main:606:execute
100.00%

(0.00%)
1x

1.13%
1x

main:576:register_listeners
1.13%

93.89%
(0.00%)
143x

(0.00%)
1x

2.39%
12346x

1.12%
1x

output:1343:__init__

1.12% 2.39%
(0.00%) (0.00%)
1x 12346x
1.12% 2.38%
1x 12346
util:112:makeOutputSubdirectory model:488:makeNewReaction
1.13% 2.38%
(0.00%) (0.00%)
6x 12396 x
1.13% 2.35%
6x 44375x

model:307:makeNewSpecies
2.35%
(0.03%)
44391 x

shutil:224:rmtree
1.13%
(0.00%)
6x

2.13%
7314x

0.82%
4442x

thermoengine:178:submit
2.13%
(0.00%)
7384 x

~:0:<posix.remove>
0.82%
(0.82%)
34442x

2.13%
384 x

util:156:submit_
2.13%
(0.00%)
7384 x

2.13%
384 x

thermoengine:160:evaluator
2.13%
(0.01%)
7384 x

2.10%
7384 x

thermoengine:118:generateThermoData

2.10%
(0.00%)
7384x

.01%
372x

thermo:1103:getThermoData
2.09%
(0.19%)
10633 x

1.61%
7282x

thermo:1564:getThermoDataFromGroups
1.61%

(0.00%)
7282x

1.55%
14491 x

thermo:1784:estimate ThermoViaGroupAdditivity
1.55%
(0.00%)
14491 x

1.35%
12004 x

thermo:1693:estimateRadicalThermoViaHBI
1.40%
(0.03%)
24289x

0.15%
7129007 %

thermo:1806:computeGroupAdditivity Thermo
1.40%
(0.09%)
14491 x

1.17%
1379422x

thermo:2165: _addGroupThermoData
1.23%

(0.01%)
1446554

1.13%
1446554 x

base:989:descendTree
1.56%
(0.06%)
4867652x

0.84%
729278x

1.49%
2798496 x

base:908:matchNodeToStructure

1.49%
(1.31%)
37233730

(1.23%)
363912107x

b3.89%
127 %

model:581:enlarge

model:804:processNewReactions

3.90%
64 x

main:1366:saveEverything
3.90%

(0.00%)
64x

3.90%
64 x

91.36%
64 x

runtime:234:call
2.92%

util:107:notify
3.90%
(0.16%)
64 x

react:116:reactAll
91.36%
(0.00%)
64 x

(0.57%)
12089068 x

1.75%
2543307 x

0.21%
185615x

3.39%
64 x

b1.36%
64 x

adjlist:724:toAdjacencyList
1.97%

output:1347:update
3.39%
(0.00%)
64 x

react:40:react
91.36%
(0.00%)
64 x

(1.09%)
2735583x

3.39%
64 x

D1.36%
64 x

util:153:map_ output:1311:saveOutput
91.36% 3.39%
(0.00%) (0.00%)
64 x 64 x
D1.36% 3.39%
64 x 128x

output:45:saveOutputHTML
3.39%
(0.00%)
128x

fallbacks:30:wrapper
91.36%
(0.00%)
64 x

18%
128x

D1.36%
64 x

environment:993:render
3.18%
(0.00%)
128x

~:0:<map>
91.51%
(0.15%)
1693501 x

18%
128x

D1.36%
3149x

~:0:<method ’join’ of unicode’
objects>
3.18%
(0.02%)
11039x

util:110:__call__
91.36%
(0.00%)
73149x

01.36%
3149x

react:66:reactSpecies
91.36%
(0.05%)
73149x

89.90%
73149x

database:461:generate_reactions_from_families
89.90%
(0.03%)
73149x

86.98%
73149x

common:231:find_degenerate_reactions
87.08%
(40.98%)
80735x

common:191:ensure_independent_atom_ids
1.15%
(0.21%)
80501 x

44.34%
327408x

1.40%
5699848 x

common:154:ensure_species
44.97%
(34.27%)
430439x

0.32%
225324 x

filtration:53:filter _structures
1.61%
(0.01%)
758775x%

8.81%
297120844 x

filtration:390:mark _unreactive_structures
1.39%

copy:253:_deepcopy_dict
8.56%

(0.38%)
758775x

0.59¢
1829445

1.00%
32790802x

copy:145:deepcopy
12.08% 0.99%
(4.23%) (0.09%)

1116228441 x

4.17%
1110838645x

0.33%
952671x /952671 x

6.84%
722205888 x

copy:267:_keep_alive
4.17%
(8.76%)
1110838645x

copy:306:_reconstruct
1.27%
(0.08%)
4382029x

0.89%
(0.46%)

family:1731:calculateDegeneracy
2.48%
(0.00%)

0.89%
98974890

1.52%
101997 x

database:541:react_molecules
1.52%
(0.01%)
101997 x

1.51%
(0.05%)
5609835x

1.46%
10199700x

family:1801:__generateReactions

3.41%
(0.89%)
10222230

family:1501:__generateProductStructures

LA
(0.01%)
414710x

1.76%
406369x

family:1215:applyRecipe

1.76%

(0.78%)
406667x

0.35%
1617917x

Graph:45:from_edges

3473989x

Graph:81:add_edge

98974890x

family:1624:generateReactions




