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10
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no

Save..
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define [] -DFLEXIBLE
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2
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r  Automatic Options Force Field

~

Constraints
constraint-algorithm
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lincs-order

lincs-iter
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print-nose-hoover-chai

define
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Gromacs Setup
Extending Simulation
Preset

Basic

dt [ps]
nsteps

Total time: 30 ps

integrator
Velocity Generation
gen-vel

E ty set np
Reset... Load...

[0.002

[15000

md

no

= eads
Eraction

- O
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or Remote Job)

r Automatic Options Force Field

Temperature Coupling

: :ef-t Kl

v | tau-t[ps]

berendsen v
iSystem \
[300.0 |

[10 |

Pressure Coupling

v pcoupl
pcoupltype
ref-p [bar]
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compressibility [/bar]

Constraints

constraints

OK
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Extending Simulation
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Linear <
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Temperature/Pressure Coupling
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Reset... Load...
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- O
# of Threads 2
[CIMP1 (for Remote Job)
Dther  Automatic Options Force Field
Constraints
constraint-algorithm LINCS ~
continuation no v
lincs-order 4 I
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Misc.
print-nose-hoover-chain-variables | yes v
define [] -DFLEXIBLE

OK Cancel
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Extending Simulation
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Run Control
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Total time: 10 ps

[0.002

(5000
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integrator
Velocity Generation
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Constraints
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