® from puckepy.formalism import CP5, AS

from puckepy.formalism import Pdb
$ puckers --peptide 37

fiveringPdb = Pdb(filename="dna_adenosine.pdb")

fiveringPdb.parse()

cp5_amplitude, cp5_phaseangle = CP5().from_atomnames(
pdb=fiveringPdb,
query_nameS:[”O4I“, IIClIII, IIC2|II, IIC3III, IIC4III:|
)

$ puckers --fivering 21

as_amplitude, as_phaseangle = AS().from_indices(
coordinates=fiveringPdb.coordinates,
indices=[7, 8, 26, 24, 5]
)

from puckepy.formalism import CP5, write_to_pdb

inverted_coordinates = CP5(0.35, 90.).1invert()
$ puckers --sixring 630

write_to_pdb(
fname="1nverted_fivering.pdb",
coordinates=inverted_coordinates,
resitduename="FIV"

)

from puckepy.confsampling import Fivering, FiveringAxes

fivering, axes = Fivering(21), FiveringAxes(21)

for zx, zy, nul, nu3 in zip(axes.zx,
axes.zy,

fivering

fivering.

print(" %8.3f %8.3f %8.3f %8.3f"

from puckepy.formalism import Xyz
from puckepy.geometry import dihedral

xyz_coordinates = Xyz("dna_adenosine.xyz").parse()

chi_angle = dihedral(
Xyz_coordinates[8],
Xyz_coordinates[10],
xyz_coordinates[11],
Xyz_coordinates[23],




