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POTASSIUM CHANNEL KCSA IN COMPLEX WITH
TETRABUTYLAMMONIUM IN HIGH K

DOI:10.2210/pdb2jk5/pdb

Primary Citation

Structure of a Potassium Channel in Complex with Symmetrical Quaternary Ammonium
Compounds Reveals a Novel Hydrophobic Binding Site

Lenaeus, M.J.,°, Focia, P.J./>, Wagner, T.//, Gross, A.~

Journal: To be Published

Not in PubMed
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Structure Weight: 61280.07
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Polymer: 1 Type: polypeptide(l) Length: 219
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Molecule: VOLTAGE-GATED POTASSIUM CHANNEL
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Length: 124
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IMMUNE SYSTEM/METALTRANSPORT 15- AUG 08 2JK5
POTASSIUMCHANNELKCSA IN COMPLEXWITH TETRABUTYLAMMONIUM
2 IN HIGH K

MOL _ID: 1,

2 MOLECULE ANTIBODY FAB FRAGMENTLIGHT CHAIN;

3 CHAIN: A

4 ENGINEERED YES

5 MOL_ID: 2;

IMMUNE SYSTEMMETAL TRANSPORTCOMPLEX, QUATERNARMYAMMONIUM,

X- RAY DIFFRACTION
M J. LENAEUS,P. J. FOCIA, T . WAGNER,AGROSS
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AUTH M J. LENAEUS,P. J. FOCIA, T . WAGNER,AGROSS
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MISSING RESIDUES

THE FOLLOWINGRESIDUES WERENOT LOCATEDIN THE
EXPERIMENT (M=MODELNUMBER RES=RESIDUENAME C=CHAIN
IDENTIFIER ; SSSEQ=SEQUENCEUMBER I=INSERTION CODE)
M RES C SSSEQI
MET C 1
PRO C 2

MISSING ATOM
THE FOLLOWINGRESIDUES HAVE MISSING ATOMS(M=MODELNUMBER

RES=RESIDUENAME C=CHAIN IDENTIFIER ; SSEQ=SEQUENCEUMBER
I=INSERTION CODE)
M RES CSSEQI ATOMS
LYS A 23 CG CD CE Nz
LYS A 63 CE Nz

SEQRES 1 A 219 GLN VAL GLN LEU GLN GLN PRO GLY ALA GLU LEU VAL LYS

SEQRES 2 A 219

HET FO9
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Atom name Chain name Occupancy
Residue number

CG A3 -30.506 25.807 16.125 0.50
ATOM 23 CDAGLNA 3 -29.018 25.546 15.959 0.50 43.01
ATOM 24 OEIAGLNA 3 -28.187 26.374 16.332 0.50 43.76
ATOM 25 NE2AGLNA 3 -28.675 24.391 15.403 0.50 41.73
ATOM 26 N BGLNA 3 -33.005 25.819 17.852 0.50 45.16
ATOM 27 CABGLNA 3 -32.788 24.834 16.796 0.50 44.25
ATOM 28 C BGLNA 3 -33.529 23.510 17.024 0.50 43.75

Cl C1131 -21.017 -3.092 -1.563 1.00
HETATM4141 C2 F09 C1131 -21.015 -1.597 -1.357 1.00 60. 40
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REMARK 350 COORDINATES FOR A COMPLETE MULTIMER REPRESENTING THE KNOWN
REMARK 350 BIOLOGICALLY SIGNIFICANT OLIGOMERIZATION STATE OF THE

REMARK 350 MOLECULE CAN BE GENERATED BY APPLYING BIOMT TRANSFORMATIONS
REMARK 350 GIVEN BELOW. BOTH NON - CRYSTALLOGRAPHIC AND

REMARK 350 CRYSTALLOGRAPHIC OPERATIONS ARE GIVEN.

REMARK 350

REMARK 350 BIOMOLECULE: 1

REMARK 350 APPLY THE FOLLOWING TO CHAINS: A, R

REMARK 350 BIOMT1 1 1.000000 0.000000 0.000000 0.00000

REMARK 350 BIOMTZ2 1 0.000000 1.000000 - 0.000000 0.00000
REMARK 350 BIOMT3 1 0.000000 - 0.000000 1.000000 0.00000
REMARK 350 BIOMT1 2 0.923478 - 0.383651 0.000000 - 0.00000
REMARK 350 BIOMT2 2 0.3§3651 0.923478 - 0.000000 0.00000
REMARK 350 BIOMT3 2 0.000000 - 0.000000 1.000000 - 67.58400
REMARK 350 BIOMT1 49 0.926988 0.375092 0.000000 - 0.00000
REMARK 350 BIOMT2 49 - 0.375092 0.926988 - 0.000000 0.00000
REMARK 350 BIOMT3 49 0.000000 - 0.000000 1.000000 - 1.40800
4@ 4BIOMTL, BIOMTL,, BIOMTL, & § &BIOMTL, g
&/, 6=[aBIOMT2,, BIOMT2,, BIOI\/ITZZqullo+a@IOI\/IT2250
&,9 geBIOMTBZX BIOMT3,, BIOMT3,, 3% 9 &BIOMT3, 9
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