
Supplymentry Table 5: Statistical Analysis (Mean ± SD) of Structural Stability Parameters from MD Simulation

	
	CID_5458714
	CID_44257130
	CID_44258290
	APO

	RMSD (Å)
	2.77329426433915 ± 0.39
	2.30404738154613 ± 0.38
	2.44131670822943 ± 0.27
	2.72543890274315 ± 0.53

	Rg (Å)
	16.77 ± 0.12
	16.66 ± 0.14
	16.67 ± 0.10
	16.65 ± 0.16

	SASA (A2)
	10101.8394812968 ± 209.580180324739
	9969.531159601 ± 146.474238338724
	10084.8931970075 ± 157.997765934106
	9991.68086284289 ± 211.343167406634

	RMSF (Å)
	1.19 ± 0.62
	1.2 ± 0.58
	1.17 ± 0.55
	1.24 ± 0.58

	Hydrogen bonds
	144.122194513716 ± 5.2789706545945
	142.85536159601 ± 5.64526593097451
	144.615960099751 ± 5.88745655087186 
	142.847880299252 ± 5.88381693678823 



