
WorkCalculation (103786)
'Cp2kRobustCellOptWorkChain'

WorkCalculation (107305)
'Stage1_CellOpt'

CALL

WorkCalculation (112243)
'Stage3_CellOpt'

CALL

StructureData (114808)
 C16H6BO2

output_structure

ParameterData (114807)

output_parameters

RemoteData (112330)

remote_folder

WorkCalculation (104567)
'Stage0_Energy'

CALL

WorkCalculation (109587)
'Stage2_MD'

CALL

ParameterData (109584)

CREATE

WorkCalculation (109585)

CALL ParameterData (112240)

CREATE

WorkCalculation (112241)

CALL

WorkCalculation (104020)

CALL

WorkCalculation (107303)

CALL

ParameterData (107302)

CREATE

RemoteData (107384)

remote_folder

StructureData (109426)
 C16H6BO2

output_structure

WorkCalculation (107341)
'Cp2kDftBaseWorkChain'

CALL ParameterData (107334)

input_parameters

ParameterData (109425)

output_parameters

output_structure output_parameters remote_folder

ParameterData (112269)

input_parameters

WorkCalculation (112280)
'Cp2kDftBaseWorkChain'

CALL

WorkCalculation (114888)
'DdecCp2kChargesWorkChain'

structure

WorkCalculation (114920)
'Cp2kDftBaseWorkChain'

structure

Cp2kCalculation (114949)
'Cp2kCalculation'

structure

cp2k_parent_folder

parent_folder

parent_calc_folder

StructureData (103775)
 C16H6BO2

output_structure

Cp2kCalculation (105701)
'Cp2kCalculation'

CALL

RemoteData (106052)

remote_folder

ParameterData (105388)

input_parameters

FolderData (107276)

retrieved

ParameterData (107277)

output_parameters

ParameterData (112187)

output_parameters

StructureData (112188)
 C16H6BO2

output_structure

RemoteData (109765)

remote_folder

WorkCalculation (109676)
'Cp2kDftBaseWorkChain'

CALLParameterData (109654)

input_parameters

p1

ParameterData (109586)

_return

p1

ParameterData (112242)

_return

ParameterData (104021)

_return

ParameterData (107304)

_return

p2

parent_folder

Cp2kCalculation (109736)
'Cp2kCalculation'

parent_calc_folder

parent_folder

structure

structure

structure

remote_folderoutput_structure output_parameters

Cp2kCalculation (107369)
'Cp2kCalculation'

CALL ParameterData (107358)

input_parameters

FolderData (109424)

retrieved

parameters

parameters

structure

structure

structure

structure

structure

structure

WorkCalculation (103779)

structure

remote_folderoutput_structure output_parametersretrieved

remote_folderretrieved output_parameters

ParameterData (103784)

_return_return

StructureData (131352)
'16000N2'

WorkCalculation (131395)

struct WorkCalculation (131355)
'test3-OT'

structure

StructureData (131413)
 C16H6BO2

_return

CALL

WorkCalculation (131415)

CALL

ParameterData (131422)

CREATE

WorkCalculation (131423)
'Cp2kCellOptWorkChain'

CALL

WorkCalculation (132828)
'DdecCp2kChargesWorkChain'

CALL

CifData (132944)

output_structure

structurestructure

Cp2kCalculation (131904)
'Cp2kCalculation'

structure

WorkCalculation (131806)
'Cp2kDftBaseWorkChain'

structure

parameters

output_structure output_parameters remote_folder

Cp2kCalculation (112311)
'Cp2kCalculation'

CALL

FolderData (114806)

retrieved

ParameterData (112302)

input_parameters

CALL

DdecCalculation (116582)
'DdecCalculation'

CALL

CifData (117626)

output_structure

WorkCalculation (114918)

CALL

WorkCalculation (116558)

CALL

WorkCalculation (116560)

CALL

output_structure

CALL

RemoteData (114966)

remote_folder

FolderData (116469)

retrieved

ParameterData (114942)

input_parameters

ParameterData (116470)

output_parameters

remote_folderretrieved output_parameters

structure

FolderData (117625)

retrieved

RemoteData (116621)

remote_folder

InlineCalculation (131351)
 _get_aiida_structure_ase_inline()

cif

ParameterData (114919)

_return

ParameterData (116559)

_return

ParameterData (116561)

_return

parameters

ParameterData (131421)

_return_return

parameters

cp2k_parameters

WorkCalculation (132833)

p2

CALL

StructureData (132824)
 C16H6BO2

output_structure

RemoteData (131989)

remote_folder

ParameterData (132823)

output_parameters

ParameterData (131767)

input_parameters

output_structure

CALL

WorkCalculation (132835)
'Cp2kDftBaseWorkChain'

CALL

DdecCalculation (132852)
'DdecCalculation'

CALL

WorkCalculation (132848)

CALL

WorkCalculation (132850)

CALL

parent_folder

parent_folder

parent_calc_folder

parameters

parameters p2 p2p1

FolderData (112186)

retrieved output_parametersoutput_structure remote_folder

structure

structure

structure

parent_folder

parent_folder

parent_calc_folder

output_structure output_parameters remote_folderretrieved

output_structure remote_folder output_parameters

FolderData (132822)

retrieved

CALL

output_structure remote_folder output_parametersretrieved

ParameterData (131881)

input_parameters

structure

structure

Cp2kCalculation (132841)
'Cp2kCalculation'

structure

cp2k_parent_folder

parent_folder

parent_calc_folder

structure

ParameterData (132834)

_return

parameters

CALL

retrieved output_parametersoutput_structure remote_folder

ParameterData (109720)

input_parameters

parameters

parameters

ParameterData (103785)

parameters

p2

cp2k_parameters

p2

WorkCalculation (103484)
'test2-0'

CALL

CALL

CALL

output_structure

CREATE

WorkCalculation (103755)

CALL

_return

parameters

parameters

charge_density_folder

parameters

output_structure

CALL

RemoteData (132843)

remote_folder

FolderData (132846)

retrieved

ParameterData (132847)

output_parameters

ParameterData (132840)

input_parameters

remote_folder retrievedoutput_parameters

parameters

parameters

charge_density_folder

parameters

structure

FolderData (132943)

retrieved

RemoteData (132853)

remote_folder

StructureData (103481)
'16000N2'

structure

struct

charge_density_folder

charge_density_folder

parameters

ParameterData (132849)

_return

ParameterData (132851)

_return

parameters

p2

p2

parameters

parameters


