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TABLE 1
Main software and force-fields used in MD. e realimol noise
=== Screened with 1.0 kcal/mol noise
Developing group MD suite Force field 5 —  Screened with 2.0 kcal/mol noise |
g = 10x K, improvement
Gron|ngen (NL) GROMACS [1] GROMOS [16] g_ reduc::)orgloi:ltime :_‘/tol—g—x 1
Harvard (USA) CHARMM [3] CHARMM [15] s “Us 7|) _:/7
San Francisco (USA) AMBER [4] AMBER [13] j;;t 2t
Zurich (CH) GROMOS [22] GROMOS [16] 4R £ =)
> |
Purdue/Yale University (USA) - OPLS [14] U “c;v
Urbana-Champaign (USA) NAMD [2] - %
Barcelona (ES) ACEMD [23] - £
New York (USA) DESMOND -
. . -4 -3 —2. ) '—‘1 6 1 2 3
(Mortier, J. et al. Drug Discovery Today, 2015, 20:686-702, Change in Binding Free Energy (kcal/mol)
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Generalized-ensemble simulation system
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Generalized-ensemble simulation system
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Sugita, WIREs Comput. Mol. Sci., 5, 310-323 (2015).
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— Inverse lookup table approach ElEEHEEEARAHEOSEL)
(Jung et al., J. Comput. Chem., 34:2412-2420 (2013))

— Midpoint cell methods (- RE#EEERAFEOSLIIE)
(Jung et al., J. Comput. Chem., 35:1064-1072 (2014))

— Parallelization of FFT (RE#MBEERFAENDSILHIE)
(Jung et al., Comp. Phys. Comm., 200: 57-65 (2016))
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Inverse lookup tablei

Jung et al., J. Comput. Chem., 34:2412-2420, (2013)
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Midpoint cell %

Jung et al., . Comput. Chem., 35:1064-1072, (2014)
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Comput. Mol. Sci., 5, 310-323 (2015).
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— ATDYN (ATomic decomposition DYNamics simulator):
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— SPDYN (SPatial decomposition DYNamics simulator): SEOEET
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<> Steepest Decentj%
* Integrator
<> Leapfrog
<> Velocity Verlet
« FUHYLIIL
<> NVE
< NVT
— Langevin
— Bussi
— Berendsen
< NPT
— Langevin Piston
— Bussi

— (Isotropy of Simulation box:

Isotropic, Semi-iso, An-iso,
XY-fixed)

15 & (constraint)
<> SHAKE (Leapfrog)
<> RATTLE (Velocity Verlet)
<> SETTLE

FFT (PME)
<> FFTE
Restraint functions
<> Position
<> Bond
<> Angle
<> Dihedral angle
<> RMSD
Target/Steered MD

String method (R (41100 HesE)
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e RSTTHRYZERR (tricnv) « JARZ—RIT7AILEH (rstenv)

<> crd_convert < rst_convert

<> pcrd_convert (i 51| I/OFAETER) < rst_upgrade

< remd_convert (REMDETE )
e PCAfZ#T (pcaana)

. RS THRYERRR (trjana) < avecrd_analysis

4 mbar_analysis <> eigmat_analysis

<> pathcv_analysis < flcerd_analysis

% pmf_analysis <> prjcrd_analysis

<> gval_analysis

<> rmsd_analysis (RMSD., RMSF) + RIGRERIRREE
< trj_analysis (FBBf . BEGE) (rpath_generator)

<> wham_analysis

o fEHTEAE (libana)



