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Suppl. Fig 1S — Mass fragmentation pattern of compounds Rhein and Sitosterol
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Suppl. Fig 2S — Mass fragmentation pattern of compounds Betaine and Catechin
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Suppl. Fig 3S — Mass fragmentation pattern of compounds Chrysophanic acid and Fucosterol



KIRAN et al.: ANTI-ALZHEIMER’S MECHANISM OF CASSIA FISTULA VIA IN SILICO APPROACHES 111

o
A2 O
1004 /108 Elemicin
o 75.20
2 113.24 209,61 |
AN H . | 303243255 4335 565.73 58041 744.56. 2 ga1.99 87956 940.81
O o o o e e B B B e o B e e e M e W 112
100 200 300 400 500 600 700 800 900 1000
s 149.29
B.g_- Quercetin OH
] 150.29205.42
{5712
olen s ‘ 301.52 339.62 43765 58795 635 04 734.65.757.86 ' 830 46 937,62 997 14 .
e BB L T o e B L i e B LA e TR LA o I L ] B Tk o T G ey Eee T
100 200 300 400 500 600 700 800 900 1000
Suppl. Fig 4S — Mass fragmentation pattern of compounds Elemicin and Quercetin
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Suppl. Fig. 5S — Mass fragmentation pattern of compounds Ellagic acid and Physcion
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Suppl. Fig. 6S — Mass fragmentation pattern of compounds Esculin
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Suppl. Fig. 7S — 2D molecular interaction of compound Rhein against 2H8H protein
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Suppl. Fig. 85 — 2D molecular interaction of compound Catechin against 2H8H protein
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Suppl. Fig. 9S — 2D molecular interaction of compound Chrysophanic acid against 2H8H protein
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Suppl. Fig. 10S — 2D molecular interaction of compound Quercetin against 2H8H protein
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Suppl. Fig. 11S — 2D molecular interaction of compound Ellagic acid against 2H8H protein
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Suppl. Fig. 12S — 2D molecular interaction of compound Elemicin against 2H8H protein
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Suppl. Fig. 13S — 2D molecular interaction of compound Physcion against 2H8H protein
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Suppl. Fig. 14S — 2D molecular interaction of compound Esculin against 2H8H protein
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Suppl. Fig. 15S — 2D molecular interaction of compound Betaine against 2H8H protein
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Suppl. Fig. 16S — 2D molecular interaction of compound Sitosterol against 2H8H protein
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Suppl. Fig. 17S — 2D molecular interaction of compound Dasatinib (reference) against 2H8H protein
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Suppl. Fig. 18S — 2D molecular interaction of compound co-crystal ligand against 2H8H protein
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Suppl. Fig. 19S — 2D molecular interaction of compound Rhein against 6NJS protein
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Suppl. Fig. 20S — 2D molecular interaction of compound Catechin against 6NJS protein
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Suppl. Fig. 21S — 2D molecular interaction of compound Chrysophanic acid against 6NJS protein
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Suppl. Fig. 22S — 2D molecular interaction of compound Quercetin against 6NJS protein
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Suppl. Fig. 23S — 2D molecular interaction of compound Ellagic acid against 6NJS protein
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Suppl. Fig. 23S — 2D molecular interaction of compound Elemicin against 6NJS protein

H 5 .
4.57
GLU

4.89 A:638
o, Q 0
. ~ ‘\ :’ PRO
b \3.10 “5.90 ;.92 A:639

R . -~
|:| Carbzn Hydrogen Sond I:l Piodlyl

Suppl. Fig. 24S — 2D molecular interaction of compound Physcion against 6NJS protein
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Suppl. Fig. 25S — 2D molecular interaction of compound Esculin against 6NJS protein
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Suppl. Fig. 26S — 2D molecular interaction of compound Betaine against 6NJS protein
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Suppl. Fig. 27S — 3D molecular interaction of compound Fucosterol against 6NJS protein
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Suppl. Fig. 28S — 2D molecular interaction of compound Sitosterol against 6NJS protein
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Suppl. Fig. 29S — 2D molecular interaction of compound Dasatinib (reference drug) against 6NJS protein

Suppl. Fig. 30S — 2D molecular interaction of compound co-crystal ligand against 6NJS protein



