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Table S1 Influence of water content TPC, TFC and RSA values of A. eupatoria obtained using three different NADES (mean + standard
deviation from duplicate).

RSA TPC TEC
water content mmol TE/kg g GAE/kg g RUE/kg
% wW/w Choline chloride: Tartaric acid 1:1
20% 260.1+1.9 25.74 + 0.59 38.1+1.1
30% 258 +23 26.56 +0.99 39.5+5.0
40% 275 +21 26.52 +0.94 455+04
50% 351 +23 343+1.1 50.9 +6.5
Choline chloride: Urea 1:2
20% 395 +20 40.00 £ 0.86 67.79 + 0.86
30% 376 +22 37.17 £0.96 52.3+6.0
40% 445 + 22 43.00 £ 0.56 51.60 +0.26
50% 3172 32.66 +0.60 393+23
Choline chloride: Succinic acid 1:1
20% 196.6 +4.3 19.64 +0.11 222+1.8
30% 107.7 £9.2 9.96 +0.22 13.52 +0.42
40% 479.6 +9.4 442 +1.1 55.9+3.0

50% 330 + 23 314+14 45.3+9.2




Table S2 Influence of water content on phenolic compositions of A. eupatoria obtained from three different NADESs (expressed as

mg/kg of dried sample).
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content v y &, &
(Y%ow/w) Choline chloride: Tartaric acid 1:1
20% 1009 1239 1132 1087 191 281 075 6457 1587 3163  4.04 460.9 1521 192 043 1705 162 592
30% 8.10 887 1727 1848 327 543 138 11941 2369 4216  4.60 596.8 2126 308 076 3161 257 1137
40% 5.85 806 1586 1053 329 504 112 11236 2267  433.1 3.80 618.6 2201 345 065 62.8 103 313
50% 5.79 664 2189 954 483 417 130 13417 2833 4945 420 708.2 272.5 420  0.62 43.1 075 238
Choline chloride: Urea 1:2
20% 6.72 1521 4374 1481 NF 348 153 1465 3613 529 944 746.3 3145 365 094 1165 195 455
30% 4.55 7.18 29.91 19.25 1.70 1.82 1.66 130.3 28.49 496.3 7.01 693.8 264.6 2.85 0.86 15.84 1.35 3.35
40% 5.16 491 3148 2254 671 603 200 1393 3147 5386 1088 7612 3235 497 135  33.09 130 412
50% 6.62 1191 4057 3054 712 562 153  129.6 2787 4918 1148 6818 260.7 419  1.03 1398 137 3.0
Choline chloride: Succinic acid 1:1

20% 3.96 252 921 1057 139 219 107 5420 1455  338.1 2.88 469.8 163.3 126 038 2096 045 226
30% 2.70 3.66 277 411 109 181 025 2290 510 163.3 0.80 210.6 747 063 015 1610 025 212
40% 4.82 311 1821 1741 386 512 174  163.05 3312 5484 8.56 846.5 3401 444 106 6785 155  6.13
50% 4.21 535 1741 2563 270 377 104 11062 23.02 4719 446 675.9 2542 266 059 3511 085 244




Table S3 TPC, TEC and RSA of A. eupatoria obtained using NADES and methanol (mean + standard deviation from duplicate).

Solvents RSA TPC TEC
mmol TE/kg g GAE/kg g RUE/kg
NADES1 263.4+8.7 38.83 £ 0.57 549+21
NADES2 260.1+1.9 25.74 +0.59 381+1.1
NADES3 397 +20 40.00 = 0.86 67.79 + 0.86
NADES4 196.6 +4.3 19.64 +0.11 222+18
NADES5 413 +35 41.6+1.1 572+42
NADES6 446 + 37 39.10 £ 0.66 53.7+21
NADES7 296 + 14 24.46 +0.14 354+26
NADES8 270 +11 33.20+0.59 44.8+3.7
NADES9 75.6 +4.3 8.32+0.19 10.69 +0.18
MeOH 416.0 £ 0.6 35.73 +0.56 60.4 +5.2




Table S4 Paired t-test.

