Table S1. List of 20 known active antagonist of FAK1 protein and their binding affinity towards the protein generated through molecular docking

method.
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Table S2: Generated ten ligand based model and score

Name Score
Model 1 0.9180
Model 2 0.9170
Model 3 0.9157
Model 4 0.9108




Model 5 0.9095
Model 6 0.9075
Model 7 0.9038
Model 8 0.8612
Model 9 0.8606
Model 10 0.8596

Table S3: List of MM/GBSA component and their energy with standard error value of the selected three compounds and Control.

Compound | MMGBSA-dG-binding energy | MMGBSA-dG-bind in MMGBSA-dG- MMGBSA-dG bind(NS)-
Coulomb bind(NS) Coulomb

CID2460120 | —45.8499+6.03 -15.9768+6.03 -50.0216+6.42 -20.1245+6.42

3

CID1893370 | —58.1706+11.35 -18.4305+11.35 -62.5148+11.45 -20.5074+11.45

CID1635554 | —57.0858+9.89 -10.2166+9.89 —-65.5522+10.99 -13.9453+10.99

1

Apo protein | —-92.4586+4.86 —68.181+4.89 —96.0087+5.09 -70.1273+5.09




Figure S1 : Ten ligand based model overview
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