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    "distance_charge_all": [ 
        29.9211648204, 

  ~~~ 
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    "force_diff_last": "can not be determined", 
    "force_largest": 0.0, 
    "iterations_total": 30, 
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    "loop_count": 3, 
    "material": "FePt2", 
    "total_energy": -38143.906981714, 
    "total_energy_all": [ 
        -38144.008129573, 

  ~~~ 
    ], 
    "total_energy_units": "Htr", 
    "total_wall_time": 545, 
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    "workflow_version": "0.4.0"
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Fleur Calculation

Fleur Base WorkChain

SCF

Equation of 
states

14 April 2021

'points': 9,
'step': 0.002,
'guess': 1.00  

'scf': {‘wf_parameters': SCF parameters
        ‘calc_parameters': inpgen parameters
        ‘options': technical parameters i.e. parallelisation
        'inpgen': inpgen Code
        'fleur': FLEUR Code
       },
'structure': structure,
'wf_parameters': EOS parameters

Inputs

EOS 
parameters
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Fleur Calculation

Fleur Base WorkChain

SCF

Equation of 
states

MAE

Spin Spiral Dispersion

Magnetic 
SCFDMI Dispersion

MAE

Spin Spiral Dispersion

Magnetic Force theorem

Create magnetic film

Base

Relaxation

RelaxationBandDOS
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Fleur Calculation

Fleur Base WorkChain

SCF

Equation of 
states

Create magnetic film

Base

Relaxation

Relaxation

'eos': { 
        'scf': { 
            'wf_parameters': SCF para, 
            'calc_parameters': inpgen para, 
            'options': technical para, 
            'inpgen': inpgen code, 
            'fleur': FLEUR code 
        }, 
        'wf_parameters': EOS para 
    }, 
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Fleur Calculation

Fleur Base WorkChain

SCF

Equation of 
states

Create magnetic film

Base

Relaxation

Relaxation

'eos': { 
        'scf': { 
            'wf_parameters': SCF para, 
            'calc_parameters': inpgen para, 
            'options': technical para, 
            'inpgen': inpgen code, 
            'fleur': FLEUR code 
        }, 
        'wf_parameters': EOS para 
    }, 

'relax': { 
        'scf': { 
            'wf_parameters': SCF para 2, 
            'calc_parameters': inpgen para 2, 
            'options': technical para 2, 
            'inpgen': inpgen code 2, 
            'fleur': FLEUR code 2 
        }, 
        'wf_parameters': Relax para, 
    },
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Fleur Calculation

Fleur Base WorkChain

SCF

Equation of 
states

Create magnetic film

Base

Relaxation

Relaxation

'eos': { 
        'scf': { 
            'wf_parameters': SCF para, 
            'calc_parameters': inpgen para, 
            'options': technical para, 
            'inpgen': inpgen code, 
            'fleur': FLEUR code 
        }, 
        'wf_parameters': EOS para 
    }, 

'wf_parameters': Create Magnetic para

'relax': { 
        'scf': { 
            'wf_parameters': SCF para 2, 
            'calc_parameters': inpgen para 2, 
            'options': technical para 2, 
            'inpgen': inpgen code 2, 
            'fleur': FLEUR code 2 
        }, 
        'wf_parameters': Relax para, 
    },
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Summary
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• Lower level objects: Data objects represent inputs/outputs
• inp.xml ↔ FleurinpData
• input parameters ↔ Dict

• Middle level objects: CalcJob represents a single process
• FLEUR calculation ↔ FleurCalculation
• inpgen and FLEUR ↔ Code objects

• Higher level objects: WorkChains 
• MAE, EOS, Relax
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