hs 147.2/7.56 146.9/- 145.5/- 145.4/- 147.0/- 146.8/- 146.8/- 147.0/- 146.9/- 146.8,147.3/- 149.6/-
Co/Ha 127.7/- 149.7/- 148.3/- 148.0/- 150.1/- 149.7/- 149.8/- 149.9/- 149.8/- 149.6,149.9/- 147.3/-
Cs/Hs 115.2/7.03 116.6/6.78 115.7/6.76 115.6/6.77 116.6/6.76 117.1/6.77 116.5/6.80 116.6/6.79 116.6/6.81 116.6/6.77,6.78 116.4/6.72
Ce/Hs 146.8/- 123.1/6.96 121.3/6.97 121.3/7.01 123.1/6.94 123.0/6.95 123.1/6.97 123.3/7.97 123.2/6.99 123.1,123.3/6.95,6.96 123.2/6.91
C7/H7 149.6/- 147.2/7.57 145.2/7.47 113.8/6.23 147.3/7.56 147.3/7.57 147.6/7.58 147.7/7.60 147.7/7.62 147.3,148.5/7.57,7.66 146.4/7.57
Cs/Hs 116.5/6.76 114.9/6.29 113.2/6.29 145.5/7.49 114.8/6.27 115.1/6.28 114.5/6.32 114.6/6.32 114.5/6.34 115.3,115.4/6.29,6.32 115.4/6.29
Co/Ho 123.1/6.93 169.0/- 165.4/- 165.6/- 168.8/- 168.5/- 168.9/- 169.1/- 169.0/- 167.2,169.2/- 169/-
Glc
99.2/4.59 99.4/4.70 102.4/4.31 102.2/4.37 104.3/4.31 104.5/4.33 98.9/4.70 99.8/4.80 99.7/4.82 95.8/5.60 99.9/4.73
Ci/Hr
C2/Hz 74.4/3.25 74.8/3.25-3.27 73.6/3.18 73.8/3.21 75.0/3.22 75.0/3.18 73.8/3.65-3.67 75.0/3.28 74.9/3.30 74.1/3.43-3.50 74.8/3.30
Cs/Hs 77.4/3.39 77.6/3.38-3.40 81.3/3.41 78.8/3.69 77.9/3.36 78.1/3.33 78.1/3.29-3.31 77.8/3.42 77.7/3.44 78.0/3.43-3.50 77.8/3.40
Cs/Ha 71.7/3.40 71.7/3.38-3.40 68.4/3.24 69.3/4.64 71.5/3.30 71.5/3.30 71.6/3.28-3.30 71.9/3.28 71.8/3.29 71.4/3.43-3.50 71.7/3.39

S34



Cs/Hs

Ces/He'

Cr/Ha

Cz2/Hzr

C3”/H3”

Cy/Ha

Cs'/Hs

Ces'/He"

C7/Hz

Cs'/Hs"

Cor/Ho

Cr/Hr

Car/Ha

75.7/3.54-

3.57

64.5/4.48,4.35

93.1/5.65

142.5/6.32

108.4/4.93

72.8/-

78.3/3.67

46.9/1.85,1.75

78.4/-

59.5/2.54

25.0/1.18

75.8/3.50-3.52

64.1/4.46,3.40

97.9/4.60

63.0/3.83-

3.85,3.39-3.41

23.9/1.73-

1.75,1.56

38.3/2.00

73.3/4.01

62.0/3.39-3.41

66.0/-

43.3/2.28

61.5/4.07,3.64

73.4/3.49

63.2/4.20,4.39

129.1/-

116.2/6.61

144.9/-

143.5/-

115.4/6.58

119.4/6.46

35.1/2.69,2.71

70.4/3.61,3.79

109.2/5.23

76.0/3.82

72.7/3.65

67.0/3.42

129.1/-

115.3/6.64

144.6/-

143.2/-

116.2/6.63

119.5/5.49

70.2/3.81

34.9/2.70

109.4/5.24

109.0/4.79

75.8/3.70

78.0/3.29

62.7/3.65,3.85

114.6/5.25,5.34

145.4/-

72.3/4.42

74.0/3.91,3.76

65.4/4.79,4.73

78.1/3.28 74.7/3.15-3,17
62.7/3.65,3.82 62.7/3.88,3.67
113.3/5.25,5.23 93.1/5.67
147.1/- 95.9/5.32
34.4/2.44-
74.6/5.58
2.46,2.36-2.38
71.9/4.12,3.85 34.7/2.09
63.9/4.18,4.14 87.7/5.01
70.4/4.44
79.9/-
48.3/2.62
62.1/4.04,3.68
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78.8/3.30

63.1/3.93,3.65

95.2/5.16

142.5/6.37

103.1/4.98

36.9/2.60

81.4/5.03

60.4/3.70

67.0/-

43.3/2.62

61.4/4.17,3.84

78.6/3.37

63.0/3.67,3.95

95.1/5.19

142.4/6.39

103.0/5.00

36.8/2.60

81.3/5.04

60.3/3.72

66.9/-

43.2/2.65

61.3/3.85,4.19

76.4/3.68 75.7/3.55

64.4/4.50,4.32 64/4.40,4.53

96/5.33

152.4/7 41

115.9/-

32.6/3.06

39.5/1.92,2.17

82.3/4.90

43.1/2.42

43.4/2.48

14.4/1.08

170.6/-



Cs/Ha
Ca/Ha
Cs/Hs"
100MHz,
CDsOD
Determination
/
condition
400MHz,
CDsOD
Reference [85]

150MHz,

CDsOD

600MHz,

CDsOD

[86]

