
Table S1 Herbal composition of Tiaochang Xiaoyan tablet 

Latin name English name Chinese name Dosage Place of origin Lot number

Radix Astragali seu 
Hedysari.

Milkvetch root Huang-Qi 15 g Nei Mongol, China 1804001

Radix Linderae Combined spicebush 
root

Wu-Yao 15 g Hunan, China 1804001

Rhizoma Coptidis Coptis Root Huang-Lian 10 g Sichuan, China 1804001

Herba Hedyotis Hedyotis Bai hua she she cao 20 g Hunan, China 1712001

Semen Coicis Coix seed Yi yi ren 30 g Guizhou, China 1803001
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Table S2 Main chemical components of Tiaochang Xiaoyan tablet (TCXYT) extract

No.
Retention time 
(minimum)

Area (maximum) Formula Molecular weight Name

1 1.014 851905.051 C6 H14 N2 O2 146.1057 DL-Lysine

2 1.085 2084841.67 C6 H9 N3 O2 155.06967 L-Histidine

3 1.088 77920697.6 C5 H12 N4 O3 176.09096 L-Canavanine

4 1.091 576947.596 C9 H20 N2 O2 188.15266 N6,N6,N6-Trimethyl-L-lysine

5 1.109 947714.453 C7 H15 N O3 161.10523 DL-Carnitine

6 1.113 31174111.7 C6 H14 N4 O2 174.11185 DL-Arginine

7 1.119 4827890.75 C6 H13 N O5 179.07954 D-Glucosamine

8 1.178 248671.276 C7 H14 N2 O3 174.10049 N-Acetylornithine

9 1.193 189415.329 C7 H15 N O2 145.11043 Acetylcholine

10 1.202 525769.026 C10 H19 N O4 217.13169 Propionylcarnitine

11 1.254 1534833.42 C3 H7 N O3 105.04307 D-Serine

12 1.268 14620239.8 C4 H8 N2 O3 132.05358 Asparagine

13 1.278 1545457.27 C4 H9 N O3 119.05858 Threonine

14 1.301 299118.409 C6 H11 N O3 145.07403 4-Acetamidobutanoic acid

15 1.305 9184726.94 C5 H9 N O4 147.05314 L-Glutamic acid

16 1.321 6788148.17 C4 H7 N O4 133.03759 L-Aspartic acid

17 1.321 2254608.67 C9 H17 N O7 251.10045 Muramic acid

18 1.323 1275889.55 C9 H13 N3 O5 243.08552 Cytidine

19 1.335 737309.153 C6 H13 N O5 179.07954 Kanosamine

20 1.353 5947307.66 C11 H15 N5 O4 281.11107 2'-O-Methyladenosine

21 1.362 1886193.76 C6 H14 O6 182.07905 L-Iditol

22 1.364 14316910.8 C5 H11 N O2 117.07919 Betaine

23 1.372 709537.028 C10 H13 N O3 195.08966 N-Acetyldopamine

24 1.373 6462121.21 C10 H18 N4 O6 290.12247 Argininosuccinic acid

25 1.376 1019714.24 C8 H15 N O6 221.0899 N-Acetyl-D-galactosamine

26 1.395 48715428.9 C5 H9 N O2 115.06359 Proline

27 1.407 743063.223 C6 H10 O7 194.04177 Galacturonic acid

28 1.407 4731840.36 C11 H19 N O9 309.10585 N-Acetylneuraminic acid

29 1.418 1036821.52 C8 H16 N4 O3 216.12222 N-Acetylarginine

30 1.432 7601658.62 C6 H12 O7 196.05743 Gluconic acid

31 1.445 3140574.36 C18 H32 O16 504.16894 D-Raffinose

32 1.456 3977688.15 C6 H6 O3 126.03186 5-Hydroxymethyl-2-furaldehyde

33 1.474 356987.817 C8 H9 N O4 183.05323 4-Pyridoxic acid

34 1.48 13146742.9 C7 H13 N O2 143.09463 DL-Stachydrine

35 1.482 16893287.3 C12 H22 O11 342.11584 α,α-Trehalose

36 1.491 630266.766 C6 H10 O8 210.03684 D-Saccharic acid

37 1.495 957480.128 C11 H20 N2 O3 228.14746 Prolylleucine

38 1.536 533566.051 C9 H11 N O3 181.07411 L-threo-3-Phenylserine

39 1.537 1170679.82 C5 H5 N5 O 151.04951 Guanine

40 1.543 7712636.75 C6 H11 N O2 129.07913 Pipecolic acid

