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Table S1. Binding interactions of the identified compounds with potassium channel (pdb: 4UUJ) and

human serotonin receptor (pdb: 516X) for anxiolytic and antidepressant activity respectively

Hydrogen. Bond Hydrophobic Interactions
Interactions
Proteins Ligands Aml'no Distance ~ Amino Acid Residue . o
Acid o Distance (A)
. (A) (Bond)
Residue
lle144 2.97
Trp163 3.05
Beta-D-Glucopyranoside, methyl Aspl43 1.81 - -
Aspl143 1.85
Asp143 3.02
Neophytadiene - -
Lys142 (Alkyl) 3.83
. Trp163 (Pi-Alkyl 4.49
2-Pentadecanone, 6,10,14-trimethyl Tyr173 1.67 Tr§163 EPi—Alk;Il; =06
Tyr173 (Pi-Alkyl) 5.12
Hexadecanoic acid, methyl ester - - - -
Trp163 2.18 Lys142 (Alkyl 4.69
n-Hexadecanoic acid 115144 1.97 Trgl 73 (1§i-A1}1]<;1) 4.89
Trp163 (Pi-Alkyl) 4.69
Trp163 (Pi-Alkyl) 4.94
.alpha.-Tocospiro A - - Trp163 (Pi-Alkyl) 5.31
Trp163 (Pi-Alkyl) 5.28
Trp163 (Pi-Alkyl) 4.64
Lys142 (Alkyl) 4.28
Lys142 (Alkyl) 3.78
.beta.-Sitosterol acetate - - Trp163 (Pi-Alkyl) 4.95
Trp163 (Pi-Alkyl) 4.67
Trp163 (Pi-Alkyl) 4.52
4UU]J Lys142 (Alkyl) 5.07
Lys142 (Alkyl) 3.85
Lys142 (Alkyl) 4.36
Vitamin E i ) Lys103 (.Alkyl) 5.32
Trp163 (Pi-Alkyl) 4.75
Trp163 (Pi-Alkyl) 5.03
Trp173 (Pi-Alkyl) 4.48
Lys142 (Pi-Alkyl) 5.28
Campesterol - - - -
Stigmasterol - - - -
Elaidic acid - - Vall46 (Alkyl) 5.38
Beta-D-Glucopyranoside, methyl - - - -
Neophytadiene - - - -
Leu577 (Alkyl) 4.56
GIn246 1.94 11e576 (Alkyl) 3.21
. 11e576 (Alkyl) 5.18
2-Pentadecanone, 6,10,14-trimethyl Trp573 (Pi-Alkyl) 518
Trp573 2.03 Trp573 (Pi-Alkyl) 4.64
Trp573 (Pi-Alkyl) 5.34
L GIn246 2.02
Hexadecanoic acid, methyl ester Trp573 182 - -
n-Hexadecanoic acid (Tgiggz;g fgg Leub577 (Alkyl) 4.38
.alpha.-Tocospiro A Tyr171 2.05 Leu577 (Alkyl) 4.52




1le581 (Alkyl)

4.86

Val488 (Alkyl) 4.71

Leu491 (Alkyl) 4.66

Leu492 (Alkyl) 4.35

1le581 (Alkyl) 4.43

Leu248 (Alkyl) 4.53

Trp573 (Pi-Sigma) 2.81

5l6X Leu248 (Alkyl) 481
Leu248 (Alkyl) 5.18

. Leu245 (Alkyl 4.81
.beta.-Sitosterol acetate Gly249 2.65 Trp573 (Iﬁi— Ali;l) 107
Trp573 (Pi-Alkyl) 4.49

