
Other API features

CombinedSearch

ccdc.diagram

crystal.contacts()

Crystal 

.length

.strength

.type

.intermolecular

crystal.hbonds()



Molecule

molecule.hbonds()

molecule.rings

molecule.contacts()

.is_aromatic

.is_fused

.is_fully_conjugated

.atoms

.angle

.length

.da_distance

.atoms

.intermolecular

.length

.strength



Molecule

molecule.hbonds()

molecule.rings

>>> poctos.hbonds()[0]

HBond(Atom(O2)-Atom(H1)-Atom(O1))

>>> poctos.hbonds()[0].atoms

(Atom(O2), Atom(H1), Atom(O1))

>>> poctos.hbonds()[0].length

1.1758648276493127

>>> poctos.hbonds()[0].angle

172.08777970837588

poctos.rings[0]

Atom(C3)-Atom(C2)-Atom(C6)-Atom(C5)-Atom(C4)

>>> poctos.rings[0].atoms

[Atom(C3), Atom(C2), Atom(C6), Atom(C5), Atom(C4)]

>>> poctos.rings[0].is_aromatic

False

p = csd.entry('POCTOS')

poctos = p.molecule



Descriptors
ccdc.descriptors
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Descriptors

CSD . CSD .



Conformer Generation

• ccdc.conformer

•

• ConformerGenerator

• MoleculeMinimser

• GeometryAnalyser

•

CSD .CSD . CSD .

https://pubs.acs.org/doi/10.1021/acs.jcim.7b00697


Docking

• ccdc.docking

•

•

•

•

•

•

CSD .CSD .CSD +GOLD.

http://www.sciencedirect.com/science/article/pii/S0022283695800379


Cavities

• ccdc.cavity

•

•

cavity_subcavity_compare_filter.py
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