S1. In-silico results.

Table 1 Docking score for the top 7 chemical moieties identified through GC-MS.

Sl. No. Molecules Docking score (Kcal/mol) g‘g:go acid residues for hydrogen H-bond distance
1. 9,12-Octadecadienoic acid 102.333 019-Arg268 2.256
2. Palmitoleic acid 89.868 H48-Thr73 2.320
019-Argl7 2.221
3. trans-13-Octadecenoic acid 99.797
020-Argl7 2.478
019-Arg268 1.796
4. 9,12-Octadecadienoic acid (Z, Z) 99.682
019-Argl7 2.364
9-Hexadecenoic acid
5. 88.909 017-Arg268 2.067
6. cis-13-Eicosenoic acid 100.97 021-Arg268 2.029
020-Argl7 2.399
7. cis-13-Octadecenoic acid 99.047
019-Arg268 2.164
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Figure 1 2D and 3D interactions of 9,12-Octadecadienoic acid with MAO-A enzyme active site.
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Figure 2 2D and 3D interactions of 9,12-Octadecadienoic acid (Z,Z) with MAO-A enzyme active site.
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Figure 3 2D and 3D interactions of 9-Hexadecenoic acid with MAO-A enzyme active site.

LEU
A:269



P
o

&>
\

ATy s

550 THR

A:73
El
L y
MET A58
: A:5AD501
E
Interactions k]':JS
[ ven der waals ] Ayl
I cConventional Hydrogen Bond [] Pralkyl

[] carbon Hydrogen Bond

Figure 4 2D and 3D interactions of cis-13-Eicosenoic acid with MAO-A enzyme active site.
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Figure 5 2D and 3D interactions of cis-13-Octadecenoic acid with MAO-A enzyme active site.
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Figure 6 2D and 3D interactions of Palmitoleic acid with MAO-A enzyme active site.
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Figure 7 2D and 3D interactions of trans-13-Octadecenoic acid with MAO-A enzyme active site.



S1. GC-MS results of 7 compounds (enlisted in Table 1) identified to be effective in-silico.
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Figure 8 Gas chromatogram of A. foveolus oil extract.
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Figure 9 Mass spectrum of 9,12-Octadecadienoic acid (Z, Z) or 9,12-Octadecadienoic acid.
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Figure 10 Mass spectrum of Palmitoleic acid.
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Figure 11 Mass spectrum of trans-13-Octadecenoic acid.
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Figure 12 Mass spectrum of 9-Hexadecenoic acid.
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Figure 13 Mass spectrum of cis-13-Eicosenoic acid.



100 S5

90—
80—
70—
60 69
50— 41

83
30—

20—
| 29 125 264

10 137 151 180 222 335 265

0— sl T m—— T
50 100 150 200 250

98 114

Figure 14 Mass spectrum of cis-13-Octadecenoic acid.



