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Software Environment

Software for structure quality evaluation:

DSSP DsspCMBI-April-2000
pdbstat PdbStat-5.9 Version
AutoAssign Version 2.4.0 (uses only AVS scripts)

RPF analysis ASDP-1.0
PDB validation Version 8.061

Verify3D Version 1.0 corrected by Aneerban
Prosall Prosa2003

PROCHECK Version 3.5.4

MolMol Version 2K.2

MolProbity programs:

cluster 1999

clashlistcluster 1999 (corrected by Aneerban)
mage Version 6.35.040409

prekin Version 6.35.040406

reduce Version 2.14

probe Version 2.6

Other Software:

PERL
convert
ps2pdf
htmldoc
gnuplot
Jjpegtopnm
pnmcrop
pnmtojpeg

Version 5.8.0
ImageMagick 5.5.6
Ghostscript 7.05

vl.9

Version 3.7 patchlevel 3
year 2000

year 2000

year 2000
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Structure Quality Analysis for NAME

Analyses performed for all residues.
Procheck analysis,RMSD calculation and structure superimposition are based on: all residues

NESG ID: NAME
PDB ID:

Deposition date:
Common Name:

Class:

Length (a.a.): 747
Organism:

SwissProt /
TrEMBL ID:

# models: 2
Oligomerization: monomer

Molecular

weight: 81680

Secondary Structure Elements:

alpha helices: 3A-8A, 17A-21A, 70A-74A, 7T6A-86A, 89A-94A, 132A-140A, 186A-194A, 198A-205A,
217A-229A, 243A-252A, 279A-286A, 299A-304A, 307A-316A, 325A-336A, 350A-354A, 381A-388A,
420A-429A, 451A-454A, 482A-493A, 495A-500A, 551A-554A, 589A-592A, 613A-623A, 630A-638A,
668A-671A, 692A-700A, 724A-738A

beta strands: 359A-361A, 339A-344A, 256A-260A, 435A-439A, 461 A-465A, 476 A-479A, 522A-524A,
3TTA-379A, 364A-371A, 407A-411A, 601A-605A, 641A-644A

RMSD All residues Ordered residues?® Selected residues’®
All backbone atoms 7.5 A 5.6 A 75A
All heavy atoms 75A 5.6 A 75A

Ramachandran Plot Summary for selected residues® from Procheck

Most favoured regions Additionally allowed regions Generously allowed regions Disallowed regions

89.1% 10.3% 0.4% 0.1%
Ramachandran Plot Summary for selected residues® from Richardson Lab's Molprobity

Most favoured regions Allowed regions Disallowed regions View plot View model summary
96.7% 2.7% 0.6%
Global quality scores
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PSVS Software Environment

Program  Verify3D Prosall (-ve) Procheck (phi-psi)? Procheck (all)?> MolProbity Clashscore
-Raw score 0.40 N/A -0.13 -0.17 26.25

Z-scorel  -0.96 N/A -0.20 -1.01 -2.98
Close Contacts and Deviations from Ideal Geometry (from PDB validation software)

Number of close contacts (within2.2 A): 0

RMS deviation for bond angles: 24°

RMS deviation for bond lengths: 0.012 A

1 With respect to mean and standard deviation for a set of 252 X-ray structures < 500 residues, of resolution
<=1.80 A, R-factor <= 0.25 and R-free <= (.28; a positive value indicates a 'better' score

20rder residues: HASH(0xd7fal0)

3Selected residues: all

S(phi) v/s Residue number
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PSVS Software Environment
S(psi) v/s Residue number
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G-factor

Verify3D score
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PSVS Software Environment

Procheck G-factor for all dihedral angles
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PSVS Software Environment

Residual VdW violations from MolProbity
5[] ! ! Al q
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Residue Plot of Ramachandran anlysis(based on data from Richardson Lab's Molprobity)

References:
1. Luthy R, Bowie J U and Eisenberg D, "Assessment of protein models with three-dimensional profiles",

