[bookmark: _GoBack]Molecular dynamic parameters of inhibitors with DHPS in 1000 trajectories of 100 ns MD simulations
	Properties
	6MB
	Leucovorin
	Lead-1
	Lead-2

	1.  Average RMSF (Å)

	wrt_Protein
	3.299395
	4.143138
	1.209419
	1.316769

	wrt_Ligand
	1.582163
	1.207207
	0.417806
	0.713128

	2. Average P_RMSF (Å)

	Prot_CA
	2.361638
	2.1252
	1.678525
	1.510346

	Prot_Backbone
	2.355303
	2.12815
	1.680029
	1.512711

	Prot_Side chain
	3.052576
	2.760271
	2.366089
	2.191529

	Prot_All Heavy
	2.636472
	2.37905
	1.94925
	1.775861

	3. Average PL_RMSD (Å)

	Prot_CA
	5.243969
	4.796582
	5.243969
	4.86364

	Prot_Backbone
	5.216619
	4.79172
	5.216619
	4.819074

	Prot_Sidechain
	6.780902
	6.390503
	6.780902
	6.49388

	Prot_All_Heavy
	5.975692
	5.564724
	5.975692
	5.609807

	Lig_wrt_Protein
	5.524026
	10.97257
	5.524026
	2.905266

	Lig_wrt_Ligand
	2.59005
	1.715408
	2.59005
	1.626184

	4. Number of H Bonds
	3734
	707
	4751
	4749

	5. Number of Hydrophobic
	1040
	515
	717
	632

	6. Number of Ionic
	396
	14
	671
	380

	7. Number of Metal Co-ordination
	5
	25
	18
	0

	8. Number of Pi-cation interactions
	367
	115
	468
	34

	9. Number of Pi-Pi interactions
	543
	0
	649
	657

	10. Number of Water Bridge interaction
	4403
	2693
	4852
	3739

	11.Total interactions
	10488
	4069
	12126
	10191

	12. Average Total Energy (kcal/mol)
	-94756.547
	-121308.604
	-121483.278
	-121102.672

	13. Average Potetial Energy (kcal/mol)
	-115589.442
	-147622.711
	-147800.918
	-147428.569



