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The selected obtained chromatograms of the studied EOs and scCO2 extracts are 

shown in Figures S1-S12. 

 

Figure S1. Chromatogram of air-dried Angelica root EO. 

 

Figure S2. Chromatogram of air-dried Angelica root scCO2 extract. 
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Figure S3. Chromatogram of air-dried marsh Labrador tea EO. 

 

Figure S4. Chromatogram of air-dried marsh Labrador tea scCO2 extract. 

 

Figure S5. Chromatogram of air-dried common tansy inflorescence EO. 
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Figure S6. Chromatogram of air-dried common tansy inflorescence scCO2 extract. 

 

Figure S7. Chromatogram of the silylated Angelica root EO. Peaks at 15.6 and 30.7 min are 

internal standards, C:21 respective betulinol. 

 

Figure S8. Chromatogram of the silylated Angelica root scCO2 extract. Peaks at 15.6 and 30.7 min 

are internal standards, C:21 respective betulinol. 
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Figure S9. Chromatogram of the silylated marsh Labrador tea EO. Peaks at 15.6 and 30.7 min are 

internal standards, C:21 respective betulinol. 

 

Figure S10. Chromatogram of the silylated marsh Labrador tea main scCO2 extract. Peaks at 15.6 

and 30.7 min are internal standards, C:21 respective betulinol. 

 

Figure S11. Chromatogram of the silylated common tansy inflorescence EO. Peaks at 15.6 and 30.7 

min are internal standards, C:21 respective betulinol. 
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Figure S12. Chromatogram of the silylated common tansy inflorescence scCO2 extract. Peaks at 

15.6 and 30.7 min are internal standards, C:21 respective betulinol. 

Fragmentation patters of selected main compounds are shown in Figures S13-S44. 

Red bars indicate the unknown peak and blue bars indicate the compound found in the 

library. 

 

 

Figure S13. Fragmentation pattern of β-phellandrene found in Angelica root EO.  

 

Figure S14. Fragmentation pattern of α-phellandrene found in Angelica root EO. 

Scan 220 (7.513 min): VaiPJ_oil_251120.D\ data.ms β-PhellandreneHead to Tail MF=923 RMF=940
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Scan 194 (7.108 min): VaiPJ_oil_251120.D\ data.ms α-PhellandreneHead to Tail MF=919 RMF=927
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Figure S15. Fragmentation pattern of α-pinene found in Angelica root EO and common tansy 

inflorescence EO. 

 

Figure S16. Fragmentation pattern of sabinene found in Angelica root EO, common tansy 

inflorescence EO and scCO2 extracts. 

 

Figure S17. Fragmentation pattern of p-cymene found in Angelica root EO, scCO2 extract and 

common tansy inflorescence EO. 

Scan 120 (5.956 min): VaiPJ_oil_251120.D\ data.ms α-PineneHead to Tail MF=938 RMF=952
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Scan 160 (6.579 min): VaiPJ_oil_251120.D\ data.ms Bicyclo[3.1.0]hexane, 4-methylene-1-(1-methylethyl)-Head to Tail MF=916 RMF=935
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Scan 213 (7.404 min): VaiPJ_oil_251120.D\ data.ms p-CymeneHead to Tail MF=911 RMF=925
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Figure S18. Fragmentation pattern of camphor found in Angelica root EO and scCO2 extract. 

 

Figure S19. Fragmentation pattern of pentadecalactone found in Angelica root scCO2 extract. 

 

Figure S20. Fragmentation pattern of osthole found in Angelica root scCO2 extract. 

Scan 331 (9.374 min): PY2_1.D\ data.ms Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)-Head to Tail MF=950 RMF=961
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Average of 18.013 to 18.034 min.: VPJ2_1.D\ data.ms Oxacyclohexadecan-2-oneHead to Tail MF=797 RMF=830
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Scan 868 (20.943 min): VPJ2_1.D\ data.ms OstholeHead to Tail MF=849 RMF=854

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380

0

50

100

50

100

15

15 27

28

39

39

51

51

63

63

77

77

89

89

103

103

115

115

131

131

141

141

159

159

175

175

189

189

201

201

213

213

229

229

244

244

252 262 280 307 321 355 380



Molecules 2021, 26, 7121 8 of 15 
 

 

 

Figure S21. Fragmentation pattern of trans-chrysanthenyl acetate found in Angelica root scCO2 

extract, common tansy inflorescence EO and scCO2 extracts. 