79.0/-

73.6/3.63,4.01

63.6/3.40

100MHz,

DMSO-ds

400MHz,

DMSO-ds

[87]

75.7/3.70

78.6/-

78.1/-

73.6,

73.3/3.60-

3.80

63.6,

62.9/3.18-

3.30

100MHz,

DMSO-ds

400MHz,

DMSO-ds

[88]

125MHz,

CDsOD

500MHz,

CDsOD

(891

125MHz,

CDsOD

500MHz,

CDsOD

(89]

150MHz,

CDsOD

600MHz,

CDsOD

[86]

150MHz,

CDsOD

600MHz,

CDsOD

[90]

CDsOD

CDsOD

o1

100MHz,

methanol-ds

400MHz,

CDsOD

[79]

75MHz,

CDsOD

300MHz,

CDsOD

[92]
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Table S14. NMR Spectroscopic Data (6) of Compounds 125~135

No. 125 126 127 128 129 130 131 132 133 134 135
Caffeoyl 125.3/- 128.9/- 128.4/-
127.7/- 127.0/- 127.6/- 125.2/- 127.65,127.69/- 126.9/- 127.6/- 127.8/-
Ci1/Hi 128.6/- 128.5/- 128.6/-
114.9/7.06 115.1/7.12 115.1/7.18 114.8/6.6-
Co/Hz 115.1/7.04 115.8/- 115.1/- 113.3/7.06 115.21/7.07,7.06 115.7/7.60 114.7/7.07
115.1/7.18 114.9/7.19 115.1/7.18 7.1
145.6/- 146.9/- 146.8/-
Cs/Hs 149.6/- 147.1/- 146.9/- 145.4/- 146.82/- 146.8/- 149.7/- 149.8/-
146.8/- 146.8/- 146.8/-
148.7/- 146.9/- 147.7/-
Cs/Ha 146.7/- 150.4/- 149.7/- 148.5/- 149.74,149.78/- 147.5/- 146.7/- 146.9/-
147.5/- 147.5/- 147.5/-
115.8/6.77 115.9/7.08 116.1/7.12 116.6/6.6-
Cs/Hs 116.5/6.77 116.5/- 116.2/- 115.7/6.75 116.51/6.79 116.6/7.14 116.5/6.79
116.1/7.12 116.0/7.12 116.1/7.12 7.1
121.7/7.02 120.3/6.96 121.2/7.12 123.2/6.6-
Ce/Hs 123.2/6.88 122.2/- 123.2/- 121.6/7.02 123.24/6.97,6.96 122.2/7.17 123.2/6.95
120.9/7.12 120.8/7.12 120.9/7.12 7.1
146.6/7.57 143.5/7.38 146.0/7.62
C7/H7 169.1/- 147.6/8.04 147.3/7.61 146.3/7.55 147.90,148.01/7.60 114.7,114.6/6.69 168.3/- 168.3/-
144.8/7.52 144.7/7.53 144.8/7.52
Cs/Hs 114.9/6.28 115.2/6.83 114.7/6.35 113.2/6.26 117.5/6.24 115.3/6.45 114.8/6.25 114.70,114.85/6.29,6.28 146.4/8.00 115.3/6.28 115.4/-
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Co/Hy

Glc

Ci/Hr

C2/Hz

Cz/Hz

Cu/Hy

Cs/Hs

147.2/7.55

104.0/4.38

105.3/4.58

74.4/3.43

75.5/3.29

87.7/3.58

77.8/3.41

70.3/3.47

71.6/3.29

75.0/3.58

78.1/3.35

167.1/-

104.0/4.84

106.7/4.88

76.3/-

75.9/-

84.8/-

78.1/-

71.5/-

71.3/-

76.2/-

78.3/-

168.5/-

104.5/4.39

105.8/4.46

75.5/-

76.1/6.60-

7.20

84.1/-

77.9/6.60-

7.20

70.9/-

71.6/6.60-

7.20

75.2/

115.8/6.45

165.2/-

166.3/-

94.1/5.50

101.6/4.78

72.4/3.20-3.38

75.8/3.20-3.38

76.1/3.20-3.38

73.2/3.20-3.38

69.6/3.20-3.38

69.8/3.20-3.38

74.6/3.58

77.2/3.20-3.38

115.8/6.45

167.7/-

166.2/-

101.2/4.86

101.5/4.80

75.5/3.30

75.7/3.32

73.9/3.71

73.3/3.32

69.7/3.20

69.9/3.30

73.2/3.30

77.1/3.32

115.8/6.44
165.1/-
166.3/-
94.2/5.52
101.4/4.78
101.5/4.80
72.4/3.17-3.39
75.8/3.17-3.39
75.8/3.17-3.39
76.1/3.17-3.39
73.2/3.17-3.39
73.2/3.17-3.39
69.6/3.17-3.39
69.8/3.17-3.39
69.8/3.17-3.39
74.6/3.51

77.2/3.17-3.39
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165.0/-

94.1/5.42

72.5/-

76.3/-

70.6/-

76.3/-

168.43,168.33/-

94.04,98.16/5.13,4.56

76.12,77.38/3.56,3.38

79.21.81.73/4.06,3.81

70.70,70.80/4.94,4.93

71.23,74.71/4.02,3.58

167.0/-

93.8,98.4/5.71,5.21

75.0,77.4/4.20-

4.25,4.06-4.11

78.0,80.4/4.87-

4.89,4.48-4.51

70.7,70.9/5.59-

5.62,4.90-4.92

69.9,74.4/4.93-

4.96,4.15-4.18

148.0/7.60

104.2/4.39

76.1/-

81.6/-

70.4/4.92

76.0/-

148.0/7.59

104.3/4.37

76.3/-

81.7/-

70.4/-

76.1/-



Cs/He

Cr/Hr

Co/Hzr

Cs/Hs"

