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Non-targeted secondary metabolites screening of Thymus 
capitatus growing in Palestine

Results

The coupling of HPLC to ESI-QTOF-MS has demonstrated to be a useful tool for the tentative characterization of 41 phenolic

compounds and other polar compounds; most of them have not been described so far in Thymus capitatus.

To the best of our knowledge, this study reports the first characterization work of phenolic compounds (Flavonoids, phenolic acids) and 

other polar compounds in Thymus capitatum. The obtained data may facilitate the quantitative analysis of this important medicinal plant. 

Conclusions:
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formula
Error (ppm) mSigma Major MS/MS fragments Proposed Compound

Hydroxybenzoic acid derivatives

3 8.23 315.0715 315.0722 C 13 H 15 O 9 2.2 38.8 153.0195, 109.0277 Protocatechuic acid glucoside I

6 9.84 301.0571 301.0565 C 12 H 13 O 9 -2.0 41.7 125.0235 Phloroglucinol glucuronide

8 10.48 299.0770 299.0772 C 13 H 15 O 8 0.7 1.3 137.0236 Salicylic acid-O-hexoside I

9 10.68 315.1072 315.1085 C 14 H 19 O 8 4.3 5.0 151.0397 Vanillin hexoside I

12 11.30 659.1826 659.1829 C 28 H 35 O 18 0.5 15.7 497.1281, 335.0764 Tri-O-caffeoylshikimic acid I

15 11.64 329.0880 329.0878 C 14 H 17 O 9 -0.6 9.2 167.0349 Vanillic acid hexoside

39 18.20 389.1249 389.1242 C 20 H 21 O 8 -1.7 35.3 Nd Salicin 2-benzoate

Hydroxycinnamic acid derivatives

5 9.67 325.0927 325.0929 C 15 H 17 O 8 0.4 21.1 163.0416, 145.0296 p-coumaric acid glucoside I

10 10.82 355.1028 355.1035 C 16 H 19 O 9 1.8 5.5 193.0512, 175.0396
Ferulic acid hexoside I

11 10.85 517.1556 517.1563 C 22 H 29 O 14 1.3 11.6 193.0517
3-O-feruloylsucrose

18 12.56 341.0877 341.0878 C 15 H 17 O 9 0.3 1.7 179.0351, 135.0421 Caffeoylhexose I

20 13.43 461.1646 461.1664 C 20 H 29 O 12 4.1 7.4 133.0502 Decaffeoylacetoside or Descaffeoylverbascoside

21 13.57 497.1278 497.1301 C 22 H 25 O 13 4.5 2.0 335.0767, 179.0344 Dicaffeoylshikimic acid I

32 16.59 385.1134 385.1140 C 17 H 21 O 10 1.5 3.4 223.0619, 205.0506 Sinapic acid glucoside

37 18.15 471.1510 471.1508 C 21 H 27 O 12 -0.5 21.3 193.0497 O-(trans)feruloyl-arabinofuranosyl-xylopyranose I

40 18.30 335.0749 335.0772 C 16 H 15 O 8 -1.0 6.5 179.0351, 161.0272, 135.0451 O-Caffeoylshikimic acid I

59 22.94 349.0931 349.0929 C 17 H 17 O 8 -0.5 23.5 193.0502 O-feruloylquinide

Flavonoids derivatives

31 16.56 593.1527 593.1512 C 27 H 29 O 15 -2.6 23.3 431.0987 Kaempferol rhamnoside-hexoside I

35 18.11 623.1596 623.1618 C 28 H 31 O 16 3.4 53.8 Nd
Isorhamnetin 3-O-rutinoside or Lucenin-2-methyl 

ether

41 18.44 449.1097 449.1089 C 21 H 21 O 11 -1.7 12.3 287.0786
Eriodictyol 7-glucoside or Dihydrokaempferol 7-

glucoside I

42 18.46 609.1488 609.1461 C 27 H 29 O 16 -4.4 40.7 447.0911 Quercetin 3-rutinoside (rutin) 

44 18.54 627.1557 627.1567 C 27 H 31 O 17 1.6 16.3 465.1038, 303.0515
Taxifolin dihexoside

(Calodendroside A)

47 19.63 447.0934 447.0933 C 21 H 19 O 11 6.4 12.7 357.0591, 327.0519
Luteolin 6-C-glucoside

(Isoorientin)

48 19.85 579.1736 579.1719 C 27 H 31 O 14 -2.9 14.7 271.0722
Naringenin 7-neohesperidoside or Naringenin 7-

rutinoside I

51 20.84 447.0943 447.0933 C 21 H 19 O 11 -2.2 31.2 285.0437 Luteolin-O-hexoside I