Trp573 (Pi-Alkyl) 4.78

Trp573 (Pi-Alkyl) 4.08

Ala580 (Alkyl) 3.85

Leu577 (Alkyl) 4.77

Vitamin E Leu248 (Alkyl) 4.07
Trp573 (Pi-Alkyl) 3.99

Trp573 (Pi-Alkyl) 4.10

Val479 (Alkyl) 4.12

Leu577 (Alkyl) 5.22

1le581 (Alkyl) 4.14

Val479 (Alkyl) 4.14

Val488 (Alkyl) 4.76

Campesterol Ser174 2.73 Leu492 (Alkyl) 5.24
Tyrl71 (Pi-Alkyl) 5.44

Trp573 (Pi-Alkyl) 4.85

Trp573 (Pi-Alkyl) 3.85

Trp573 (Pi-Alkyl) 3.70

Trp573 (Pi-Alkyl) 3.33

Val479 (Alkyl) 3.43

Leu248 (Alkyl) 4.05

Val479 (Alkyl) 4.33

Leu248 (Alkyl) 4.47

Stigmasterol - - Val479 (Alkyl) 4.38
Trp573 (Pi-Alkyl) 441

Trp573 (Pi-Alkyl) 4.40

Trp573 (Pi-Alkyl) 4.39

Trp573 (Pi-Alkyl) 3.23

Elaidic acid i ) Val479 (Alkyl) 4.27
Val488 (Alkyl) 3.75
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Figure S1. Best ranked poses and 2D interactions of beta.-Sitosterol acetate with potassium channel (pdb: 4UUJ)
for anxiolytic activity
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Figure S2. Best ranked poses and 2D interactions of Vitamin E with potassium channel (pdb: 4UU]J) for anxiolytic
activity
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Figure S3. Best ranked poses and 2D interactions of alpha.-Tocospiro A with potassium channel (pdb: 4UU]J) for

anxiolytic activity



Figure S4. Best ranked poses and 2D interactions of 2-Pentadecanone, 6,10,14-trimethyl with potassium channel
(pdb: 4UUYJ) for anxiolytic activity
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Figure S5. Best ranked poses and 2D interactions of Elaidic acid with potassium channel (pdb: 4UUJ) for
anxiolytic activity
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Figure S6. Best ranked poses and 2D interactions of n-Hexadecanoic acid with potassium channel (pdb: 4UUJ)
for anxiolytic activity



Figure S7. Best ranked poses and 2D interactions of Hexadecanoic acid, methyl ester with potassium channel
(pdb: 4UUYJ) for anxiolytic activity
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Figure S8. Best ranked poses and 2D interactions of alpha.-Tocospiro A with human serotonin receptor (pdb:
516X) for antidepressant activity
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Figure S9. Best ranked poses and 2D interactions of beta.-Sitosterol acetate with human serotonin receptor (pdb:

516X) for antidepressant activity
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Figure S10. Best ranked poses and 2D interactions of Stigmasterol with human serotonin receptor (pdb: 516X)

for antidepressant activity

Figure S11. Best ranked poses and 2D interactions of Vitamin E with human serotonin receptor (pdb: 516X) for

antidepressant activity
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Figure S12. Best ranked poses and 2D interactions of 2-Pentadecanone, 6,10,14-trimethyl with human serotonin

receptor (pdb: 516X) for antidepressant activity
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Figure S13. Best ranked poses and 2D interactions of n-Hexadecanoic acid with human serotonin receptor (pdb:

516X) for antidepressant activity
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Figure S14. Best ranked poses and 2D interactions of Hexadecanoic acid, methyl ester with human serotonin

receptor (pdb: 516X) for antidepressant activity
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Figure S15. Best ranked poses and 2D interactions of Elaidic acid with human serotonin receptor (pdb: 516X) for

antidepressant activity



Table S2. Binding interactions of the selected compounds against COX-1 and COX-2 enzymes for
anti-inflammatory activity.