Co/Ha

Cs/Hs

Ce'/He

Cr/H7

64.6/4.34,4.52

62.6/3.65,3.90

131.4/-

117.1/6.68

144.6/-

146.1/-

116.4/6.64

121.3/6.54

72.4/3.72,3.96

62.7/-

62.1/-

130.3/-

116.7/-

146.3/-

145.6/-

117.5/-

120.5/-

36.1/2.96

78.1/6.60-

7.20

62.4/
63.4/4.41,4.16 63.3/4.23,4.46
62.7/6.60-
60.7/3.71,3.47 60.7/3.48,3.71
7.20
133.8/-

114.8/-

146.2/-

146.0/-

116.6/-

119.1/-

73.5/-

77.2/3.17-3.39

63.4/4.41,4.16

60.7/3.70,3.47

60.7/3.73,3.47
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68.6/3.94-3.99,4.28-
66.5/- 62.37,62.50/3.18,3.49
434

111.0/5.64

77.7,77 8/4.74

80.3/-

75.0/4.47-4.52,4.23-

4.27

65.4,65.3/4.08-4.10

62.4/-

139.9/-

130.0/7.25

129.3/7.25

127.2/7.25

129.3/7.25

130.0/7.25

71.8/-

62.5/-

130.8/-

116.2/6.6-

7.1

130.9/6.6-

7.1

156.8/-

130.8/6.6-

7.1

116.2/6.6-

7.1

72.4/-



Cs'/Hs"

Rhamnose

Cr/Hr»

Cor/Har

Cy/Hs»

Car/Har

Cs/Hs

Cer/He

Determination

condition

Reference

36.7/2.78

CDsOD

CDsOD

[81]

74.6/-

125MHz

pyridine-

ds

600MHz

pyridine-

ds

(93]

76.1/-

22.5MHz

CDsOD

CDCls

[94]

100MHz,

DMSO-ds

400MHz,

DMSO-ds

[95]

100MHz,

DMSO-ds

400MHz,

DMSO-ds

[95]

100MHz,

DMSO-ds

400MHz,

DMSO-ds

[95]

100.5/4.46

70.3/-

70.0/-

71.9/-

68.4/-

18.0/-

DMSO-ds

DMSO-ds

[96]

103.03,103.12/5.20,5.15

72.32/3.94

72.06/3.61

73.78,73.82/3.32,3.31

70.38,70.70/3.58,3.57

18.48/1.10

100MHz

CDsOD

400MHz

CDsOD

971

102.8,102.9/6.30,6.27

72.5,72.6/4.84-

4.86,4.78-4.80

72.4/4.39-4.45

73.9/4.19-4.23

70.1,69.8/4.44-4.52

18.9,19.0/1.62,1.53

100MHz,

CsDsN

400MHz,

CsDsN

[98]

37.2/2.94

103.0/5.20

72.1/-

72.3/-

73.8/-

70.6/-

18.5/1.10

50.10MHz,

CDsOD

200.40MHz,

CDsOD

[99]

36.4/2.84

103.0/5.19

72.3/-

72.2/-

73.9/-

70.7/-

18.4/1.09

125MHz,

CDsOD

500MHz,

CDsOD

[100]
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Table S15. NMR Spectroscopic Data (6) of Compounds 136~146

No. 136 137 138 139 140 141 142 143 144 145 146
Caffeoyl
125.4/- 125.5/- 128.37/- 125.6/- 127.68/- 127.68/- 125.5/- 127.66/- 127.7/- 127.7/- 127.7/-
Ci/Ha
Co/Hz 114.8/7.05 114.8/7.06 115.96/7.04 114.9/7.04 115.10/7.03 115.26/7.06 115.0/7.03 115.24/7.05 114.8/6.6-7.2 114.8/7.06 114.7/6.5-7.2
Cs/Hs 145.6/- 145.6/- 147.36/- 145.5/- 146.73/- 146.85/- 145.5/- 146.79/- 149.6/- 149.7/- 149.6/-
Cs/Ha 148.6/- 148.5/- 150.10/- 148.2/- 149.57/- 149.82/- 145.0/- 149.74/- 146.7/- 146.8/- 146.6/-
Cs/Hs 115.8/6.76 115.8/6.76 117.04/6.76 115.7/6.75 116.54/6.76 116.56/6.78 115.8/6.75 116.5/6.77 116.2/6.6-7.2 116.6/6.78 116.4/6.5-7.2
Ce/Hs 121.4/7.01 121.3/7.01 123.39/6.94 121.3/7.01 123.13/6.88 123.27/6.95 121.4/6.90 123.19/6.95 123.2/6.6-7.2 123.2/6.95 123.2/6.5-7.2
Cs/H7 145.6/7.50 145.2/7.49 147.48/7.58 144.9/7.47 147.23/7.55 148.06/7.59 148.4/7.55 147.98/7.59 168.3/- 168.3/- 168.1/-
Cs/Hs 113.6/6.25 114.2/6.27 115.67/6.31 114.7/6.26 114.83/6.28 114.72/6.28 113.8/6.23 114.71/6.27 115.5/6.27 115.3/6.28 115.5/6.25
Co/Ho 165.9/- 165.7/- 169.57/- 166.1/- 169.13/- 168.34/- 166.5/- 168.27/- 147.9/7.61 148.0/7.60 148.1/7.59
Glc
102.9/4.31 100.2/4.49 104.89/4.40 102.7/4.34 104.35/4.32 104.22/4.42 101.3/4.32 104.18/4.37 104.1/4.40 104.2/4.38 101.6/4.50
Ci/Hr
C2/Hz 73.0/3.41 73.4/4.64 74.03/3.36 71.4/3.18 75.65/3.32 76.22/3.46 77.6/3.37 76.18/3.39 76.0/- 76.0/- 75.1/-
Cs/Hy 73.5/3.10 74.1/3.42 79.49/5.02 77.5/4.88 83.96/3.52 81.70/3.84 82.1/3.78 81.62/3.81 81.6/- 81.6/- 80.3/-
Cs/He 71.0/4.66 70.7/3.44 70.56/3.51 68.1/3.28 70.37/3.41 70.60/3.43 70.5/3.56 70.58/4.91 70.3/- 70.4/4.92 70.7/-
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Cs/Hs

