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Table S1  Detail results of intra-day repeatability of the HS-SPME method 

Compounds RI 

Peak area 

RSD 

1 2 3 4 5 

Linalool 1101 448 738 007 40 0568 601 432 951 763 400 844 011 402 062 770 4.81% 

α-Terpineol 1192 124 692 738 115 885 847 127 535 092 116 741 895 116 297 176 4.07% 

Methyl salicylate 1195 22 038 230 21 430 597 23 001 927 21 676 081 25 461 199 6.47% 

Nerol 1230 42 699 351 45 667 533 45 569 752 42 018 502 43 774 982 3.36% 

Geraniol 1256 134 542 778 120 311 308 133 193 798 118 651 646 134 252 875 5.57% 

α-Ionone 1429 22 955 364 24 061 178 25 551 452 23 271 083 22 978 478 4.12% 

β-Ionone 1487 96 875 958 85 609 915 87 557 542 95 417 283 91 660 054 4.75% 

(E)-Nerolidol 1569 58 647 059 50 037 543 51 395 227 51 049 009 57 438 631 6.71% 

Phytol 2116 43 291 063 38 229 073 39 012 409 43 352 284 44 375 484 6.04% 

HS-SPME: headspace-solid phase microextraction; RI: retention index; RDS: relative standard deviation 

 

 

 

 

  



 

 

 

 

 

Fig. S1  Total ion chromatograms of the intra-day repeatability experiments 

1: linalool; 2:α-terpineol, 3: methyl salicylate; 4: nerol; 5: geraniol; 6: α-ionone; 7: β-ionone; 8: (E)-nerolidol; 9: phytol 
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Table S4  Compound list with VIP value larger than 1.0 

ID RI Compound VIP value 

Volatiles

V50 1559 4-Methyl-pentadecane 1.590 

V42 1487 β-Ionone 1.495 

V3 1028 D-Limonene 1.425 

V12 1160 L-Menthone 1.423 

V73 2098 Methyl linolenate 1.411 

V47 1539 Dihydroactinidiolide 1.373 

V36 1407 Cyclododecanone 1.360 

V18 1199 Estragole 1.336 

V21 1230 Nerol 1.313 

V38 1429 α-Ionone 1.284 

V15 1174 (-)-4-Terpineol 1.212 

V6 1064 1-Octanol 1.195 

V62 1771 3-Methyl-heptadecane 1.177 

V46 1531 5-Pentylresorcinol 1.134 

V10 1106 Hotrienol 1.134 

V58 1658 α-Cadinol 1.130 

V57 1643 τ-Muurolol 1.118 

V39 1454 Geranyl acetone 1.089 

V67 1869 Diisobutyl phthalate 1.083 

V19 1207 Safranal 1.078 

V34 1392 (E)-2-Hexenyl hexanoate 1.072 

V33 1386 Hexyl hexanoate 1.065 

V5 1062 (Z)-2-Octen-1-ol 1.059 

V13 1165 Benzyl acetate 1.058 

V2 991 β-Myrcene 1.053 

V27 1312 1-Methyl-naphthalene 1.036 

V65 1839 6,10,14-Trimethyl-2-pentadecanone 1.035 

V8 1072 Linaloloxide Ⅱ 1.028 

V35 1397 (Z)-Jasmone 1.023 

V69 1947 Isophytol 1.022 

V66 1842 Caffeine 1.015 

V56 1621 Benzophenone 1.011 

V25 1298 2-Methyl-naphthalene 1.008 

V71 1969 Dibutyl phthalate 1.005 

Bioactive compounds 

1 GC 1.410 

2 EGCG 1.307 

3 EGC 1.160 

4 GA 1.130 

5 CAF 1.006 

VIP: variable importance in the projection. They may have potential to distinguish the sun-dried Pu-erh tea of ancient tea plants 



 

 

 

 
 

Fig. S2  VIP plots of PLS-DA based on volatiles data and bioactive compounds data 

(a) Volatiles data; (b) Bioactive compounds data 

 


