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DhaA.TCP Project:

1. REMD of  R/S-DCL on DhaA.Cl-.R/S-DCL complex

· status: REMD simulations in progress

2. REMD of Cl- on DhaA.Cl-.R/S-DCL complex

· status: REMD simulations in progress

3. REMD of R/S-DCL on DhaA

· status: equilibration MD simulations in progress

· note: Cl- replaced by one water molecule

4. REMD of bm2/bm3-TCP on DhaA.TCP complex

· status: preparation of structures

5. REMD of DhaA_ncimb_C16Y_Y273F

· status: planned to do

6. REMD for other DhaA_ncimb mutants

· status: planned to do (according to results of 1. to 5.)

Notes:

· R-DCL and S-DCL are two isomers of 2,3-dichloro-1-propanol

· bm2-TCP and bm3-TCP are two binding modes of 1,2,3-trichloropropane from molecular docking by AUTODOCK

___________________________________________________________________________

DhlA:

1. REMD of Cl- on DhlA.Cl-
· status: planned to do (after REMD simulations for DhaA)
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