Cs/He'

Rhamnose

Cr/Hr

C2/H2

Cs/Hs

Ca/Ha

Cs//Hs

Ce'/He"

Cr/Hr

Cs/Hs"

Cor/Hy

Cio/Hio”

Cr/H

CofHa

Ca/Hs

Ca/Hy

73.9/3.45

66.1/3.53,3.33

100.5/4.50

70.6/3.59

70.6/3.36

71.9/3.57

68.4/3.34

17.8/1.05

129.2/-

115.5/6.62

144.9/-

143.5/-

75.5/3.38

66.6/3.84,3.48

100.7/4.60

70.5/3.63

70.3/3.45

72.0/3.19

68.4/3.46

18.0/1.14

129.1/-

115.4/6.54

144.9/-

143.5/-

77.23/3.51

68.35/3.63,3.97

102.75/4.74

72.89/3.84

72.72/3.72

74.56/3.36

70.36/3.67

18.54/1.26

131.96/-

116.88/6.68

145.21/-

146.63/-

75.1/3.42

66.5/3.82,3.49

100.7/4.59

70.6/3.62

70.4/3.62

71.9/3.44

68.4/3.48

17.9/1.13

129.5/-

115.5/6.61

144.7/-

143.5/-

75.38/3.55 75.92/3.56
64.61/4.35,4.49  64.66/4.33,4.54

102.68/5.17 103.07/5.26
72.38/3.95 72.37/3.92
72.24/3.69 70.29/3.59
73.98/3.39 75.53/4.78
70.02/3.97 67.17/3.54
17.85/1.24 18.4/1.10
20.5/1.96

172.3/-

131.40/- 131.5/-
117.07/6.67 117.1/6.70

146.08/- 146.1/-

144.61/- 144.6/-
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73.5/3.66

63.3/4.53,4.62

102.4/5.22

72.3/3.90

73.3/4.9

75.4/4.7

67.7/3.60

17.8/1.06

20.6/1.92

170.1/1.91

20.8/-

171.9/-

129.1/-

115.5/6.66

145.3/-

146.4/-

76.00/3.54

62.35/3.52,3.62

102.99/5.18

72.33/3.91

72.05/3.58

73.78/3.29

70.38/3.56

18.42/1.09

131.47/-

117.10/6.69

146.09/-

144.64/-

76.1/-

62.4/-

102.8/5.20

72.1/-

72.0/-

73.8/-

70.7/-

18.4/1.11

56.6/3.86

131.6/-

113.9/6.6-7.2

148.8/-

145.9/-

76.2/-

62.4/-

103.0/5.20

72.1/-

72.3/-

73.8/-

70.6/-

18.5/1.10

56.6/3.81

132.9/-

113.0/6.74

147.5/-

147.3/-

76.0/-

62.2/-

103.1/5.16

72.0/-

71.7/-

73.6/-

70.7/-

18.4/1.07

20.9)/1.99

171.5/-

131.9/-

116.6/6.5-7.2

144.4/-

145.9/-



Cs»/Hs 116.3/6.63

Ce/He 119.5/6.49
Cr/Hy 35.1/2.67
Cs/Hs" 70.3/3.83,3.61

100MHz,

DMSO-ds

Determination
/

condition

400MHz,

DMSO-ds
Reference [101]

116.2/6.55

119.6/6.41

35.1/2.56

69.8/3.76,3.54

100MHz,

DMSO-ds

400MHz,

DMSO-ds

[101]

117.62/6.66

121.80/6.55

37.17/2.78

72.83/3.68,3.97

125MHz,

CDsOD

500MHz,

CDsOD

[102]

116.3/6.63

119.5/6.48

35.1/2.69

70.2/3.82,3.62

100MHz,

DMSO-ds

400MHz,

DMSO-ds

[101]

116.36/6.63

121.26/6.53

36.65/2.77

116.3/6.68

121.3/6.56

36.5/2.79

72.32/3.72,4.00  72.2/3.72,4.04

150MHz,

CDsOD

600MHz,

CDsOD

[103]

125MHz,

DMSO-ds

300MHz,

DMSO-ds

[104]

116.2/6.66

119.5/6.51

35.1/2.73

70.3/3.66

125MHz,

DMSO-ds

300MHz,

DMSO-ds

[104]

116.30/6.67

121.25/6.56

36.54/2.78

72.22/3.71,4.03

150MHz,

CDsOD

600MHz,

CDsOD

[103]

116.6/6.6-7.2

122.4/6.6-7.2

72.3/-

36.6/2.88

22.5MHz,

Methanol-d4

89.55MHz,

Methanol-ds

[105]

117.1/6.81

121.2/6.68

72.1/-

36.5/2.82

50.10MHz,

CDsOD

200.40MHz,

CDsOD

[99]

117.2/6.5-7.2

121.4/6.5-7.2

72.5/

36.2/2.69

22.5MHz,

Methanol-d4

89.55MHz,

Methanol-ds

[105]

