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pyZacros skeleton

if engine-input files

find_input_files(default_list) -> input_file_list H map_settings(input_file_list, engine) J
find_input_files(engine) -> input_file_list H map_settings(input_file_list, electronic_package) }

co - 0 77— read_input_data()

Species() and SpeciesList()
Main class, the same as PLAMS settings.

Function to read input files in a hierarchical b nitio results

[
I
I
- order: engine-input < ab-initio results < yaml.
I{ Settings() find_input_files(yaml) -> input_file_list H map_settings(input_file_list, fomatted_input) ]
l Main class, the same as PLAMS settings. (
~— build_kmc_slab()
(oo T T T T T T T T . . .
| . Here we will add all the functionality to
| Kmelattice0 construct the KMC slab.
: Class describing the surface slab N
“— N (

write_input_files() calculate_cluster_interaction()

ClusterExpansion() Calculate cluster_eng of energetics_input.dat?

Function tha print the input for the KMC run. It will source the information from: the user-
defined settings of the main Python script, the read_input_data() outcome, default settings
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describe the interaction between
neighbouring atoms.

(
I
I
: Cluster expansion Hamiltonian class, to
I
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ElementaryReaction() and ReactionPath() add_reaction_constants|()

Class representing elementary chemical
reaction steps. The ReactionPath() class
contains a collection of

from mechanism_input.dat

ElementaryReactions(). .
\
Noe——,————,——- —,— — -, — ¢, —_— - . - —, —¥— —— run_engine() \
(- I T \
| Default_settings <~ ( Basic function to run the KMC engine. \
I ; ~_ | Create Zacros input templates: \
_________ \
 —————————————————— \
Y o7 We need to provide yaml templates.
I Default examples, eg “H2 on Pt” |’/ |\ P y P process_output()

Additional functionality to post process KMC
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pyZacros: Possible read input scenarios

1. A” ZaCrOS |npUt flleS, nOthIng to do lattice_input.dat simulation_input.dat mechanism_input.dat energetics_input.dat
2. Some settings are provided in the Python script: Bython sarit | c[%p dat simu.aﬁ[%put.dat mechan[ifj_nput.dat g [%p g
3. Zacros inputs are provided using Yaml format: @

Yaml

4. Inputs are built from ab-initio outputs:

(1,

AMS results

S. A bit of everything:

@
()
(1)

@

L
[
0

on script AMS results Yaml
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Level 2: Connection with OSP/EMMO ontology

A CWL workflow will open a wrapper sessions for each of the engines. Data will be transferred using CUDS obijets.

CWL workflow
***** ®
84 SimPhoNy
AMS wrapper nZacros wrapper FOAM wrapper !
Reaction_path Reaction_path
(CUDS) % (CUDS) %
KMC lattice i i KMC lattice @
mechanism_input.dat reaction_rates_input.dat Processed output
(CUDS) (CUDS)
. SCM L :::: :'1 dZaI C rod S Iattic%t.dat simulation@input.dat energe@put.dat L"az'a‘!yx;/!\g/[:QAM
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