41 1.569 946918.31 C7 H12 O6 192.06367 D-(-)-Quinic acid

42 1.616 113479.558 C6 H15 N O3 149.10539 Triethanolamine

43 1.633 84164.3581 C6 H13 N O4 163.08466 Bicine

44 1.817 1127450.23 C6 H13 O9 P 260.02972 Glucose 1-phosphate

45 1.995 1258417.31 C6 H5 N O2 123.03229 Nicotinic acid

46 2.306 252131.268 C5 H4 N4 O3 168.0285 Uric acid

47 2.37 1087566.73 C5 H4 N4 O 136.03866 Hypoxanthine

48 2.404 5700782.38 C6 H13 N O2 131.09477 Leucine

49 2.504 260179.995 C8 H9 N O 135.06855 Acetanilide

50 2.568 369847.267 C6 H6 O6 174.01655 Trans-aconitic acid

51 2.577 57784033.2 C5 H7 N O3 129.04268 L-Pyroglutamic acid

52 2.831 552223.159 C4 H4 N2 O2 112.02773 Uracil

53 2.88 276983.762 C10 H11 N O3 193.07423 Phenylacetylglycine

54 2.92 323418.136 C6 H11 N3 O 141.09035 L-Histidinol

55 2.981 11721038.4 C10 H13 N5 O4 267.09645 Adenosine

56 3.095 271199.136 C17 H12 Cl F N2 
O

314.06342 Nuarimol

57 3.61 4413431.33 C8 H8 O 120.05788 Acetophenone

58 3.776 307462.154 C6 H11 N O2 129.07921 Nipecotic acid

59 4.49 113151.314 C8 H15 N O4 189.10023 2-Aminooctanedioic acid

60 4.526 419888.382 C10 H12 N4 O5 268.08086 Inosine

61 4.654 5301291.55 C9 H11 N O2 165.07905 L-Phenylalanine

62 4.74 300443.532 C10 H14 N5 O7 P 347.06313 3'-Adenosine monophosphate

63 5.578 359566.303 C10 H14 N2 O4 226.0954 Carbidopa

64 5.931 11550355.7 C11 H9 N O2 187.06337 Indole-3-acrylic acid

65 6.035 175369.867 C11 H13 N O4 223.08456 N-Acetyl-L-tyrosine

66 6.042 154793.429 C11 H12 O5 224.06857 Sinapinic acid

67 6.172 315061.656 C10 H14 N2 O2 194.10582 Nikethamide 1-oxide

68 6.591 49713.4144 C17 H19 N O3 285.13655 Norcodeine

69 6.735 95652.93 C10 H8 O4 192.04254 7,8-Dihydroxy-4-methylcoumarin

70 6.788 270509.405 C19 H21 N O4 327.14697 Hernagine

71 6.887 237398069 C20 H23 N O4 341.16183 N-Methylhernagine

72 7 402806.553 C10 H9 N 143.07362 6-Methylquinoline

73 7.048 247147.547 C11 H12 O3 192.07886 BMK methyl glycidate

74 7.067 197438.512 C8 H7 N O 133.05276 5-Hydroxyindole

75 7.07 383587.03 C19 H23 N O4 329.16261 Sinomenine

76 7.31 4411193.91 C15 H14 O6 290.07905 Catechin

77 7.693 4850576.02 C20 H21 N O4 339.14696 Papaverine

78 7.697 12481235.2 C21 H25 N O4 355.17794 Glaucine

79 7.821 902085.282 C10 H11 N O3 193.07422 4-Methylhippuric acid

80 7.833 245680.584 C9 H11 N O2 165.07903 Benzocaine

81 7.879 1303765.05 C15 H22 O4 266.15144 Verrucarol

82 8.084 74115119.2 C17 H16 F3 N O2 323.11473 Flutolanil

83 8.1 9542048.78 C20 H42 O11 458.2727 PEG n10

84 8.14 1784550.5 C11 H12 O6 240.06299 (3R,4S)-4,6,8-Trihydroxy-7-methoxy-3-
methyl-3,4-dihydro-1H-isochromen-1-one

85 8.311 4332569.07 C22 H46 O12 502.29891 PEG n11

86 8.318 300156.932 C9 H10 O2 150.06824 4'-Methoxyacetophenone

87 8.347 473669.468 C10 H10 O3 178.06311 4-Methoxycinnamic acid

88 8.405 200137.306 C21 H20 O11 448.1004 Kaempferol-7-O-glucoside

89 8.409 332459.73 C16 H18 O9 354.09458 Neochlorogenic acid

90 8.414 1224657.12 C17 H20 O9 368.11058 (3R,5R)-1,3,5-Trihydroxy-4-{[(2E)-3-(4-
hydroxy-3-methoxyphenyl)-2-propenoyl]oxy}
cyclohexanecarboxylic acid