S43



Table S16. NMR Spectroscopic Data (6) of Compounds 147~154

No. 147 148 149 150 151 152 153 154
Caffeoyl
127.6/- 127.66/- 127.6/- 127.7/- 127.5/- 127.8/- 127.64/- 127.8/-
Ci/Ha
Co/H2 115.2/7.05 115.24/7.06 115.2/7.00 115.2/7.10 115.2/7.05 115.5/7.01 115.27/7.06 115.4/7.00
Cs/Hs 147.2/- 146.85/- 146.9/- 146.9/- 146.9/- 146.9/- 146.83/- 146.9/-
Cs/Ha 149.8/- 149.82/- 149.8/- 149.8/- 149.9/- 149.8/- 149.83/- 149.8/-
Cs/Hs 116.5/6.79 116.54/6.80 116.5/6.73 116.2/6.80 116.5/6.82 116.5/6.73 116.49/6.78 116.6/6.73
Ce/Hs 123.2/6.96 123.28/6.96 123.1/6.90 123.1/7.00 123.2/6.95 123.1/6.91 123.28/6.96 123.1/6.91
C7/H7 114.6/6.27 148.08/7.60 147.8/7.54 147.6/7.64 148.1/7.59 147.8/6.25 148.26/7.61 147.8/7.56
Cs/Hs 148.0/7.60 114.79/6.28 114.6/6.24 114.8/6.33 114.6/6.27 114.6/7.55 114.46/6.28 114.7/6.25
Co/Ho 168.2/- 168.30,168.29/- 168.3/- 168.3/- 168.2/ 168.2/- 167.97/- 168.1/-
Glc
104.6/4.41 104.60,104.06/4.43,4.41 104.4/4.36 105.0/4.49 104.1/4.47 99.9/4.51 99.04/4.55 99.5/4.44
Cv/Hr
C2/Hz 76.1/3.46 76.12,76.43/3.42 75.2/- 75.3/3.36 76.3/3.50-3.65 74.3/3.40 81.93/3.45 80.9/3.23
Cs/Hs 81.4/3.84 81.31,81.43/3.82 75.6/- 75.8/3.68 81.2/3.86 76.0/5.25 77.42/4.13 73.1/3.82
Cy/Hy 70.4/4.95 70.45/4.92 73.9/- 72.8/4.97 70.4/4.93 70.2/3.62 70.40/5.10 72.4/4.99
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Cs/Hs'

Ce/He

Rhamnose

Cr/Hr

C2/Hz

Cs/Hs

Ca/Ha

Cs'/Hs

Ce/He"

Cr/Hr

Car/Har

Ca/Hs

Cur/H

Cs+/Hs~

Cer/Her

CrfHy»

Cs/Hs"

76.1/3.55

62.3/3.63,3.53

102.9/5.20

72.4/3.93

72.0/3.58

73.8/3.28

70.4/3.57

18.5/1.10

133.6/-

115.7/6.76

146.2/-

146.0/-

116.1/6.79

118.9/6.74

76.7/3.98

74.2/4.75

76.07,76.09/3.54

62.32/3.52,3.61

102.94,103.00/5.22,5.20

72.37/3.96

72.06/3.60

73.79/3.31

70.38/3.56

18.48/1.07

133.60,133.87/-

114.65,114.67/6.85

146.12,146.03/-

146.31,146.26/-

116.21,116.17/6.77

119.00,119.11/6.56

73.57,74.21/4.75

76.18,76.69/3.95,3.60;3.83,3.71

74.8/-

67.7/-

102.3/4.58

72.2/-

72.4/-

73.5/-

69.9/-

18.0/1.14

133.8/-

114.7/6.80

146.1/-

146.2/-

116.2/6.66

119.1/6.62

76.5/4.70

73.4/-

75/3.70

67.6/3.79,3.52

102.2/4.67

72.0/3.88
72.3/3.78
73.9/3.41
69.9/3.65
18.0/1.24
131.8/-
115.0/6.79
146.5/-
146.3/-
116.5/6.82
119.7/6.70
81.9/4.48

75.4/4.02,3.66
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76.4/3.50-3.65

62.5/3.50-3.65

103.0/5.22

72.1/3.93

72.1/3.50-3.65

73.8/3.27-3.34

70.4/3.50-3.65

18.4/1.09

127.6/-

115.5/7.42

152.7/-

146.9/-

116.1/6.77

123.0/7.43

196.2/-

72.1/4.92,5.26

78.5/3.67

67.8/3.45,3.72

102.3/4.73

72.0/3.85

72.4/3.70

74.0/3.37

69.9/3.71

18.0/1.26

129.8/-

115.1/6.78

146.3/-

146.6/-

116.4/6.69

119.5/6.66

78.7/4.50

72.6/3.90,3.61

77.81/3.57,3.75

62.09/3.67

102.19/5.17

72.08/3.77

71.94/3.52

73.57/3.27

70.16/-

18.32/1.11

129.83/-

2114.50/6.83

146.37/-

146.41/-

116.23/6.73

118.90/6.69

78.43/4.60

72.96/3.60,3.99

76.5/3.81

67.6/3.45,3.72

102.4/4.57

72/3.80

72.5/3.60

74/3.28

69.9/3.51

17.9/1.14

129.9/-

115.1/6.79

146.3/-

146.6/-

116.2/6.67

119.4/6.67

78.8/4.51

72.8/3.91,3.62



Co/Hom
Cio/H1o
Cu/Hur
Cr2/Hia
125MHz,
CDsOD
Determination
/
condition
500MHz,
CDsOD
Reference [106]

100MHz,

CDsOD

400MHz,

CDsOD

(971

125MHz,

CDsOD

500MHz,

CDsOD

[107]