H).Idrogen. bond Hydrophobic interactions
interactions
Proteins Ligands A;nclir‘;o Distuance Amino Acid Residue Dist?nc
Residue (A) (bond) e(A)
. Ser87 2.51
Beta-D-Glucopyranoside, methyl Throd 193 - -
Pro514 (Alkyl) 5.06
Phe88 (Pi-Alkyl) 4.75
His90 (Pi-Alkyl) 3.86
Phe91 (Pi-Alkyl 4.06
Neophytadiene Phe91 EPi-Alk;; 4.02
His95 (Pi-Alkyl) 4.73
His513 (Pi-Alkyl) 447
His513 (Pi-Alkyl) 5.25
Phe91 (Pi-sigma) 2.46
2-Pentadecanone, 6,10,14-trimethyl Ser85 2.30 Leu92 (Alkyl) 4.78
Phe91 (Pi-Alkyl) 5.17
Hexadecanoic acid, methyl ester Phe88 3.01 - -
Ser85 2.36 Leu92 (Alkyl) 5.41
n-Hexadecanoic acid zzzz igg Pheo1 (Pi-Alkyl) 476
His513 2.80 Pro514 (Alkyl) 417
Phe91 (Pi-Alkyl) 5.23
. Phe91 (Pi-Alkyl 4.99
-alpha.-Tocospiro A Pro514 2.40 Phe91 EPi—Alk;; 461
His95 (Pi-Alkyl) 5.47
COX-A His95 (Pi-Alkyl) 5.17
(PDB: Pro514 (Alkyl) 5.01
20YE) Pro514 (Alkyl) 5.20
Pro514 (Alkyl) 3.32
His90 (Pi-Alkyl) 4.72
.beta.-Sitosterol acetate - - Phe91 (Pi-Alkyl) 5.26
Phe91 (Pi-Alkyl) 5.45
Phe91 (Pi-Alkyl) 4.07
His95 (Pi-Alkyl) 4.77
His95 (Pi-Alkyl) 4.38
His513 (Pi-Pi Stacked) 5.42
Phe91 (Pi-Pi T shaped) 5.80
Pro514 (Alkyl) 3.50
Pro514 (Alkyl) 3.46
o . Phe88 (Pi-Alkyl) 3.90
Vitamin E His90 3.03 His90 (Pi-Alkyl) 147
Phe91 (Pi-Alkyl) 4.66
Phe91 (Pi-Alkyl) 4.64
Phe91 (Pi-Alkyl) 4.96
Pro514 (Pi-Alkyl) 4.86
Phe88 (Pi-Alkyl) 5.20
Phe91 (Pi-Alkyl) 5.49
Phe91 (Pi-Alkyl 5.04
Campesterol Phe9l EPi-Alk;; 471
Phe91 (Pi-Alkyl) 4.10

Phe91 (Pi-Alkyl) 3.87




Lys511 (Alkyl) 4.79
Pro514 (Alkyl) 4.62
Phe588 (Pi-Alkyl) 5.08
Stigmasterol Cys512 291 Phe91 (Pi-Alkyl) 3.31
Phe91 (Pi-Alkyl) 3.97
His513 (Pi-Alkyl) 4.98
His513 (Pi-Alkyl) 5.13
Elaidic acid - - Phe91 (Pi-Alkyl) 3.99
Tyr385 2.23
Ser530 1.81
Beta-D-Glucopyranoside, methyl Met522 2.96 - -
Ser530 2.62
Val349 2.77
Neophytadiene - - - -
2-Pentadecanone, 6,10,14-trimethyl - - - -
COX2 Hexacle;_zlirlolz1 acid, I.neth.}(;l ester - - - -
(PDB: r1—l 1;xa ]?canou': ac; - - - -
3HS5) alp a..— oclosplro - - - -
Vitamin E
Campesterol - - - -
Stigmasterol - - - -
Val89 (Alkyl) 4.64
Sy Leu93 (Alkyl) 5.30
El 22 2.07
aidic acid Met> 0 Val116 (Alkyl) 4.45
Tyr115 (Pi-Alkyl) 4.28
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Figure S16. Best ranked poses and 2D interactions of Elaidic acid with COX-1 enzyme (pdb: 20YE) for anti-

inflammatory activity
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Figure
§17. Best ranked poses and 2D interactions of Elaidic acid with COX-2 enzyme (pdb: 3HS5) for anti-
inflammatory activity

Figure S18. Best ranked poses and 2D interactions of beta.-Sitosterol acetate with COX-1 enzyme (pdb: 20YE)
for anti-inflammatory activity

Figure S19. Best ranked poses and 2D interactions of Stigmasterol with COX-1 enzyme (pdb: 20YE) for anti-
inflammatory activity



Figure S20. Best ranked poses and 2D interactions of Campesterol with COX-1 enzyme (pdb: 20YE) for anti-
inflammatory activity
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Figure S21. Best ranked poses and 2D interactions of Vitamin E with COX-1 enzyme (pdb: 20YE) for anti-
inflammatory activity
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Figure S22. Best ranked poses and 2D interactions of alpha.-Tocospiro A with COX-1 enzyme (pdb: 20YE) for
anti-inflammatory activity



Figure S23. Best ranked poses and 2D interactions of 2-Pentadecanone, 6,10,14-trimethyl with COX-1 enzyme

(pdb: 20YE) for anti-inflammatory activity
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Figure S24. Best ranked poses and 2D interactions of Neophytadiene with COX-1 enzyme (pdb: 20YE) for anti-

inflammatory activity
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Figure S25. Best ranked poses and 2D interactions of Hexadecanoic acid, methyl ester with COX-1 enzyme (pdb:
20YE) for anti-inflammatory activity
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Figure S26. Best ranked poses and 2D interactions of n-Hexadecanoic acid with COX-1 enzyme (pdb: 20YE) for
anti-inflammatory activity



Table S3. Binding interactions of the identified compounds in MEHC with xanthine oxidoreductase
(pdb: 1R4U) for antioxidant activity.

