Table S1. Identification of 87 nonvolatile compounds in this study.

Theoretical Experimental Relative concentration (mg/kg)
No. Compounds RT (min) Formula mass mass Ref
(IM=H]") (IM=H]") Maofeng Congou Xiangluo Jinzhen
C1 D-(-)-quinic acid* 1.46 C7H1206 191.0561 191.0549 751.62+118.45 1003.104201.58 445.94+120.59 631.42485.39 [1]
C2 Caffeic acid hexoside 1.48 C12H22011 341.1089 341.1081 1.8340.27 1574041 1.6640.34 1.4740.27 [1]
C3 (E)GC-(E)GC-1 5.29 C30H26014 609.1250 609.1263 2.724.24 2.60+1.01 1.4340.51 1.2340.44 [1]
c4 B-glucogallin* 5.42 C13H16010 331.0671 331.0671 25.0246.67 18.2544.12 18.5847.80 22.2947.51 [1]
C5 Galloyl acid* 5.42 C7H605 169.0142 169.0131 1125.48+183.99 1040.99+150.95 1139.19+133.71 1054.82+186.17 [1]
C6 3-O-Galloylquinic acid* 6.63 C14H16010 343.0671 343.0667 300.59438.99 245.34428.14 250.56432.36 238.60446.12 [1]
c7 (E)GC-(E)GC-2 7.49 C30H26014 609.1250 609.1232 0.0840.07 0.08+40.05 0.0240.03 0.0440.03 [1]
C8 Gallocatechin-glucoside 8.93 C21H24012 467.1195 467.1186 0.3640.13 0.2840.06 0.1140.05 0.1640.04 [1]
c9 GC* 9.8 C15H1407 305.0667 305.0666 1.60+40.68 1.5140.67 0.8440.36 1.1340.55 [1]
C10 (E)GC-(E)GC-4 10.35 C30H26014 609.1250 609.1236 0.2140.10 0.2040.08 0.0540.04 0.1040.03 [1]
Cl11 3-Caffeoylquinic acid 11.65 C16H1809 353.0878 353.0880 15740.71 1.3640.53 0.5140.17 0.6440.62 [1]
C12 Theasinensin B 13.31 C37H30018 761.1359 761.1361 21.4746.93 19.3044.81 10.7342.88 13.3243.19 [2]
C13 3-p-coumaroylquinic acid 14.25 C16H1808 337.0929 337.0931 55.874+15.15 64.86424.58 38.9149.87 34.0247.72 [1]
Cl4 Theacitrin A 14.39 C37H28018 759.1203 759.1201 8.77+.69 8.37.74 4.63+.18 4.87H.25 [2]
C15 3-p-coumaroylquinic acid isomer 14.83 C16H1808 337.0929 337.0931 5458+1.18 62.44418.20 35.4547.47 33.8647.18 [1]
C16 proanthocyanidin B1* 15.28 C30H26012 577.1351 577.1355 0.6540.85 1.1340.71 0.6440.58 0.4840.42 [1]
C17 proanthocyanidin B3* 15.55 C30H26012 577.1351 577.1357 0.6140.99 1.1840.77 0.6740.58 0.7140.63 [1]
C18 EGC* 15.76 C15H1407 305.0667 305.0665 26.90+11.83 25.6629.52 16.3443.87 19.64410.78 [1]
C19 Cc* 17.11 C15H1406 289.0718 289.0719 16.0346.78 13.2648.73 8.8145.78 8.5846.77 [1]
C20 chlorogenic acid 17.38 C16H1809 353.0878 353.0881 6.13+2.46 491H4.77 2.6440.75 3.3743.09 [1]
c21 digalloyl glucose 19.16 C20H20014 483.0780 483.0779 144.57448.78 78.47432.92 73.57436.36 95.26441.92 [1]
C22 4-caffeoylquinic acid 19.51 C16H1809 353.0878 353.0878 4.68+.82 4.47H.36 1.9040.57 2.23#.05 [1]
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Compounds labeled with * mean that their identification are based on authentic standard.