91 8.423 52306256.7 C10 H8 O3 176.04725 4-Methylumbelliferone

92 8.434 84760.9625 C15 H10 O7 302.04222 Robinetin

93 8.703 28668320.5 C27 H30 O16 610.15249 Rutin

94 8.733 2041735.89 C13 H18 O2 206.13073 Ibuprofen

95 8.748 47364845.1 C22 H22 O10 446.12006 Glycitin

96 8.803 534398.729 C10 H13 N O2 179.09476 Phenacetin

97 8.84 516591.244 C28 H58 O15 634.37756 PEG n14

98 8.856 810691.416 C11 H13 N O3 207.08884 N-Acetyl-L-phenylalanine

99 8.877 128638451 C14 H12 O3 228.07837 Resveratrol

100 8.88 144802.43 C9 H8 O3 164.04755 4-Coumaric acid

101 8.907 2411037.27 C15 H12 O4 256.07344 Isoliquiritigenin

102 8.913 253302.339 C9 H6 O2 146.0369 Coumarin

103 8.973 132768.442 C21 H20 O12 464.09559 Quercetin-3β-D-glucoside

104 9.13 45988.0495 C15 H10 O7 302.04277 Quercetin

105 9.134 64687.0043 C10 H9 N O3 191.05813 5-Hydroxyindole-3-acetic acid

106 9.209 1927855.54 C10 H10 O4 194.05796 Meconin

107 9.415 1765942.49 C10 H8 O4 192.04228 6,7-Dihydroxy-4-methylcoumarin

108 9.614 613299.581 C16 H14 O5 286.084 Sakuranetin

109 9.676 12649322.9 C25 H24 O12 516.12641 4,5-Dicaffeoylquinic acid

110 9.843 6422948.65 C9 H16 O4 188.10393 Azelaic acid

111 9.903 105308.54 C15 H22 O4 266.15192 3-Hydroxy-4-(2-hydroxy-6-methyl-2-
heptanyl)benzoic acid

112 9.96 391564.181 C11 H12 O4 208.07371 6-Hydroxy-8-methoxy-3-methyl-3,4-
dihydro-1H-isochromen-1-one

113 10.096 768208.665 C16 H12 O4 268.07344 Formononetin

114 10.141 22539616.5 C22 H22 O9 430.12533 Ononin

115 10.417 196633.46 C7 H5 N O S 151.00925 1,2-Benzisothiazolin-3-one

116 10.766 22507245.3 C14 H14 O4 246.08894 (5S,6S)-5-Hydroxy-4-methoxy-6-[(E)-2-
phenylvinyl]-5,6-dihydro-2H-pyran-2-one

117 10.793 419058.666 C10 H18 O4 202.11983 3-tert-Butyladipic acid

118 10.944 30909.2896 C15 H22 O5 282.14681 4-(2,7-Dihydroxy-6-methyl-2-heptanyl)-3-
hydroxybenzoic acid

119 10.982 27464672.4 C16 H12 O5 284.06799 Glycitein

120 11.036 2536982.49 C15 H20 O4 264.13609 Ambrosic acid

121 11.559 411763.661 C22 H23 Cl N2 
O2

382.14398 Loratadine

122 11.731 34964.0387 C15 H12 O5 272.06871 Naringenin

123 11.829 1158473.03 C10 H10 O4 194.05797 Ferulic acid

124 11.99 23621655.3 C18 H34 O5 330.24034 (15Z)-9,12,13-Trihydroxy-15-octadecenoic 
acid

125 12.377 5801211.66 C15 H20 O4 264.13608 3-Methylene-4-[(2E)-3-methyl-4-(4-methyl-
5-oxotetrahydro-2-furanyl)-2-buten-1-yl]
dihydro-2(3H)-furanone

126 12.481 92053.4197 C12 H22 O4 230.15142 Dodecanedioic acid

127 12.537 11630427.8 C9 H10 O3 166.06301 Apocynin

128 12.562 71458.3629 C15 H22 O3 250.15672 2-[(2S,4aR,8aS)-2-Hydroxy-4a-methyl-8-
methylenedecahydro-2-naphthalenyl]acrylic 
acid

129 12.728 302718.891 C15 H22 O4 266.15179 1,9b-Dihydroxy-6,6,9a-trimethyl-
5,5a,6,7,8,9,9a,9b-octahydronaphtho[1,2-c]
furan-3(1H)-one

