Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics.
This journal is © the Owner Societies 2017

PDB file of KAP8.1 Model

REMARK Accelrys Discovery Studio PDB file

REMARK Created: 2016-07-01T15:14:01%Z

SSBOND 1 CYs A 1 CYS A 28

SSBOND 2 CYS A 13 CYS A 43

ATOM 1 N MET -1 27.440 17.934 11.835 .00
N1+

ATOM 2 HT1 MET -1 27.384 18.772 12.44¢6 .00
iTOM 3 HT2 MET -1 28.365 17.475 11.936 .00
iTOM 4 HT3 MET -1 26.717 17.236 12.139 .00
iTOM 5 CA MET -1 27.128 18.212 10.432 .00
gTOM 6 HA MET -1 26.559 19.143 10.391 .00
iTOM 7 CB MET -1 28.350 18.270 9.493 .00
;TOM 8 HB1 MET -1 29.077 17.497 9.747 .00
iTOM 9 HB2 MET -1 28.041 18.058 8.467 .00
iTOM 10 CG MET -1 29.020 19.648 9.471 .00
iTOM 11 HG1l MET -1 28.276 20.420 9.270 .00
iTOM 12 HG2 MET -1 29.478 19.862 10.437 .00
iTOM 13 SD MET -1 30.292 19.698 8.194 .00
2TOM 14 CE MET -1 29.813 21.223 7.360 .00
;TOM 15 HE1l MET -1 30.570 21.513 6.630 .00
iTOM 16 HE2 MET -1 29.713 22.029 8.088 .00
iTOM 17 HE3 MET -1 28.848 21.100 6.865 .00
iTOM 18 C MET -1 26.167 17.100 10.050 .00
iTOM 19 O MET -1 25.973 16.228 10.887 .00
ETOM 20 N LEU 0 25.577 17.246 8.844 .00
QTOM 21 HN LEU 0 25.973 17.949 8.252 .00
iTOM 22 CA LEU 0 24.200 16.840 8.482 .00
;TOM 23 HA LEU 0 24.212 16.663 7.407 .00
iTOM 24 CB LEU 0 23.629 15.615 9.238 .00
gTOM 25 HB1 LEU 0 23.763 15.734 10.315 .00
iTOM 26 HB2 LEU 0 22.549 15.557 9.112 .00
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