69.6/3.42

32.9/1.60

20.4/1.40

14.7/0.94

125MHz,

CDsOD

500MHz,

CDsOD

[107]

125MHz,

CDsOD

500MHz,

CDsOD

[108]

100MHz,

CDsOD

400MHz,

CDsOD

[109]

125MHz,

CDsOD

500MHz,

CDsOD

[110]

125MHz,

CDsOD

500MHz,

CDsOD

[107]
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Table S17. NMR Spectroscopic Data (6) of Compounds 155~162

No. 155 156 157 158 159 160 161 162
Caffeoyl
127.6/- 127.6/- 127.1/- 127.6/- 128.0/- 127.6/- 127.6/- 127.39/-
Ci/Ha
Co/H2 115.2/7.08 115.2/7.06 115.7/6.63-7.05 114.2/7.07 115.6/7.06 115.4/7.05 115.2/7.06 115.35/7.06
Cs/Hs 146.9/- 146.8/- 144.9/- 147.0/- 147.1/- 146.8/- 146.8/- 146.42/-
Cy/Ha 149.4/- 149.7/- 147.9/- 150.2/- 150.0/- 149.8/- 149.8/- 149.55/-
Cs/Hs 116.3/6.81 116.3/6.79 114.2/6.63-7.05 114.6/6.80 116.9/6.78 116.6/6.78 116.5/6.78 116.69/6.78
Ce/Hs 123.4/6.98 123.2/6.99 123.4/6.63-7.05 123.4/6.97 123.5/6.96 123.2/6.96 123.2/6.96 123.51/6.96
Cr7/H7 114.6/6.26 168.3/- 117.2/6.29 117.1/6.25 148.3/7.59 148.1/7.60 114.7/6.28 114.35/6.27
Cs/Hs 148.0/7.59 114.7/6.28 147.9/7.60 148.0/7.59 115.1/6.28 114.7/6.27 148.0/7.60 148.30/7.59
Co/Ho 168.2/- 148.0/7.59 168.4/- 127.6/- 168.4/- 167.9/- 168.1/- 168.54/-
Glc
104.1/4.38 104.1/4.37 102.7/4.28 104.2/4.38 104.5/4.37 101.7/4.53 104.1/4.37 103.74/4.36
Cv/Hr
C2/Hz 76.4/3.41 76.0/3.39 74.3/3.29-3.96 80.0/3.66 76.5/3.38 75.1/4.86 76.1/3.39 75.53/3.34
Cs/Hx 80.5/3.83 81.9/3.78 81.1/3.29-3.96 80.4/3.85 81.9/3.80 80.4/4.00 81.7/3.80 82.22/3.74
Cy/Hy 70.4/4.93 70.6/4.92 70.8/3.29-3.96 70.5/4.93 71.2/4.94 71.0/5.02 70.8/4.93 70.37/4.93
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Cs/Hs

Ce/He

C7/H7r

Cs/Hs

Rhamnose

Cr/Hr

C2/H2

Cs/Hs

Ca/Ha

Cs'/Hs

Ce'/He"

Cr/Hr

Car[Har

Ca/Hs

Cor/H

Cs+/Hs~

Cer/Her

75.9/3.55

62.3/3.65,3.55

102.1/5.28

72.4/3.90-3.85

72.3/3.67

80.0/3.41

68.8/3.55

18.7/1.12

131.4/-

116.6/6.69

146.0/-

142.0/-

117.1/6.68

121.2/6.56

75.9/3.53

62.3/3.54,3.63

101.9/5.36

79.9/3.90

71.6/3.66

74.1/3.25

70.3/3.54

18.5/1.08

131.5/-

117.1/6.70

146.0/-

144.6/-

116.5/6.68

121.3/6.57

72.7/3.29-3.96

67.3/3.29-3.96

102.0/5.05

70.4/3.29-3.96

69.8/3.29-3.96

70.8/3.29-3.96

69.7/3.29-3.96

17.6/1.01

131.8/-

116.8/6.63-7.05

144.3/-

142.8/-

116.7/6.63-7.05

121.6/6.63-7.05

76.4/3.51-3.62

62.4/3.51-3.62

102.1/5.28

72.6/3.60,3.65
72.5/3.29.3.90
75.9/3.30
76.4/3.60-3.95
18.7/1.12
131.5/6.69
115.2/-
146.2/-
144.7/-
116.4/6.68

121.3/6.56
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74.9/3.69

68.8/3.74,3.49

103.3/5.18

72.6/3.91

72.4/3.58

74.1/3.29

70.7/3.57

18.7/1.09

131.8/-

117.4/6.70

146.4/-

144.9/-

116.7/6.68

121.6/6.57

74.7/3.74

68.2/3.74,3.50

171.5/-

20.8/1.98

103.2/4.79

72.6/3.62

71.9/3.50

73.6/3.26

70.7/3.50

18.4/1.07

131.8/-

117.2/6.64

146.0/-

144.5/-

116.3/6.67

121.3/6.53

74.6/3.71

68.4/3.72,3.48

102.9/5.17

72.3/4.07

71.9/3.73

80.3/3.58

70.4/3.54

18.5/1.09

131.4/-

117.1/6.69

146.1/-

144.7/-

116.3/6.67

121.3/6.57

73.90/3.71

68.11/3.47,3.70

101.92/5.34

79.76/3.88

71.17/3.62

73.67/3.25

70.37/3.43

18.27/1.07

131.45/-

117.25/6.70

145.64/-

144.18/-

116.56/6.68

121.50/6.57



Cro[Hr

Cs+/Hs~

Cr/Hy

Cov/Ha

C3””/H3””

Ca/Ha

CS””/HS””

