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Critiques Distance Restraints
o whatif C12CHK value -1.054 < -0.900 distance_constraint_list
e whatif RAMCHK value -1.255 < -1.000
o CING D1D2_CHK value -0.939 < -0.800 Showing 1 to 10 of 23 records
e Procheck gf value -2.110 < -1.300 Show records Search (e.g. HA):
¢ A atom 1 atom 2 low upp act viol max c3 y Critique
218 A ILE18 H A ASP19 1.8 3.7 2.7+-0.0 0.0+-0.0 0.0 o
Ramachandran 222 A ILE18 MG A ASPI9 A 1.8 57  4.4+-00  0.0+-0.0 00 0
223 A ASP19 HA A ASP19 HEBZ 1.8 3.7 2.7+-0.2 0.0+-0.0 0.0 0
2kq3.A.ASP19 224 A ASP19 HA A ASP19 B2 1.8 3.7 2.9+-0.2 0.0+-0.0 0.0 0
180 q3.A- 225 A ILE18 MG A ASP19 HBZ 18 5.7 4.5+-0.5 0.0+-0.0 0.0 o
226 A ASP19 HA A ASP19 HE3Z 1.8 3.7 2.7+-0.2 0.0+-0.0 0.0 0
P 227 A ASP19 HA A ASP19 HBZ 1.8 3.7 2.9+-0.2 0.0+-0.0 0.0 o
228 A ILE18 HA A ASP19 H 1.8 3.7 3.6+-0.0 0.0+-0.0 0.0 0
120 229 A ILE18 HB A ASP19 W 18 37 1.9+-00  0.0+-0.0 00 0
230 A ILE1B HG13 A ASP19 1.8 3.7 3.8+-0.0 0.1+-0.0 0.1 0
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_60 Showing 1 to 2 of 2 records
Show (5 %) records Search:
-3 # A name low upp act ov vAv vsd max 3y Critique
-120 ® violSd: 3.61
24 PHI -111.1 -74.1 -147.5 0.0019 36.4 3.6 44.0 20 o violMax: 43.96
e violMax: 86.91
25 PSI -15.0 23.8 -95.9 0.0644 79.6 18.9 86.9 19 e violSd: 18.89
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Whatif.RAMCHK.valueList: -1.25 (+- 0.03)

CHK.RAMACHANDRAN_CHK .valueList: -1.19 (+- 0.02)
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Supplementary Figure S1.

CING Residue page for PDB entry 2kq3 residue Asp19.



000 Dihedral plots by Residue
[ | ] | 4
o am w5 o 3 W W w % o @ wme— @ % S5 2120 60 5 0 r
srarateva sraqratevs araratevs 2kq3.ALEV1A
| 0 0 E
IE a 0
w 0 pr— . 4
. o
" Y H
LEU14 & of o ¢ guol 0 i £
8
“ ’ 10 PR B
) ) . ] ’ . l
) . O A ) @ g we w W S % ) T
2kq3AILELS 2kq3AILELS 2kq3AILELS 2kq3.A.ILE1S
1"7 12
- .
] ’ 0 & 0 0
« 20 0 4 . B
! " |
H
ILE15 & o e S iy g = X
’ 8
ol 20 w0 B
R I L S % T oo
2kq3.ALYS16 2kq3.ALYS16 2kq3.ALYS16 2kq3.A.LYS16
— 16
14
- g , ) - = - .
R . L 2
w . - m '
- . 10
i g
s g H
LYS16 E o \ o c € guo fe
] g
“ 0 wl
4
9 w i «
y B
S W mw W N 5 % ) T
2kq3.AALALT 2kq3 AALALY 8 2kq3.A.ALA17
16
. :
14
)| 240 - 12
¢ L
i a ¥ 210 Jx
< Yol
| Z

Supplementary Figure S2.

CING 'Dihedral plots by residue' page for PDB entry 2kq3, residues Leul4-Lys16.



