Supplementary table 1. Chemical components in Agastache rugosa through ADME screening

No.  Sources Chemical names Mol ID [ AlogP__ Hdon Hacc OB (%) Caco-2  BBB DL FASA-  TPSA RBN HL
1 lIsolation Luteolin MOL000006 28625 207 4 6 36.16 019 -0.84 0.25 039 11113 1 15.94
,  lsolation Apigetrin MOL000007 43241 043 6 10 9.68 -1.08 226 074 032 17005 4
korenaTK  Apigetrin MOL000007 43241 043 6 10 9.68 -1.08 226 074 032 17005 4
5 lsolation Apigenin MOL000008 27025 233 3 5 23.06 043 -061 0.21 041 909 1
TM-MC  Apigenin MOL000008 27025 233 3 5 23.06 043 -061 0.21 041 909 1
4 Isolation Luteoloside MOL000009 44841 016 7 il 7.29 123 249 078 032 19028 4
5  TM-MC  Limonene MOL000023 136.26 35 0 0 39.84 1.83 212 0.02 0 0 1 11.68
6  TM-MC  alpha-caryophyllene MOL000024 20439 504 0 0 2298 188 208 0.06 0 0 0
7 TM-MC  Caryophyllene MOL000036 20439 475 0 0 297 1.83 207 0.09 0 0 0
8  TM-MC  gamma-elemene (=elixene) MOL000037 20439 493 0 0 23.79 187 21 0.06 0 0 2
9  TM-MC  Palmitic acid (=hexadecanoic acid) MOL000069 25648 637 1 2 193 1.09 1 01 0 373 14
10 korenaTK para-Cymene MOL000117 13424 351 0 0 272 186 21 0.02 034 0 1
11 TM-MC  alpha-pinene MOL000125 13626 287 0 0 46.25 185 23 0.05 025 0 0 11.42
korenaTK  alpha-Pinene(+,-) MOL000125 136.26 287 0 0 4625 185 23 0.05 025 0 0 1142
12 TMMC  beta-pinene MOL000126 13626 293 0 0 a4.84 18 212 0.05 027 0 0 11.32
korenaTK beta-Pinene-(+) MOL000126 136.26 293 0 0 4484 18 212 0.05 027 0 0 1132
13 TM-MC  Linoleic acid MOL000131 2805 639 1 2 a19 116 09 0.14 025 373 14 75
14 TM-MC  gamma-terpinene MOL000202 136.26 345 0 0 33.02 1.88 205 0.02 027 0 1 11.08
15 korenaTK  Methyleugenol MOL000207 178.25 281 0 2 7336 147 141 0.04 027 18.46 4 292
TM-MC  Methyleugenol MOL000207 17825 281 0 2 73.36 147 141 0.04 027 1846 4 292
16 TM-MC  Aromadendrene MOL000208 20439 422 0 0 55.74 181 206 01 026 0 0 11.84
17 TM-MC  alpha-terpineol MOL000232 154.28 242 1 1 463 128 14 0.03 026 2023 1 10.75
18 TM-MC  Eugenol MOL000254 164.22 255 1 2 56.24 135 132 0.04 032 2946 3 092
19 TM-MC  Cawvacrol MOL000259 150.24 324 1 1 4328 158 17 0.03 033 2023 1 11.29
20 korenaTK Oleanolic acid MOL000263 45678 6.42 2 3 29.02 059 007 076 025 57.53 1
21 TM-MC  Caffeic acid MOL000414 18017 137 3 4 54.97 027 011 0.05 0 7176 2 163
22 TM-MC  Calycosin MOL000417 28428 232 2 5 41.75 052 -0.43 0.24 0 799 2 171
23 korenaTK  Anethole MOL000475 14822 277 0 1 3249 175 181 0.03 0 923 2 168
24 korenaTK beta-Famesene MOL000479 20439 552 0 0 17.42 195 221 0.05 0 0 7
25  TM-MC  Genistein MOL000481 27025 207 3 5 17.93 043 04 021 0 909 1
26 TM-MC  Kaempferol 3-O-glucoside MOL000561 44841 -0.32 7 n 14.03 134 -1.97 0.74 034 19028 4
27 TM-MC  beta-bourbonene MOL000611 204.39 422 0 0 16.98 182 21 011 027 0 1
28 TM-MC  para-menthan-3-one MOL000715 154.28 26 0 1 57.9 135 17 0.03 024 17.07 1 1057
