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In_silico based screening
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Top 10 selected compou
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Physico-chemical characterization of selected compounds
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Toxicity prediction

ler Oral Rat Acute: Rat Chronic Toxici Lewitormis Minnow
No Compounds  AMES (humen) (og Toxicity (LDSO LOAEL) (log Skin lodcily (g toxicity (log
toxicity maka/day) (mollkg) Hepatotoxicity  Sensitisation o) E)
Gb-Laccase
1 Solasodine No 0375 2480 132 Yes 031 0381
2 ietic aci No 0134 1803 2284 Yes No 0377
3 Keempferol No 1 2. 2 Yes No 12
4 Daidzen No [0 2160 1187 No No 0693 1035
5 foigenin No 0328 245 2208 No No 038 243
6 Berberine Yes 01a4 2571 189 Yes No 0354 02
Gbvnp
1 Quinine Yes 0416 2128 0635 Yes No 0488 0204
2 Tvphorine  Yes 0027 s 169 Yes No o3t 0646
3
latrorrhizine  No 01rs 2445 1356 Yes No 0385 ourr
4 Watherione Mo 0231 2305 L34 Yes No LX) L168
5 Luteoiin No 0499 2455 2400 No No 026 2160
6 Dadren No 0187 2164 1187 No No 0693 1035
e
1 Hydastine No 01 289 2310 No No 0423 1219
2 Naringenin No 0176 1791 194 No No 0369 213%
3 foigenin No 0328 245 2298 No No 038 243
4 Hesperein No 025 200 2605 No No 039 2305
5 Suwhnne No 053 2198 169 No No 034 0520
5
Sanguinarine  Yes 5] 2508 1729 No 0308 018
7 Quercetn No 04% 2471 2612 0288 am



Toxicity prediction

Max, tolerated dose Qral Rat Acute ‘Qral Rat Chronic Toxicity LPyiformis Minnow
No Compounds  AMES (human) (log Tosic (LOAEL) (oq Skin lodtylog  toxicity log
toxicity ‘malka/day) 1 maka bwiday) Hepaioloxcity  Sensitsation Jrem) )
Gb-Cellulase
1
Sanguinarine 0.172 2588 1729 No 0.308 0718
2 Solasodine 0375 2.489 13 Yes No 0311 0381
3 Berberine Yes 0144 2571 189 Yes No 0354 0217
4 icentrir Yes 0512 2953 1307 Yes No 0903 0878
5 Hesperetin No 0.25 2042 2605 No No 039
6 Lueon N 4 24 24 No No 032
7 Jdatrorrhizine No 0175 2445 1356 Yes No 0.385 0477
8 Stryehnine No 0535 2798 1603 No 0.349 0529
Gb-Amylase
1 Rotenone No 0483 264 1575 No 0.346 0736
2 Solasodine No 0375 2.489 1332 Yes No 0311 0381
3 Strychnine No 0535 2798 1693 No No 0349 0529
4 Lobeline No 033 253 Lads Yes No 1317 035
5 igenin No 0328 245 2208 No No 038 2432
[ Luteolin No 0499 2455 2400 No No 0.326 3.169
GbXylanase
1 Rotenone No 0483 264 1575 Yes No 0346 0736
2 Lobeline No 033 253 1444 Yes No 37 035
3 Stryehnine No 0535 2798 1693 No No 0349 0529
4 Senecionine Yes 001 2664 1821 Yes No 0325 2741
5 Luteolin No 0499 2455 2400 No No 0.326 3169
[ Quercetin No 0499 2612 No No 0288 3721




Biological activity probability
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Conclusion

Several compounds, Apigenin, daidzein, luteolin, and hesperetin, exhibited anti-
lignin degrading enzyme with low binding energy

Several compounds, Hesperetin, apigenin, daidzein, and quercetin revealed
anti-hydrolytic enzymes with high binding affinity

in vitro and in vivo validation (e.g., structure elucidation) of these findings await for
further confirmation






