MindlessGen

Generate "mindless” molecules from

scratch!
... powered by xTB and ORCA.
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Reading configuration from file: '/Users/marcelmueller/projects/mindlessgen/testdir/mindlessgen.toml’

. I N N, N, .
| E—a—a—a— i—mm ul

i (-] S - . A .
e mm w—~ —a—an =a— =

| | — I I I I — — -
[ [ — | W— | _—— ( —  —

C4HaN; Oy
Te,Er;Lu,

MindlessGen vo.3.1
Semi-Automated Molecule Generator

Licensed under the Apache License, Version 2.8
(http://www.apache.org/licenses/LICENSE-2.0)

General configuration:
verbosity:

max_cycles:

print_config:

parallel:

num_molecules:

postprocess:

Simple but extensive

v

Generate configuration:

min_num_atoms = 2
min_num_atoms: 15 o

H 25

init_coord_scaling:
dist_threshold:
increase_scaling
element_composition:
forbidden_elements:

Orca configuration:
orca_path:

functional:

basis:

gridsize:

scf_cycles:

Postprocess configuration:
engine:

opt_cycles:

optimize:

debug:

Refine configuration:
max_frag_cycles:

engine:

debug:

Xtb configuration:
xtb_path:

Running with 6 cores.

/Users/marcelnueller/source/MindlessGen/src/mindlessgen/generator/main. py:67: UserWarning: Parallelization

warnings.warn
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input in TOML format
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« Detailed atom composition possible
 Self-consistent fragment detection

« XTB geometry optimization &
DFT sanity check

 |Isomerization reactions

max,num,at;ms ; 100
init_scaling =H3.0
increase_scalmg_fac‘tor = 1.3
dist‘_threshuld = 1.‘2

r can t il f
element_composition = "C:2-10, H:10-20, 0:1-5, N:l-%"

forbidden_elements = "57-71"

[refinef]

Z m num
max_frag_cycles = 100
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engine = "xtb"
;
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debug = false

[postprocess]

github.com/grimme-lab/MindlessGen