Determination

condition

Reference

72.3/4.05,3.70

36.5/2.79

111.4/5.22

78.5/3.65

79.9/3.65

74.8/3.39

65.7/3.27

75.5MHz,
CDsOD
/
300.13MHz,
CDsOD

[111]

72.2/3.71,4.04

36.5/2.80

112.1/5.11

77.8/3.93

80.5/3.73

75.0/3.95

65.6/3.57

125MHz,
CDsOD
/
500MHz,
CDsOD

[112]

71.6/-

35.0/2.73

109.4/5.80

77.3/-

79.9/-

74.1/-

64.3/-

100MHz,
D:0
/
400MHz,
D20

[113]

72.3/3.71,4.08

36.6/2.79

111.4/5.21

78.6/3.68

80.2/-

74.8/3.60-3.65

65.8/3.31

100MHz,
D20
/
400MHz,
D20

[114]

72.6/4.00,3.72

36.9/2.79

111.4/4.90

78.4/3.87

80.9/-

75.4/3.92,3.74

66.0/3.54

125MHz,
CDsOD
/
500MHz,
CDsOD

[115]

71.8/4.04,3.64

36.3/2.70

111.0/4.90

78.1/3.87

80.6/-

75.1/3.93,3.74

65.7/3.55

125 MHz,
CDsOD
/

500 MHz,
CDsOD

[115]

72.4/4.00

36.6/2.79

111.0/4.90

112.0/5.15

78.1/3.73

78.1/3.96

80.6/-

80.2/-

75.1/3.92,3.75

74.9/4.05,3.92

65.6/3.54

65.2/3.59
75 MHz,
CDsOD
/
500 MHz,
CDsOD

[116]

72.32/3.75,3.96

36.12/2.79

111.80/5.09

110.55/4.90

77.93/3.93

77.83/3.86

80.56/-

80.56/-

74.75/3.72

74.75/3.72

65.13/3.57

65.13/3.54
75MHz
CDsOD
/
300MHz
D20

[117]
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Table S18. NMR Spectroscopic Data (6) of Compounds 163~173

No. 163 164 165 166 167 168 169 170 171 172 173
Caffeoyl
127.6/- 125.5/- 126.4/- 127.8/- 127.6/- 125.5/- 125.52/- 125.51/- 125.5/- 127.44/- 127.7/-
Ci/Hi
Co/Hz 115.2/7.04 114.8/7.06 115.1/7.05 115.4/7.05 114.7/6.4-7.2 114.7/7.00 114.72/7.09 114.77/7.04 115.0/7.05 116.26/7.64 115.4/7.07
Cs/Hs 146.9/- 145.6/- 146.1/- 146.9/- 149.5/- 145.5/- 145.48/- 145.54/- 145.7/- 148.14/- 146.8/-
Cs/Ha 149.8/- 148.5/- 148.8/- 149.9/- 146.6/- 148.5/- 148.39/- 148.49/- 148.6/- 151.06/- 149.6/-
Cs/Hs 116.5/6.77 115.8/6.76 116.2/6.77 116.6/6.78 116.5/6.4-7.2 115.8/6.75 113.41/6.82 113.43/6.76 115.9/6.75 117.18/7.20 116.5/6.78
Ce/Hs 123.1/6.95 121.3/7.01 122.2/7.01 123.3/6.96 123.1/6.4-7.2 121.4/6.98 121.32/7.00 121.41/6.98 121.5/6.96 122.80/7.20 123.1/6.98
C7/H7 147.8/7.58 145.1/7.49 114.1/6.26 114.9/6.27 168.3/- 145.6/7.46 145.59/7.52 146.76/7.47 145.1/7.45 147.22/8.03 147.2/7.56
Cs/Hs 115.2/6.29 114.2/6.27 146.0/7.50 148.3/7.60 115.4/6.26 113.6/6.20 115.73/6.24 115.78/6.20 113.9/6.19 115.22/6.73 115.3/6.34
Co/Ho 168.6/- 165.7/- 166.7/- 168.6/- 148.1/7.60 165.7/- 165.51/- 165.90/- 166.7/- 167.47/- 168.3/-
Gle 104.3/4.39 104.1/4.28 101.3/4.57 103.5/4.49
104.4/4.35 100.1/4.74 102.7/4.39 102.37/4.41 102.24/4.35 102.7/4.28 104.76/4.81
Ci/Hr 104.8/4.30 104.5/4.38 101.8/4.54 104.3/4.63
76.3/3.39 75.9/- 81.1/3.56 82.6/3.67
Co/Hr 75.2/3.27 73.3/4.65 76.6/3.08 74.36/3.28 74.42/3.23 74.0/3.12 76.13/4.02
75.2/3.20 74.9/- 74.3/2.99 75.4/3.09
Cs/Hx 75.8/3.60 74.1/3.42 73.5/3.66 81.7/3.81 81.5/- 77.7/3.86 78.88/3.77 78.95/3.72 81.1/3,40 80.84/4.47 81.3/4.09
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Cs/Ha

Cs/Hs

Ce/H¢'

Xyl

Ci/H1~

Cz/Hzr

Cs/Hs"

Cu/Ha

Cs/Hs"