 

Figure S22. Fragmentation pattern of β-myrcene found in marsh Labrador tea EO. 

 

Figure S23. Fragmentation pattern of 9-epi-β-caryophyllene found in marsh Labrador tea EO and 

scCO2 extracts. 

 

Scan 385 (10.537 min): PY2_1.D\ data.ms Bicyclo[3.1.1]hept-2-en-6-ol, 2,7,7-trimethyl-, acetate, [1S-(1α,5α,6β)]-Head to Tail MF=945 RMF=946
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Scan 175 (6.812 min): SP_oil_101019.D\ data.ms β-MyrceneHead to Tail MF=946 RMF=961
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Scan 534 (13.747 min): SP_oil_101019.D\ data.ms (1R,9R,E)-4,11,11-Trimethyl-8-methylenebicyclo[7.2.0]undec-4-eneHead to Tail MF=896 RMF=946
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Figure S24. Fragmentation pattern of palustrol found in marsh Labrador tea EO and scCO2 

extracts. 

 

Figure S25. Fragmentation pattern of ledol found in marsh Labrador tea EO and scCO2 extracts. 

 

Figure S26. Fragmentation pattern of terpinen-4-ol found in common tansy inflorescence EO. 

Scan 599 (15.147 min): SP2_1.D\ data.ms 4aH-Cycloprop[e]azulen-4a-ol, decahydro-1,1,4,7-tetramethyl-, [1aR-(1aα,4β,4aβ,7α,7aβ,7bα)]-Head to Tail MF=940 RMF=942
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Scan 618 (15.557 min): SP2_1.D\ data.ms LedolHead to Tail MF=923 RMF=923
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Scan 353 (9.848 min): PieY_oil_251120.D\ data.ms Terpinen-4-olHead to Tail MF=879 RMF=913
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Figure S27. Fragmentation pattern of camphen-6-ol found in common tansy inflorescence EO and 

scCO2 extracts. 

 

Figure S28. Fragmentation pattern of eucalyptol (syn. 1,8-cineole) found in common tansy 

inflorescence EO and scCO2 extracts. 

 

Figure S29. Fragmentation pattern of bornyl acetate found in Angelica root EO, common tansy 

inflorescence EO and scCO2 extracts. 

 

Average of 9.676 to 9.676 min.: PieY_oil_251120.D\ data.ms Camphenol, 6-Head to Tail MF=878 RMF=921
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Scan 222 (7.544 min): PY2_1.D\ data.ms EucalyptolHead to Tail MF=935 RMF=937
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Scan 422 (11.334 min): PY2_1.D\ data.ms Bornyl acetateHead to Tail MF=904 RMF=906
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Figure S30. Fragmentation pattern of cis-sabinene hydrate found in common tansy inflorescence 

EO. 

 

Figure S31. Fragmentation pattern of osthole, trimethylsilyl (TMS) derivate found in silylated 

Angelica root scCO2 extract. 

 

Figure S32. Fragmentation pattern of 2'-angeloyl-3'-isovaleryl vaginate, TMS derivate found in 

silylated Angelica root scCO2 extract. 

Scan 260 (8.136 min): PY2_1.D\ data.ms Bicyclo[3.1.0]hexan-2-ol, 2-methyl-5-(1-methylethyl)-, (1α,2β,5α)-Head to Tail MF=877 RMF=889
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Scan 443 (10.105 min): VP1_1.D\ data.ms OstholeHead to Tail MF=896 RMF=897
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Scan 1151 (21.746 min): VP1_1.D\ data.ms (Z)-(8S,9R)-8-(2-((3-Methylbutanoyl)oxy)propan-2-yl)-2-oxo-8,9-dihydro-2H-furo[2,3-h]chromen-9-yl 2-methylbut-2-enoateHead to Tail MF=824 RMF=832
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Figure S33. Fragmentation pattern of oxypeucedanin, TMS derivate found in silylated Angelica 

root scCO2 extract. 