t P

MeOH vs NADES1 1.10 0.29

MeOH vs NADES2 1.09 0.29

MeOH vs NADES3 2.21 0.04

MeOH vs NADES4 2.01 0.06

MeOH vs NADES5 2.22 0.04

MeOH vs NADES6 1.43 0.17

MeOH vs NADES? 0.33 0.74

MeOH vs NADESS8 1.29 0.22

MeOH vs NADES9 1.82 0.09
NADES1 vs NADES2 2.31 0.03
NADES1 vs NADES3 0.48 0.64
NADES1 vs NADES4 2.67 0.02
NADES1 vs NADES5 1.35 0.19
NADES1 vs NADES6 0.44 0.67
NADES1 vs NADES7 1.21 0.24
NADES1 vs NADESS 0.82 0.42
NADES1 vs NADES9 2.45 0.03
NADES2 vs NADES3 1.55 0.14
NADES2 vs NADES4 0.95 0.36
NADES2 vs NADES5 1.76 0.10
NADES2 vs NADES6 1.24 0.23
NADES2 vs NADES7 1.06 0.31
NADES2 vs NADESS 1.34 0.20
NADES2 vs NADES9 2.49 0.02
NADES3 vs NADES4 2.30 0.03
NADES3 vs NADES5 1.96 0.07
NADES3 vs NADES6 2.56 0.02
NADES3 vs NADES7 2.67 0.02
NADES3 vs NADESS 1.73 0.10
NADES3 vs NADES9 2.02 0.06
NADES4 vs NADESS5 2.19 0.04
NADES4 vs NADES6 2.04 0.06
NADES4 vs NADES7 2.01 0.06
NADES4 vs NADESS 2.23 0.04
NADES4 vs NADES9 1.54 2.11
NADES5 vs NADES6 2.30 0.03
NADES5 vs NADES?7 2.31 0.03
NADES5 vs NADESS 2.07 0.05
NADES5 vs NADES9 2.03 0.06
NADES6 vs NADES?7 2.03 0.06
NADES6 vs NADESS 0.44 0.67
NADES6 vs NADES9 1.84 0.08
NADES?7 vs NADESS8 1.46 0.16
NADES?7 vs NADES9 1.81 0.09
NADESS8 vs NADES9 1.97 0.06

*tcr: 211



Table S5 The 3o values for 5 phenolic compounds from A. eupatoria in nine NADES solvents, methanol and water.

ProMA  ChCETA ~ ChCl:Urea ChCLSA  ChCLGl Gl:Urea GlUrea GLLA GLAA . HO
@ &) (€] @) ©) (6) 2:1(7) ®) ©) (x107)
Isoquercetin 8.9 24.0 3.2 5.7 21.0 14 4.0 4.1 15 821  0.96
Rutin 111 400 1.6 18.8 11.3 0.5 1.6 25 1.6 509  0.16
Quercitrin 5.4 9.4 2.4 4.1 54.7 1.0 3.2 3.8 1.3 927  0.31
Astragalin 15.8 36.6 14 7.3 23.9 0.5 14 2.1 12 260  0.39
Quercetin 24 27 124 11.8 983 834 298 179 208 7527 27




Table S6 The Byapes/Pwater Values for 5 phenolic compounds in nine NADES solvents. The values show relative extractability of a
solute in NADES solvent compared with pure water.

L-ProMA  ChCLTA  ChClUrea  ChCLSA  ChCLGl  GlUrea  Gl:Urea  GLLA  GLAA
@) 2) ®) () ©) (6) 2:1(7) (®) ©)
Isoquercetin 9333 25064 3370 60101 22015 1497 4204 4286 1533
Rutin 680110 2453642 10084 115244 69056 3297 9531 15421 9856
Quercitrin 17509 30805 7754 13388 178288 3306 10391 12365 4134
Astragalin 40223 93092 3648 18655 60960 1338 3522 5272 2940
Quercetin 91.1 99.3 4623 442.0 36721 3116 11125 6721 777.7




Table S7 The logP values for five most abundant phenolic compounds in A. eupatoria extract predicted by COSMO-RS.

Compound logP

Isoquercetin  1.877
Rutin 1.925
Quercitrin 2.766
Astragalin ~ 2.108
Quercetin 3.191
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Figure S1 The sigma profiles of rutin and NADES 2 (choline chloride: tartaric acid 1:1). The surface charge density of rutin
is shown in the upper left part of the graph.
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Figure S2 The sigma profiles of isoquercetin and NADES 5 (choline chloride: glycerol 1:1). The surface charge density of
isoquercetin is shown in the upper left part of the graph.
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