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Molecule Method Basis Set/Note
opt freq B3LYP 6-311G
opt freq TD CAM-B3LYP aug-cc-pvtz (failed)
PR, opt freq TD B3LYP 6-311G
iR opt freq CIS 6-311G
td=(nstates=12) CAM-B3LYP | aug-cc-pvtz (failed)
td CAM-B3LYP aug-cc-pvtz
opt freq B3LYP 6-311G
opt freq TD B3LYP 6-311G
opt freq CIS aug-cc-pvtz (failed)
opt freq CIS 6-311G
opt freq TD CAM-B3LYP aug-cc-pvdz (failed)
= opt freq TD CAM-B3LYP cc-pvtz (failed)
b L opt freq CIS 6-31G
td CAM-B3LYP aug-cc-pvtz (failed)
td CAM-B3LYP aug-cc-pvtz
td=(nstates=15) CAM-B3LYP aug-cc-pvtz
CIS aug-cc-pvtz (failed)
td HF aug-cc-pvtz (failed)
opt freq B3LYP 6-311G
opt freq B3LYP 6-311G
opt freq TD B3LYP 6-311G
KR opt freq TD B3LYP 6-311G
opt freq CIS 6-311G
td CAM-B3LYP aug-cc-pvtz
td=(nstates=20) CAM-B3LYP | aug-cc-pvtz (failed)
opt freq B3LYP 6-311G
opt freq TD CAM-B3LYP aug-cc-pvdz (error)
opt freq TD B3LYP 3-21G (error)
td B3LYP 6-311G
td CAM-B3LYP aug-cc-pvtz
opt freq CIS 6-311G (error)
opt freq TD HF 6-311G (error)
opt freq TD PM6
R e opt freq TD B3LYP 6-311G (error)
opt freq CIS 6-311G (error)
opt freq TD CAM-B3LYP aug-cc-pvdz (failed)
opt freq TD CAM-B3LYP 6-311G (error)
opt freq TD B3LYP 6-311G (failed)
opt freq TD CAM-B3LYP aug-cc-pvdz (error)
opt freq TD CAM-B3LYP aug-cc-pvtz (error)
td=(nstates=15) CAM-B3LYP aug-cc-pvtz
td CAM-B3LYP aug-cc-pvtz
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Figure 1: 1134/ td CAM-B3LYP aug-cc-pvtz
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Figure 2: [ & LA td=(nstates=15) CAM-B3LYP aug-cc-pvtz
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Figure 3: X% td CAM-B3LYP aug-cc-pvtz
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Figure 4: H 45t td=(nstates=15) CAM-B3LYP aug-cc-pvtz
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os
csSVv
collections defaultdict

extract_calculation_method(filename) :
with (filename, 'r', encoding='utf-8') as
lines = .readlines ()
line lines:
line.startswith('#'):
calculation_method = line[1:].strip()

calculation_method
None

get_calculation_status(filename) :
with (filename, 'r', encoding='utf-8') as
content = .read ()
'"Error termination' content:
1

(error)'
'Job cpu time' content:

' (failed)'

main () :
directory = '.'

files = os.listdir(directory)

log_files = [f £ files f.endswith('.L0OG')]

gjf_files [f f files f.endswith('.gjf')]
gjf_files_dict = {f.split('.')[0].lower(): f£ f gjf_files}

categorized_results = defaultdict (

log_file log_files:
base_name = log_file.split('."') [0].lower ()
gjf_file = gjf_files_dict.get(base_name)
gjf_file:
category_key = base_name.split('-') [1]
calculation_method = extract_calculation_method(gjf_file)
status = get_calculation_status(log_file)
categorized_results[category_keyl].append((log_file, £"{
calculation_method}{status}"))

(f"No matching gjf file found for log_file: {log_filel}")

category, results categorized_results.items():

with (f'results_{category}.csv', 'w', newline='', encoding='utf-8
') as
writer = csv.writer ( )
writer.writerow(['Filename', 'Calculation Method'])
writer.writerows (results)
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