All the files mentioned below can be found under /Dropbox/PMC-AT PLIN/Schrodinger/
* Loop refinement for 2H4F:
With shorter loop (residue 34-43) to be refined, the results look satisfactory. 
2H4F_loop_refined.mae shows the structure after loop refinement, the loop is colored in magenta. 2H4F_refined_4BVG_4FVT_comparison.png & 2H4F_refined_4BVG_4FVT_comparison.mae shows that refined 2H4F (colored by secondary structure, loop in grey) resembles the 4BVG structure (in green) , but do not look like the ternary structure from 4FVT (in orange). 
* Loop refinement for 4FVT:
	The loop refinement (residue 156-169) for 4FVT using both Carba-NAD+ and NAD+ show that the refinement strategy failed for longer loop. Using Carba-NAD+ with loop refinement doesn’t reproduce the crystal structure. Changing Carba-NAD+ into NAD+ produce different loop structures.
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