29 KorenaTK 1311-Elematriene (=beta-elemene) MOL000908 20439 479 0 0 25.63 184 207 0.06 033 0 3
TM-MC  beta-elemene MOL000908 20439 479 0 0 25.63 184 207 0.06 033 0 3
30 KorenaTK Linalool MOL000920 154.28 274 1 1 38.29 129 133 0.02 032 2023 4 629
TM-MC  Linalool MOL000920 154.28 274 1 1 38.29 129 133 0.02 032 2023 4 629
31 TM-MC  cis-alpha-farnesene MOL000930 20439 546 0 0 815 192 185 0.05 035 0 6
32 TM-MC  alpha-farnesene MOL000932 20439 546 0 0 217 197 1.89 0.05 032 0 6
33 TM-MC  Germacrene B MOL000936 20439 547 0 0 18.69 1.89 207 0.06 029 0 0
34 TM-MC  Isoledene MOL000937 20439 436 0 0 49.01 182 208 01 022 0 0 1247
35  TM-MC  alpha-muurolene MOL001123 20439 475 0 0 195 184 216 0.08 025 0 1
36 TM-MC  gamma-muurolene MOL001180 20439 48 0 0 2153 184 205 0.08 025 0 1
37 TM-MC  Bicyclogermacrene MOL001184 20439 47 0 0 30.73 1.86 213 0.08 025 0 0 562
38 TM-MC  Caryophyllene oxide MOL001193 23538 217 0 2 45.75 1.09 127 015 003 3559 0 7.08
39 korenaTK beta-Sitosterol MOL001488 41479 808 1 1 659 142 116 0.75 02 2023 6
40  TM-MC  Acetophenone MOL001578 120.16 157 0 1 48.19 136 154 0.02 045 17.07 1 252
41 TM-MC  alpha-cadinol MOL001599 208.38 328 1 1 64.81 132 143 0.09 026 2023 0 7.24
42 Isolation  Phlorizin MOL001623 43645 075 7 10 288 -1.23 -2.02 0.6 034 17714 7
Isolation  Acacetin MOL001689 284.28 259 2 5 34.97 067 -0.05 0.24 035 799 2 17.25
43 korenaTK Acacetin MOL001689 284.28 259 2 5 3497 067 -0.05 0.24 035 799 2 17.25
TM-MC  Acacetin MOL001689 284.28 259 2 5 34.97 067 -0.05 0.24 035 799 2 17.25
44 TM-MC  3-O-Caffeoylquinic acid (=chlorogenic acid) MOL001955 35434 042 6 9 11.93 -1.03 171 033 037 16475 5
45 TM-MC  Pulegone MOL001972 152.26 275 0 1 51.6 139 174 0.03 026 17.07 0 1119
46 korenaTK Acetyl oleanolic aldehyde MOL002001 498.82 68 1 4 14.24 065 013 07 024 636 3
47 TM-MC Thymol MOL002042 15024 324 1 1 4147 16 1.68 0.03 033 2023 1 11.33
48  TM-MC  alpha-cubebene MOL002085 20439 417 0 0 1673 183 21 o1 025 0 1
49 TM-MC  Spatulenol (=1H-Cycloprop(e)azulen-7-ol) MOL002153 22039 301 1 1 8233 137 149 0.12 028 2023 0 1204
5o korenaTK Estragole MOL002361 148.22 282 0 1 36.59 172 183 0.03 034 923 3 179
TM-MC  Estragole (=methylchavicol) MOL002361 14822 282 0 1 36.59 172 183 0.03 034 9.23 3 179
51  korenaTK Anisaldehyde MOL002836 136.16 157 0 2 2154 112 115 0.02 033 263 2
52 lIsolation  Diosmetin MOL002881 300.28 232 3 6 3114 046 -0.66 0.27 034 10013 2 16.34
53 lsolation  Ethyl caffeate MOL002902 208.23 197 2 4 10385 073 051 0.07 034 6676 4 376
54 TM-MC  Germacrene D MOL003127 20439 514 0 0 19.22 183 202 0.06 0 0 1
55  TM-MC  tau-muurolol MOL003537 22241 378 1 1 30.41 136 144 0.09 023 2023 1 7.1
g6 korenaTK delta-Cadinene MOL003556 204.39 494 0 0 20.29 183 21 0.08 0 0 1
TM-MC  delta-Cadinene MOL003556 20439 494 0 0 20.29 183 21 0.08 0 0 1
57 TM-MC  Esculetin MOL003837 178.15 137 2 4 2297 044 002 0.07 036 7067 0