 

Figure S34. Fragmentation pattern of archangelicin, TMS derivate found in silylated Angelica root 

scCO2 extract. 

 

Figure S35. Fragmentation pattern of palustrol, TMS derivate found in silylated marsh Labrador 

tea EO and scCO2 extracts. 

Scan 715 (14.577 min): VP1_1.D\ data.ms OxypeucedaninHead to Tail MF=867 RMF=894
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Scan 1198 (22.519 min): VP1_1.D\ data.ms (Z)-2-((8S,9R)-9-(((Z)-2-Methylbut-2-enoyl)oxy)-2-oxo-8,9-dihydro-2H-furo[2,3-h]chromen-8-yl)propan-2-yl 2-methylbut-2-enoateHead to Tail MF=826 RMF=855
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Scan 56 (3.741 min): SP3_1.D\ data.ms 4aH-Cycloprop[e]azulen-4a-ol, decahydro-1,1,4,7-tetramethyl-, [1aR-(1aα,4β,4aβ,7α,7aβ,7bα)]-Head to Tail MF=903 RMF=912
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Figure S36. Fragmentation pattern of lauric acid, TMS derivate found in silylated marsh Labrador 

tea EO, scCO2 extracts, common tansy inflorescence EO and scCO2 extracts. 

 

Figure S37. Fragmentation pattern of palmitic acid, TMS derivate found in silylated Angelica root 

EO, scCO2 extract, marsh Labrador tea EO, scCO2 extracts, common tansy inflorescence EO and 

scCO2 extracts. 

 

Figure S38. Fragmentation pattern of alcohol 24:0, TMS derivate found in silylated marsh 

Labrador tea scCO2 extracts and common tansy inflorescence scCO2 extracts. 

Scan 87 (4.251 min): SP3_1.D\ data.ms Dodecanoic acid, TMS derivativeHead to Tail MF=923 RMF=924
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Scan 378 (9.036 min): SP3_1.D\ data.ms Palmitic Acid, TMS derivativeHead to Tail MF=914 RMF=916
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Scan 974 (18.836 min): SP3_1.D\ data.ms 1-Tetracosanol, TMS derivativeHead to Tail MF=876 RMF=876
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Figure S39. Fragmentation pattern of n-nonacosane found in silylated marsh Labrador tea scCO2 

extracts and common tansy inflorescence scCO2 extracts. 

 

Figure S40. Fragmentation pattern of hentriacontane found in silylated marsh Labrador tea scCO2 

extracts and common tansy inflorescence scCO2 extracts. 

 

Figure S41. Fragmentation pattern of lupeol, TMS derivative found in silylated marsh Labrador 

tea scCO2 extracts. 

Scan 1121 (21.253 min): SP3_1.D\ data.ms NonacosaneHead to Tail MF=908 RMF=908
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Scan 1311 (24.377 min): SP3_1.D\ data.ms HentriacontaneHead to Tail MF=889 RMF=894
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Scan 1560 (28.472 min): SP3_1.D\ data.ms Lupeol trimethylsilyl etherHead to Tail MF=764 RMF=764
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Figure S42. Fragmentation pattern of linoleic acid, TMS derivative found in silylated Angelica root 

scCO2 extract and common tansy inflorescence scCO2 extracts. 

 

Figure S43. Fragmentation pattern of parthenolide, TMS derivative found in silylated common 

tansy inflorescence scCO2 extracts. 

 

Figure S44. Fragmentation pattern of β-amyrin, TMS derivative found in silylated marsh Labrador 

tea scCO2 extracts and common tansy inflorescence scCO2 extracts. 

Scan 505 (11.124 min): PY2_1.D\ data.ms 9,12-Octadecadienoic acid (Z,Z)-, TMS derivativeHead to Tail MF=839 RMF=846
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Average of 11.963 to 12.012 min.: PY2_1.D\ data.ms 2H-Cyclohepta[b]furan-2-one, 3,3a,4,7,8,8a-hexahydro-7-methyl-3-methylene-6-(3-oxobutyl)-, [3aR-(3aα,7β,8aα)]-Head to Tail MF=828 RMF=828
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Scan 1554 (28.373 min): PY2_1.D\ data.ms β-Amyrin, TMS derivativeHead to Tail MF=700 RMF=785
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