130 12.97 24890.2411 C15 H22 O 218.16716 Nootkatone

131 12.989 63719.4854 C18 H15 O P 278.0861 Triphenylphosphine oxide

132 13.035 305373.31 C9 H19 N O 157.14674 2,2,6,6-Tetramethyl-4-piperidinol

133 13.156 318209.558 C15 H18 O3 246.12564 3,5a,9-Trimethyl-2,3,3a,4,5,5a,8,9b-
octahydronaphtho[1,2-b]furan-2,8-dione

134 13.255 119906.479 C9 H10 O 134.07327 2,4-Dimethylbenzaldehyde

135 13.265 1902819.59 C13 H24 N2 O 224.18877 N,N'-Dicyclohexylurea

136 13.436 96136.7631 C15 H20 O3 248.1411 (3aR,8R,8aR,9aR)-8-Hydroxy-8a-methyl-
3,5-bis(methylene)decahydronaphtho[2,3-b]
furan-2(3H)-one

137 13.794 109643.92 C15 H24 O 220.1828 (-)-Caryophyllene oxide

138 13.821 17534.1666 C14 H12 O3 228.07863 Trioxsalen

139 13.873 2106417.57 C18 H28 O3 292.2037 9S,13R-12-Oxophytodienoic acid

140 13.945 106388.367 C11 H14 O 162.10451 Valerophenone

141 14.057 11174726.7 C18 H32 O4 312.22984 (9Z,12Z)-6,8-Dihydroxy-9,12-
octadecadienoic acid

142 14.152 84633.5308 C18 H39 N 269.30832 Octadecanamine

143 14.379 338867.245 C18 H34 O4 314.24567 (+/–)12(13)-DiHOME

144 14.933 153711.354 C9 H6 O3 162.03174 7-Hydroxycoumarine

145 14.944 425342.435 C24 H30 O6 414.20419 Bis(4-ethylbenzylidene)sorbitol

146 14.976 39657905.7 C15 H10 O5 270.05239 Genistein

147 15.213 669833.621 C12 H11 N 169.08922 Diphenylamine

148 15.518 105128.32 C16 H30 O4 286.21446 Hexadecanedioic acid

149 15.923 42065.0361 C20 H26 O3 314.18826 Kahweol

150 16.341 172959.956 C13 H17 N O 203.13116 Crotamiton

151 16.353 513069.811 C18 H30 O2 278.22466 α-Eleostearic acid

152 16.413 1993012.28 C15 H22 O2 234.16187 3,5-di-tert-Butyl-4-hydroxybenzaldehyde

153 16.78 5787980.42 C10 H10 O2 162.06807 4-Methoxycinnamaldehyde

154 16.782 186332.042 C8 H7 N 117.0582 Indole

155 16.894 133196.861 C15 H19 N O3 261.1366 MDPBP

156 16.895 212250.263 C18 H30 O3 294.21955 9-Oxo-10(E),12(E)-octadecadienoic acid

157 16.896 270327.051 C17 H24 O3 276.17269 Shogaol

158 16.968 732570.078 C15 H22 O 218.16712 3,5-di-tert-Butylbenzaldehyde

159 17.176 485466.093 C12 H14 O4 222.08916 Monobutyl phthalate

160 17.188 78807.1899 C8 H6 O4 166.0267 Phthalic acid

161 17.19 46388946.9 C16 H22 O4 278.15154 Dibutyl phthalate

162 17.198 214247.191 C8 H7 N O 133.05285 6-Methylbenzoxazole

163 17.541 31923.0691 C14 H26 O4 258.18328 Diisobutyl adipate

164 17.71 431333.43 C18 H34 O2 282.25602 Ethyl palmitoleate

165 18.271 74449.2981 C12 H22 O2 198.16214 4-tert-Butylcyclohexyl acetate

166 19.369 649534.665 C16 H33 N O 255.25621 Hexadecanamide

167 19.558 2056387.78 C23 H32 O2 340.23987 2,2'-Methylenebis(4-methyl-6-tert-
butylphenol)

168 19.862 55974.8979 C16 H30 O 238.22974 Muscone

169 19.937 100935.801 C18 H34 O4 314.24583 Dibutyl sebacate

170 19.997 211966.37 C20 H32 O2 304.2403 Mesterolone

171 20.242 523726.765 C20 H32 O2 304.2403 Arachidonic acid

172 21.705 848468.574 C18 H37 N O 283.28762 Stearamide

173 23.043 2072873.03 C24 H38 O4 390.27677 Bis(2-ethylhexyl) phthalate

174 26.097 364077.628 C22 H45 N O 339.3502 Docosanamide
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