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Identification of Chemical Constituents in Cuochuangxiao Lotion by UPLC-Q-TOF-MS
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ABSTRACT: OBJECTIVE To analyze and identify the chemical constituents of Cuochuangxiao lotion. METHODS The sam-
ple was separated on an Acquity HSS T reverse phase column (2.1 mm X100 mm, 1.8 pm) with the gradient elution consisted
of 0.1% formic acid in MeCN and 0.1% formic acid in water as mobile phases at a flow rate of 0.3 mL/min. The electrospray
ionization (ESI) source in positive or negative ion mode was used for MRM mode. The chemical constituents in Cuochuangxiao
lotion were inferred and identified by accurate mass data, the element compositions analysis, the database of Scifinder, stand-
ards and relevant literatures. RESULTS 59 compounds from the Cuochuangxiao lotion were identified, mainly including an-
thraquinones, iridoids, organic acids and flavonoids. CONCLUSION The method is rapid and sensitive for the chemical con-
stituent identification, which can provide the reference for clarifying the material basis and evaluation of the quality of Cuo-
chuangxiao lotion.
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12 6.94 179.0345 179.0344 0.6 (—)179,161,135  CyHsOy W R A
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15 9.34 729.1452 729.1456 —0.5 (—)729,651,577,407 C37Hz0015 Procyanidin B-1 3-O-gallate S ailel
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26 10.95 417.1181 417.1186 —1.2 (—)417,255 Co1 Hap Oy HEH i L1
27 11.09 541.1346 541.134 6 0 (—)313,227,169 C27Hz O12 Resveratrol 4-O-3-D- S g lel
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31 11.45 5151187 5151190 —0.6 (—)191,179,135  CosHz Oz 3,5-Dicaffeoylquinic acid ~ HgF*
32 11.48 609.1821 609.1819 0.3 (—)301,286,242  CogHyi O B T Hhifi 1)
33 11.51 695.2183 695.2187 —0.6 (—)225,207 C32HyoO17  6-O-trans-p-coumaroylgenipin ~ #g ¥
gentiobioside
34 1156 491.2120 491.2129 —1.8 (—)167,149 CuHyO12  Jasminoside H/jasminoside I #5FL7)
35 11.59 755.2399 755.239 9 0 (—)529,225 C31Hyy Oqg 6-O-trans-sinapoylgenipin #E T
gentiobioside
36 11.74 445.0771 4450771 0 (—)445,269 Car HisOn AT 5 0]
37 1177 393.1181 393.1186 —1.3 (—)>393,231 CiyH» Oy 6-hydroxymusizin-8-O-g-D- K #0s]
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43 12.73 593.186 8 593.1870 —0.3 (+4)447,285,270,242 CosHy Oyy SALH whifi 1)

44 12,92 593.1852 593.1870 —3.0 (—)223,205,123,101 Cas Hy4 Oy 6-O-sinapoylgeniposide W L7

45 13.17 407.1340 407.1342 —0.5 (—)245,230,215,159  CzHyy Oy Torachrysone-8-O-8-D- Lol
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46 13.21 431.0975 431.0978 —0.7 (—)863,431,269 Ca1 Hao O1g Aloe-emodin-8-O-5-D- K wglel
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glucopyranoside/ Chrysophanol-
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51 14.55 299.0559 299.0556 1.0 (—)285,255,227,199 CisH;205 IS AL

52 16.13 607.1807 607.1816 —1.5 (—)607,443, Ca2 H32 Op2 4-(4-hydroxyphenyl)-2- Lo
butanone-4-0-B-D-2-O-galloyl-6-
O-cinnamoyD) -glucopyranoside

53 16.21 269.0450 269.0450 0 (—)269,240,211,167 C15Hi0;5 FERER N

54 16.55 283.0247 283.0243 1.4 (—)239,211,183  Ci5HsOs KR K

55 16.61 285.040 2  285.0399 1.1 (+)269,241,213  Ci5HioOs AREBFER Bk h -

56 18.66 269.0459 269.0450 3.3 (—)269,241,225,210 Ci5HioO5 KEE K~

57 19.03 285.0398 285.0399 —0.4 (—)>285,200,161  Ci5H;O4 IS 0, i 12

58 20.44 253.0502 253.0501 0.4 (—)225,197 CisHi0 Oy K PN

59 21.28 283.0616 283.0606 3.5 (—)283,268,240,212 C15Hi2 O5 PNl K~
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