58  TM-MC  Cuminic alcohol MOL003948 150.24 242 1 1 4257 12 124 0.03 03 2023 2 158
59  korenaTK Calamenene-(-) MOL004079 20237 504 0 0 17.31 1.89 21 0.08 0 0 1
60  TM-MC Viridiflorol MOL004419 22241 32 1 1 19.94 131 143 0.12 0 2023 0
61 lIsolation  Anisic acid MOL005125 152.16 142 1 3 29.69 069 051 0.03 036 4653 2
62 korenaTK Maslinic acid MOL005559 47278 546 3 4 1554 01 -055 074 025 7176 1
63 TM-MC  Morrilol (=1-octen-3-ol) MOL005729 41662 591 4 7 15.22 -0.32 073 04 0 13213 20
64 lIsolation p B (= [(2)-2-B4 ®)-3-34 MOL006191 31431 26 4 6 132 031 -073 0.28 043 10722 5
65  lIsolation  Methyl caffeate MOL006218 1942 162 2 4 30.68 054 006 0.06 036 66.76 3 29
66 lsolation  Methyl rosmarinate MOL007116 37437 294 4 8 137 0 -072 037 035 13352 8
67  korenaTK gamma-Cadinene-(+) MOL008940 204.39 48 0 0 2134 185 209 0.08 027 0 1
Isolation  Rosmarinic acid MOLO11865 36034 269 5 8 138 -054 124 035 047 14452 7
68  korenaTK Rosmarinic acid MOL011865 360.34 269 5 8 138 -0.54 -1.24 035 047 144.52 7
TM-MC  Rosmarinic acid MOLO11865 36034 269 5 8 138 -054 124 035 047 14452 7
Isolation Tilianin MOL011878 446.44 068 5 10 19.66 -0.82 -2.09 079 028 15905 5
69 korenaTK nin MOL011878 446.44 068 5 10 19.66 -082 -209 079 028 15905 5
TM-MC  Tilianin MOL011878 446.44 068 5 10 19.66 -0.82 -2.09 079 028 15905 5
70 lsolation  Ethyl Rosmarinate MOL012205 3884 329 4 8 139 012 -0.74 04 036 13352 9
71 korenaTK Daucosterol MOL012237 576.95 634 4 6 20.63 003 -061 063 019 9938 9
72 korenaTK  para-Methoxycinnamaldehyde MOL013205 1622 193 0 2 59.64 112 098 0.04 039 263 3 434
73 lIsolation  Citrusin C MOL013429 326.38 065 4 7 17.59 -0.49 -0.99 0.23 029 10861 6
74 lsolation  (25)-Poncirenin
75 lIsolation  (6R,7E9R)-9-Hydroxy igma-4,7-dien-3-one 9-0-B-D-gluc
76 korenaTK 19(4-3)Abeo-12,14,15-trihydroxy-11-methoxyabiet-4(18)8,11,13-Tetraen-7-one
77 Isolation  1-Hydroxy-2-O-B-D-glucopyranosyl-4-allylbenzene
78 lsolation 1-O-B-D-Glucopyranosyl-2-hydroxy-4-allylbenzene
79 TM-MC  2,5-Dihydroxycinnamic acid
80  korenaTK 5-Allyl-2,3-dimethoxyphenol
81  TM-MC  67-Dimethoxyquercetin 3-O-glucopyranoside
82 lIsolation  Acacetin 7-O-(3-O-acetyl-B-D-glucopyranoside)
83 lIsolation )-B-o-glucopyranoside
84 Isolation  Acacetin-7-O-glucoside-6"-O-malonyl ester
85  korenaTK Agastachin
86  korenaTK Agastachoside
87  korenaTK Agastaquinone
88  TM-MC  Cadina-49-diene
89  TM-MC  Calycosin isomer
90 Isolation  Chavicol beta-D-glucopyranoside
91  korenaTK Dehydroagastanol
gp  lsolation Diosmetin-7-O-beta-Dglucopyranoside
korenaTK ~ Diosmetin-7-O-beta-D-glucopyranoside
93 TM-MC  Emodin 3-O-glucoside
94 korenaTK Erythrodiol-3-acetate
95  TM-MC  Fraxiresinol hexoside
gg lsolation lsoagastachoside
korenaTK  Isoagastachoside
97  TM-MC  Octahydro-7-methyl-methylene-4-(1-methylethyl)-1H-cyclopenta [1, 3] cyclopropa [1, 2] benzene
98  TM-MC  Phloretin-hexoside
99 TM-MC _ Rosmarinic acid isomer




