Table S3. LC-qTOF-MS data of selected nonvolatile compounds detected in Matricaria chamomilla white ray floret supercritical fluid extracts in positive ionization

mode.
Extract FAF1 FAF2 FAF3 FAF4 FAF5 FAF6 FAF7 FAF8 FAF9 FAF10 FAF11 FAF12 FAF13
Number Proposed compound Amino acids?, ug mL"
AA1 Proline betaine 0.75¢0.15  2.70¢031  2.35:033  2.87+0.18  1.61:024  0.16:0.01  0.13+0.01 - 0.06£0.00  0.40:0.03  0.08:0.01 042002  0.37:0.02
AA2 (S)-Homostachydrine 0624008  2.38:028  0.16:0.01  230:025  0.74+0.16  0.05:0.00  0.05:0.00 ; - 0012000  0.03:0.00  0.16:0.01  0.13+0.01
AA3 Leucine/Isoleucine 1.09:0.09  4.16:036 191005 336027  0.62:011  0.10£0.00  0.12:0.01 - - 020£0.01  0.05:0.00  0.13:0.01  0.22+0.01
AA4 Prolyl-Histidine 0224001  0.88:0.14  038:0.02  0.82+0.12 - . . ; - . . ; .
AA5 Phenylalanine 035:0.02 0724006  037:002  0.67+0.11 017001  038:0.02  0.01£0.00  0.31:0.02 . 071:0.04 034002  231:0.17  0.700.13
AA6 H-DL-LewDL-Met-DL-Pro- 10601 059:002  0.10£001 0294005  0.0420.00 . . ; - 0.0120.00 . 0.030.00 .
DL-Pro-OH
Total 3.18:0.06  1143:0.14  527+0.13  1030£0.09 317010  0.68:0.01  031:0.02 031002  0.06:0.00  1.33:0.02  049:001  3.05:0.07  1.43+0.06
Ferulic acid derivatives®, pg mL~
FA1 Ferulic acid -O-glucoside I - - 3.80+0.52 - - - - - - - - - -
FA2 Ferulic acid -O-glucoside Il 2.96:0.35  11.16:0.85  879:0.64 1064123  4.39+105 026003 008001  034:005  0.13:001 030002  0.30:0.04 ; 0.35:0.01
FA3 Ferulic acid -O-glucoside Il 0.85:0.13  2.92:032 214035 2894065 0712015  0.03£0.00 - 0.43+0.07 - - 0.2320.02 - .
Total 3.80:0.16  14.08:037 14.74:0.15 13544041 511064  0.29:002  0.08:0.01  077+0.01 013001  030:0.02  0.53+0.01 ; 0.35:0.01
Coumarin derivatives<, ug mL*
cout Skimmin 0.86£0.17  342:024  224+0.13 334033  0.79+0.14 . . ; ; . . ; .
couz Umbelliferone 154023  442:032 054006  149+0.10  0.35:0.06  092:0.19  0.28:0.04  0.55:0.16  051:0.07 187024  0.74:0.15  6.53:044  2.35:0.25
COU3 Herniarin 16.59:237  1135:0.57 5212064  1.62:0.18  6.63:058 2836127 11.92:0.88 1475:0.97  6.12+0.39  34.94+1.83 21.56+1.34  4328+1.51  3585+1.13
(3'%,5'2,9'x,10'b)-O-(3-
COoU4 Hydroxy-6-oxo-7-drimen-  0.77+012  3.06£022 144026 216023  0.35:0.08 - - - - 0.100.00 - 0.200.01 -
11-ylyumbelliferone
Total 1976:1.03  2225:016 9424026  8.62:0.10  812:025  2927+076 12.20:0.49 1531:0.57  6.63:023 3691099 2229:0.84  50.01£0.77  38.20+0.62
Apigenin derivativesd, ug mL?
API1 Apigenin 7-O-glucoside 1.88+0.16 6.87+0.33 7.48+0.54 6.57+0.52 3.78+0.19 0.66x0.12 - - - - 0.33x0.03 - -
API2 Apigenin-7-O-(6"-acetyl- 1212013 4413025  375:046 3461049  126:022 021001  0.21:0.02 - - . 0.10+0.00 - .
gulcoside)
API3 Apigenin-7-O-(4"-acetyl- 0574010  2.02:0.17  1.82+0.83  1.83022  0.65:005  0.11:0.01  0.15:0.01 - ; . 0.06£0.00 - .
gulcoside)
Apigenin-7-O-(6"-
API4 > _ 1244011  417+033  479+0.67 3424031  2.18:0.16  029+0.08  0.52+0.09 - - 0.04£0.00  015:001  0.05:0.00  0.05:0.00
malonyl,4"-acetyl-gulcoside)
API5 Apigenin-7-O-(4"- 6.05:037  2386+1.02  253:023 180017  090:0.12  0.14+0.01  0.22+0.01 : : 0.01:0.00  0.07+0.01  0.02:0.00  0.020.00
malonyl,6"-acetyl-gulcoside)
API6 Apigenin 1824042  7.00:0.66  5.19+091  3.64+0.15  1.12:028  0.29:0.06 . ; 011001  0.24:002  015:0.01 031003  0.26:0.02
Total 12.78+0.14  48.32:032 2555025 20.73:0.16  9.89:0.08  1.700.05  1.09+0.04 - 011001  0.29:001  0.85:0.01 037002  0.32+0.01

aLeucine equivalents; PFerulic acid equivalents; ‘Coumarin equivalents; ¢Apigenin equivalents; a blank indicates that the compound has not been

detected.



