StructureData (13399)
C18H11

orig struct

WorkCalculation (13408)

return: return

y

StructureData (13409)
C18H123Au448
cp2k code
SinglefileData (13437)

mol coords

Code (11533)
'cp2k 6.0 18265

SinglefileData (13436)

structure \num machines /fixed atoms vdw_switch center switch calc_type mgrid cutoff

ParameterData (13434) SinglefileData (13435)

molslab coords

max force

ParameterData (13433)

parameters

WorkCalculation (13432)

ALL settings

Cp2kCalculation (13438)
'slab geo opt'

output structure

A4

StructureData (13472)
C18H123Au448

Code (11526)
'‘cp2k 6.0 18265’

num machines fixed atoms max_force \ vdw_switch [center switch structure

cp2k code mgrid_cutoff

WorkCalculation (13480)

CALL

Cp2kCalculation (13486)
'slab _geo opt'

retrieved

FolderData (13537)

CALL remote folder output parameters

<::::Eff§ffnerData(13545)

output structure

StructureData (13546)
C18H123Au448

Cp2kCalculation (13552)
'slab geo opt'

remote folder

RemoteData (13553) FolderData (13573)

output parameters

ParameterData (13574)

output structure

StructureData (13575)
C18H123Au448