Rhamnose

Cr/Hr

Cor/Har

72.4/4.89

74.9/3.71

69.4/3.85,3.61

105.3/4.24

74.9/3.15

77.6/3.30

71.1/3.45

66.9/3.14,3.82

70.0/3.22

75.7/3.39

65.7/3.96,3.58

104.0/4.20

73.3/2.98

76.6/3.09

69.6/3.28

68.2/3.70,3.02

69.2/4.71

76.6/3.08

66.0/2.98,3.66

104.2/4.15

73.6/2.96

76.7/3.68

69.7/3.25

68.3/3.45,3.66

77.9/3.34

70.7/5.00

71.6/3.28

74.9/3.77

78.0/3.23

69.5/3.94,3.64

62.8/3.83,3.64

103.1/5.18

72.5/3.91

77.6/-

70.3/-

71.4/-

74.6/-

77.6/-

69.3/-

62.6/-

102.8/5.16

72.1/-

77.1/3.12
69.2/4.77
68.99/4.81 69.19/4.74
69.7/3.11
74.3/3.50
72.91/3.69 73.12/3.70
77.1/3.16
60.8/3.38,3.34 65.94/3.58- 67.95/3.65-
61.0/3.68,3.52 3.39 3.45
103.82/4.12
73.22/2.97
76.31/3.08
69.48/3.23
65.62/2.98,3.64
101.14/5.10
101.3/5.03 101.19/5.04
100.48/4.55
70.42/3.75
70.4/3.81 70.50/3.70
70.61/3.66

Ss1

68.6/3.22

74.3/3.47

63.5/4.19,4.36

105.9/4.26

71.3/3.37

72.7/3.33

67.8/3.59

65.8/3.36,3.65

99.4/5.27

81.0/3.77

70.62/5.69

76.81/3.97

62.55/4.11,4.20

108.01/5.18

73.76/4.51

75.23/4.10

70.17/4.23

67.84/3.72,4.25

102.14/6.41

82.47/4.77

78.1/3.28

70.3/4.98

72.3/3.01

74.3/3.67

78.1/3.21

67.5/3.49,3.76

63.2/3.43,3.77

104.9/4.53

73.2/3.56

74.1/3.47

69.8/3.73

67.4/3.16,3.77

102.3/4.62

72.0/3.83



C3'”/H3”’

Ca/Ha

Cs/Hs»

Cor/Hg-

Cr/Hy

Co/Ha

Co/Hy»

CufHa

Csv/Hs»

Ce/He

CrfHom

Cs/Hs

131.4/-

117.1/6.70

146.1/-

144.7/-

116.3/6.66

121.3/6.56

36.6/2.79

72.4/4.03,3.71

129.2/-

115.4/6.55

144.9/-

143.5/-

116.2/6.54

119.6/6.41

35.0/2.56

69.8/3.78,3.53

129.9/-

116.3/6.64

144.0/-

146.0/-

116.8/6.58

119.4/6.51

70.83/3.61,3.87

35.66/2.69

72.2/3.57

73.9/3.28

70.5/3.55

18.5/1.08

131.6/-

117.3/6.71

146.2/-

144.8/-

116.4/6.68

121.4/6.58

36.7/2.80

72.5/4.04,3.74

72.1/- 70.4/3.27
73.7/- 71.8/3.11
70.6/- 68.9/3.34
18.4/1.08 18.2/0.96
131.5/- 129.1/-
113.9/6.4-7.2 116.3/6.62
148.7/- 145.0/-
145.7/- 143.5/-
116.1/6.4-7.2 115.5/6.62
122.4/6.4-7.2 119.6/6.49
72.1/- 35.0/2.68
36.6/2.84 70.3/3.88,3.62
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70.25/3.35

70.47/3.48

71.71/3.17

71.88/3.20

68.65/3.42

68.35/3.43

18.07/1.02

17.69/1.10

129.99/-

116.27/6.69

144.88/-

143.45/-

115.47/6.54

119.48/6.68

35.05/2.75

70.25/3.70,3.89

70.21/3.29

71.76/3.12

68.74/3.36

18.10/0.96

129.28/-

116.34/6.64

144.91/-

143.47/-

115.49/6.63

119.79/6.49

35.01/2.69

70.47/3.63-

3.88

70.6/3.56

72.8/3.16

68.0/3.90

17.9/1.10

129.3/-

116.4/6.60

145.4/-

143.6/-

115.6/6.58

119.6/6.45

35.2/2.60

70.4/3.58,3.78

73.27/4.49

74.87/4.13

70.49/4.40

19.45/1.58

130.86/-

117.96/7.22

147.65/-

146.15/-

117.01/7.18

120.94/6.75

36.62/2.98

71.81/3.91,4.30

72.0/3.66

73.9/3.34

69.9/3.6

18.0/1.19

131.8/-

117.5/6.73

146.1/-

144.8/-

116.3/6.68

121.5/6.57

36.8/-

72.3/3.7,4.01



Cor/Ho

Car[Harm

Cs[Hsm

Determination

condition

Reference

100MHz,
CDsOD/

400MHz,
CDsOD

[118]

100MHz,
DMSO-de/
400MHz,

DMSO-ds

[101]

109.2/4.80

109.9/5.19

73.6/2.96

74.4/3.24

79.2/-

79.1/-

73.8/3.56,3.78

74.0/3.56,3.78

63.9/3.35

63.9/3.35

100MHz,

DMSO-de/

500MHz,
DMSO-ds

[119]

56.6/3.84

22.5MHz 100MHz
MeOH-d4/
Methanol-ds/ DMSO-ds/
400MHz
89.55MHz 400MHz
MeOH-ds
Methanol-ds DMSO-ds
[120] [121] [122]

90.53 MHz
DMSO-ds
+CFsCO:H/
360 MHz
DMSO-ds
+CFsCO:H

[123]

90.53 MHz
DMSO-ds
+CFsCO:2H/
360 MHz
DMSO-ds
+CF:CO:H

[124]

150MHz,
DMSO-de/
600MHz,

DMSO-ds

[125]

150.35MHz
Py-ds /
600MHz Py-
ds

[126]

125MHz,
CDsOD/

500MHz,
CDsOD

[127]

SS3