Hydrogen Bond Interactions

Hydrophobic Interactions

Compounds Ammf) Acid Distance (&) Amino Acid Residue Distance (A)
Residue (bond)
Argl76 1.83
Val227 2.20
. His256 2.16
Beta-D-Glucopyranoside, methyl Gln228 229 - -
Asn254 2.57
Asn254 2.31
Argl76 (Alky) 442
Argl76 (Alky) 4.17
Leu170 (Alkyl) 433
Neophytadiene - - His256 (Pi-Alkyl) 4.30
His256 (Pi-Alkyl) 476
Phe258 (Pi-Alkyl) 5.23
Phe258 (Pi-Alkyl) 5.49
2-Pentadecanone, 6,10,14- 11e288 (Alkyl) 4.02
trimethyl Argl76 177 Phel59 (Pi-Akayl) 498
. Leul70 (Alkyl 4.26
Hexadecanoic acid, methyl ester Ser226 2.51 Phel59 (lii— Ali}zl) 119
n-Hexadecanoic acid Eﬁigg ;?: Phel62 (Pi-Alkyl) 4.73
Ala225 (Alkyl) 418
Gln228 1.98 Val227 (Alkyl) 4.60
.alpha.-Tocospiro A 11288 (Alkyl) 5.24
Gly286 2.28 Phe159 (Pi-Alkyl) 445
His256 (Pi-Alkyl) 4.47
, Leul70 (Alkyl) 5.26
.beta.-Sitosterol acetate Argl76 221 His256 (Pi- Aliyl) 183
Leu170 (Alkyl) 4.40
Phel59 (Pi-Alkyl) 3.17
Vitamin E His256 2.68 Phe159 (Pi-Alkyl) 496
His256 (Pi-Alkyl) 4.65
His256 (Pi-Alkyl) 4.05
Val227 2.36 Leul70 (Alkyl) 4.52
Leul70 (Alkyl 4.73
Campesterol Asn254 2.38 Phels9 (Igi—Al}li}ZI) 443
GIn228 3.06 Phel59 (Pi-Alkyl) 3.68
Val227 2.14 11288 (Alkyl) 5.03
Stigmasterol Leu170 (Alkyl) 4.47
Asn254 2.26 Phe159 (Pi-Alkyl) 4.20
Phel159 (Pi-Alkyl) 4.05
Argl76 2.88 His256 (Pi-Alkyl) 3.85
Elaidic acid f‘ggs iii Phe258 (Pi-Alkyl) 4.66
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Figure S27. Best ranked poses and 2D interactions of stigmasterol with xanthine oxidoreductase (pdb: 1R4U) for

antioxidant activity
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Figure S28. Best ranked poses and 2D interactions of campesterol with xanthine oxidoreductase (pdb: 1R4U) for

antioxidant activity
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Figure S29. Best ranked poses and 2D interactions of alpha.-Tocospiro A with xanthine oxidoreductase (pdb: 1R4U)

for antioxidant activity
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Figure S30. Best ranked poses and 2D interactions of vitamin E with xanthine oxidoreductase (pdb: 1R4U) for

antioxidant activity
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Figure S31. Best ranked poses and 2D interactions of beta.-Sitosterol acetate with xanthine oxidoreductase (pdb:

1R4U) for antioxidant activity
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Figure S32. Best ranked poses and 2D interactions of 2-Pentadecanone, 6,10,14-trimethyl with xanthine

oxidoreductase (pdb: 1R4U) for antioxidant activity
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Figure S33. Best ranked poses and 2D interactions of Elaidic acid with xanthine oxidoreductase (pdb: 1R4U) for

antioxidant activity
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Figure S34. Best ranked poses and 2D interactions of Neophytadiene with xanthine oxidoreductase (pdb: 1R4U)

for antioxidant activity
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Figure S35. Best ranked poses and 2D interactions of n-Hexadecanoic acid with xanthine oxidoreductase (pdb:
1R4U) for antioxidant activity
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Figure S36. Best ranked poses and 2D interactions of Hexadecanoic acid, methyl ester with xanthine
oxidoreductase (pdb: 1R4U) for antioxidant activity



