Table S1. The docking score of phytochemicals’ binding at the active site of the selected proteins.

4KFQ/NMDA-  6B73/kappa- X3X/GABA
5CIM/mu-opioid 1CX2/COX-2  1EQG/COX-1 QN 6B73/kappa-  ,ovppTGES  6NCEB-LOX  OCNGABAa
receptor opioid receptor
Ligand Affinity CNN Affinity CNN Affinity CNN Affinity CNN Affinity CNN Affinity CNN Affinity CNN Affinity CNN
(kcal/  pose (kcal/mol pose (kcal/mol pose (kcal/mol pose (kcal/mol pose (kcal/mol pose (kcal/mol pose (kcal/mol pose
mol) score ) score ) score ) score ) score ) score ) score ) score
4’5'cha£ii3qummc 1019 04587 -1.78 05513 -138 04501 945 04413 -684 07377 820 03372 -8.06 07459  -64 03781
3,4-Dicaffeoylquinic
i 1019 04587 -178 05513 -138 04501 945 04413 -684 07377 820 03372 -8.06 07459 56 04765
Luteolin 7,5* 929 04652 0 05548 0 04685 805 03440 -653 05480 946 03781 -10.85 03891 717  0.5276
diglucoside
3’5'chaif:;yl'qmmc 980 05466 237 05267 -64 05493 -1070 07496 585 06750 954 04659 -10.05 04505 -7.06  0.5644
Rutin 1112 03228 0 0558 0 05043 580 04154 -6.83 07248 -7.82 04735 -876 04502 -656 07816
L‘gﬁg;zz;o' 956 06739 0 04945 -038 05469 911 02525 -226 06834 -845 03774 -824 05702 -587 06119
Isorhamnetin 799 07924 815 06803 0 0692 853 06732 518 07515 94 06460 -852 07166 -63  0.8264
Luteolin 821 08413 0 05640 -695 06118 -488 04978 -557 07010 -894 05414 -858 07573 647  0.761
Cryptozgzmgemc 841 08107 -388 05025 -141 04915 -807 03818 -546 06593 -807 03780 -8.65 08774 -614 03561
Chlorogenicacid ~ -827 07236 -497 04685 -599 05017 -881 04930 -539 07198 -7.72 04304 -7.68 05863 -591  0.6869
Hyperoside 978 03398 0 04976 0 04257 -489 04491 547 07574 81 03867 827 04721 609 07415
Isorg};rcr;r;ie;?-& 1028 02467 0 05010 0 0518 -10.11 05157 -528 06740 -7.56 03456 -8.08 07620 -616  0.7908
Luteolin-4-O-
lacoside 950  0.6026 -449 05279 0 06190 959 06868 554 07177 -833 03488 -7.89 06190 -498 05845
Neochlorogenicacid ~ -6.94 04411 -545 04810 -0.66 05154 -9.00 06977 -545 0.6040 -7.01 03980 -7.39 08060 -571  0.5854
Caffeic acid 540 08155 689 0.6681 -6.64 06885 -7.04 07202 -376 06726 -561 08203 -551 07808 561  0.7254
3,4-Dihydroxy 553 07237 604 05821 -615 07965 -584 07776 348 06418 511 07007 -541 07654 536  0.7053
phenylacetic acid
Vanilic acid 567 09025 575 0.6248 564 07333 -634 09128 318 0.6980 -646 07923 -509 06891 -4.86  0.7700
Reference ligand ~ -11.10 09215 -1151 09735 -7.78 09496 -8.33 09830 -651 08109 -1028 09167 -1034 08341 -7.08  0.8793
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Figure S1.1. Three- and two-dimensional representations of the best key interactions of rutin in the mu-opioid receptor
binding pocket. The surface of the protein binding site is surrounded by hydrophobic contacts, mostly m interactions

and H-bonds.
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Figure S1.2. Two- and three-dimensional binding modes of 3,5-dicaffeoylquinic acid inside the active site of the NMDA
receptor GluN1.
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Figure S1.3. Two-dimensional interaction of cryptochlorogenic acid and 5-LOX, 3D image of the surface of the active

site of the enzyme.
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Figure S1.4. Two- and three-dimensional visualizations of the interaction between luteolin 7,3'-diglucoside, and the
GABAA receptor.



