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Figure 10S. 'H-'3C HMBC (8 Hz) NMR spectrum of compound 3
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Figure 11S. 'H (500 MHz) and '3C (125 MHz) NMR data of compound 4 in CDs0D, 25°C; on-line PDA UV spectrum in

MeCN/H,0, ECD spectrum in MeOH
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Figure 13S. 'H (500 MHz) and '3C (125 MHz) NMR data of compound 7 in CD:0D, 25°C
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Figure 21S. 'H-'3C HMBC (8 Hz) NMR spectrum of compound 10
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Figure 22S. 'H (500 MHz) and '3C (125 MHz) NMR data of compound 11 in CD;0D, 25°C; on-line PDA UV spectrum in

MeCN/H20; ECD spectrum in MeOH
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Figure 23S. 'H (500 MHz) and '3C (125 MHz) NMR data of compound 12 in CDs0D, 25°C; on-line PDA UV spectrum in
MeCN/H,0O; ECD spectrum in MeOH
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Figure 31S. 'H-'3C HMBC (8 Hz) NMR spectrum of compound 14
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Figure 33S. 'H (500 MHz) and *3C (125 MHz) NMR data of compound 18 in CD30D, 25°C; on-line PDA UV spectrum in

MeCN/H,0; ECD spectrum in MeOH
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Figure 48S. 'H (500 MHz) and *C (125 MHz) NMR data of compound 27 in CD30D, 25°C; on-line PDA UV spectrum in
MeCN/H20; ECD spectrum in MeOH
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Figure 50S. 'H (500 MHz) and *3C (125 MHz) NMR data of compound 29 in CDsOD, 25°C; on-line PDA UV spectrum in

MeCN/H20; ECD spectrum in MeOH
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Figure 67S. 'H-'3C HMBC (8 Hz) NMR spectrum of compound 32
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Figure 68S. 'H (500 MHz) and *3C (125 MHz) NMR data of compound 33 in CDsOD, 25°C; on-line PDA UV spectrum in
MeCN/H.0
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Figure 69S. 'H (500 MHz) and '3C (125 MHz) NMR data of compound 34 in CD;0D, 25°C; on-line PDA UV spectrum in

MeCN/H,0; ECD spectrum in MeOH
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Figure 77S. 'H-'3C HMBC (8 Hz) NMR spectrum of compound 35
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Figure 78S. 'H (500 MHz) and '3C (125 MHz) NMR data of compound 36 in CD;0D, 25°C; on-line PDA UV spectrum in
MeCN/H20; ECD spectrum in MeOH
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Figure 79S. 'H (500 MHz) and '3C (125 MHz) NMR data of compound 37 in CD;0D, 25°C; on-line PDA UV spectrum in

MeCN/H:0
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Figure 80S. 'H (500 MHz) and *3C (125 MHz) NMR data of compound 38 in CDsOD, 25°C; on-line PDA UV spectrum in
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Figure 81S. 'H NMR spectrum of compound 38
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Figure 87S. 'H-'3C HMBC (8 Hz) NMR spectrum of compound 38
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Figure 88S. 'H (500 MHz) and '3C (125 MHz) NMR data of compound 39 in CDs;0D, 25°C
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Figure 95S. 'H-3C HMBC (8 Hz) NMR spectrum of compound 39
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Table S1.

No. Compound name Regression equation R? Calibration range LOD LOQ
[ug/mL] [pug/mL] [ug/mL]
1 Danshensu y=-0.0002x2+0.0194x+0.0045 0.9977 0.2-35 0.1 0.4
2 Menisdaurin y=-0.0004x2+0.0374x+0.0067 0.9987 0.2-35 0.1 0.4
3 z;%'(E)'Caffeoyl'L'threomc y=-0.0024x2+0.0577x+0.0053 0.9995 0.2-12 0.1 0.3
4 i;%'(E)'Caffeoyl'L'threomc y=-0.0004x2+0.0400x+0.0074 0.9989 0.2-35 0.1 0.4
5 Lycoperodine-1 y=-0.0006x2+0.0387x+0.0114 0.9971 0.2-35 0.1 0.4
6 Chlorogenic acid y=-0.0109x2+0.2568x+0.0126 0.9998 0.2-12 0.1 0.3
7 Actinidioionoside y=-0.0013x2+0.0762x+0.0342 0.9937 0.2-12 0.1 0.3
8 Caffeic acid y=-0.0003x2+0.0447x+0.0229 0.9982 0.2-60 0.1 0.3
9 Cryptochlorogenic acid Calibrated using compound 6 curve.
10 3'-O-(E)-Feruoyl-a-
sorbopyranosyl-(2'—1)-a- y=-0.004x2+0.0902x+0.0113 0.9988 0.2-12 0.1 04
glucopyranoside
u j;%’(E)'Caffeoyl'D'glycem y=-0.0004x2+0.0477x+0.021 0.9979 0.3-60 02 0.6
12 :;(i?i'(E)'Caffeoyl'L'threomc y=-0.005x2+0.1131x+0.0107 0.9992 0.2-12 0.1 03
13 Neochlorogenic acid y=-0.0109x2+0.2568x+0.0126 0.9998 0.2-12 0.1 0.3
14 i;%’(E)'Caffeoyl'D'glycem y=-0.0006x2+0.0717x+0.0267 0.9986 0.2-60 0.1 0.3
15 3-O-p-coumaroyl-quinic acid y=-0.0015x2+0.0967x+0.0358 0.9959 0.2-35 0.1 0.4
16 4-O-p-coumaroyl-quinic acid Calibrated using compound 15 curve.
17 5-O-p-coumaroyl-quinic acid Calibrated using compound 15 curve.
18 Globoidnan B y=-0.0003x2+0.0489x+0.0157 0.9989 0.4-60 0.3 0.9
19 Rutin y=-0.0012x%+0.0739x+0.0261 0.9948 0.2-35 0.1 0.3
20 Nicotiflorin isomer Calibrated using compound 24 curve.
21 Quercetin 3-O-f3-glucoside y=-0.0064x2+0.1414x+0.0189 0.9984 0.2-12 0.1 0.3
22 Yunnaneic acid E y=-0.0001x2+0.0077x-0.001 0.9984 0.5-60 0.4 12
28 Quercetin 3-0-(6™O-malonyl)}- ) 5044210.0265x+0.009 0.9944 0.2-35 0.1 0.3
B-glucoside
24 Nicotiflorin y=-0.0018x2+0.1125x+0.0327 0.9966 0.2-35 0.1 0.4
25 Astragalin y=-0.002x%+0.1069x+0.0483 0.9933 0.2-35 0.1 0.3
26 Shimobashiric acid C y=-0.0001x?+0.0509x+0.0116 0.9993 0.3-60 0.2 0.9
27 Rosmarinic acid y=-0.0001x2+0.0509x+0.0116 0.9993 0.2-12 0.1 0.3
28 Kacmplerol 3:0-(60- y=-0.0004x2+0.0284x+0.0073 09968 02-35 01 03
malonyl)-B-glucoside
29 Monardic acid A y=-0.0001x?+0.0017x+0.0032 0.9858 0.5-60 0.5 1.5
30 Yunnaneic acid E-1 Not measured
31 Lithospermic acid A y=-0.0001x2+0.0095x+0.0059 0.9997 0.2-60 0.3 0.9
32 Pulmonarioside A y=-0.0003x2+0.0331x+0.0145 0.9975 0.2-60 02 0.6
33 Salvianolic acid H y=-0.0005x2+0.0683x+0.0135 0.9991 0.2-60 0.1 0.3
34 Lithospermic acid B Not measured
35 Pulmonarioside B y=-0.0002x2+0.0291x+0.0105 0.9982 0.2-60 0.1 0.3
36 Yunnaneic acid B y=-0.0001x2+0.0024x-0.0017 0.9988 0.2-60 0.1 0.3
37 Globoidnan A y=-0.0072x2+0.1572x+0.0108 0.9995 0.2-12 0.1 0.3
38 Pulmitric acid A =-0.0128x2+0.2597x+0.0201 0.9994 0.2-12 0.1 0.3
39 Pulmitric acid B y=-0.0026x2+0.2597x+0.0201 0.9954 0.2-35 0.1 0.3
40 Isosalvianolic acid A =-0.0117x2+0.2729x+0.0298 0.9986 0.2-12 0.1 0.3
41 Isosalvianolic acid A-1 Calibrated using compound 40 curve.
42 Isosalvianolic acid A isomer Calibrated using compound 40 curve.
43 Rosmarinic acid methyl ester y=-0.0154x2+0.3333x+0.0683 0.9973 0.2-12 0.1 0.3
44 Salvianolic acid H9"- y=-0.001x2+0.0691x+0.0125 0.9984 0.2-35 0.1 03
methylester
45 Lycopic acid C Not measured
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