Nature 356 (1992): 83-85
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2. Bowie J U, Luthy R and Eisenberg D, "A Method to Identify Protein Sequences that Fold into a Known
Three-Dimensional Structure", Science 253 (1991): 164-169

3. Sippl M J, "Recognition of Errors in Three-Dimensional Structures of Proteins", Proteins 17 (1993):
355-362

4. Sippl M J, "Calculation of Conformation Ensembles from Potentials of Mean Force", J] Mol Biol 213
(1990): 859-883

5. Laskowski R Ai et al, "AQUA and PROCHECK_NMR: Programs for checking the quality of proteins
structures solved by NMR", J Biomolec NMR 8 (1996): 477-486

6. Laskowski R A et al "PROCHECK: a program to check the stereochemical quality of protein structures" J
Appl Cryst, 26 (1993): 283-291

7. Word J M et al, "Exploring steric constrains on protein mutations using MAGE / PROBE", Prot Sci 9
(2000): 2251-2259

8. Word J M et al, "Asparagine and Glutamine: Using Hydrogen Atom Contacts in the Choice of Side-chain
Amide Orientation”, J] Mol Biol 285 (1999): 1735-1747

9. Word J M et al, "Visualizing and Quantifying Molecular Goodness-of-Fit: Small-probe Contact Dots with
Explicit Hydrogens", J Mol Biol 285 (1999): 1711-1733

10. Tejero R and Montelione G T, "PDBStat", unpublished

11. Luthy R, McLachlan A D and Eisenberg D, "Secondary Structure-Based Profiles: Use of
Structure-Conserving Scoring Tables in Searching Protein Sequence Databases for Structural Similarities",
Proteins 10 (1991): 229-239

12. Richardson D C, Richardson J S, "The kinemage: a tool for scientific communication", Prot Sci 1(1)
(1992): 3-9

13. Koradi, R, et al, "MOLMOL.: a program for display and analysis of macromolecular structures ", J Mol
Graphics 14 (1996): 51-55.

14. Giintert, P, Mumenthaler, C & Wiithrich, K "Torsion angle dynamics for NMR structure calculation with
the new program DYANA", J. Mol. Biol 273 (1997): 283-298

15. Lovell S C et al, "Structure validation by Calpha geometry: phi,psi and Cbeta deviation" Proteins (2003)
50: 437-450

16. Kabsch W, Sander C, "Dictionary of protein secondary structure: pattern recognition of hydrogen-bonded
and geometrical features", Biopolymers (1983) 22: 2577-2637

17. Bagaria, A., Jaravine, V., Huang, Y.J., Montelione, G.T., and Guntert, P. "Protein structure validation by
generalized linear model root-mean-square deviation prediction". Protein Sci 21(2012), 229-238.
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Summary of structure quality factors

Analyses performed for all residues.

Total structures computed currently unknown
Number of structures used 2
RMSD Values

all ordered®
All backbone atoms 75A 5.6A
All heavy atoms 75A 56A
Structure Quality Factors - overall statistics

Mean score SD
Procheck G-factor ¢ (phi / psi only) -0.13 N/A
Procheck G-factor ¢ (all dihedral angles) -0.17 N/A
Verify3D 0.40 0.0424
MolProbity clashscore 26.25 9.8217
Ramachandran Plot Summary from Procheck f
Most favoured regions 89.1%
Additionally allowed regions 10.3%
Generously allowed regions 0.4%
Disallowed regions 0.1%
Ramachandran Plot Statistics from Richardson's lab
Most favoured regions 96.7%
Allowed regions 2.7%
Disallowed regions 0.6%

Selectedf
7.5A
75 A

Z-score &
-0.20
-1.01
-0.96
-2.98

¢ Residues with sum of phi and psi order parameters > 1.8

Ordered residue ranges:
f Residues selected based on: all residues

Selected residue ranges: all

g With respect to mean and standard deviation for for a set of 252 X-ray structures < 500 residues, of
resolution <= 1.80 A, R-factor <= 0.25 and R-free <= 0.28; a positive value indicates a 'better' score

Generated using PSVS 1.5

Summary of structure quality factors



Detailed results of fISIRT1_CytoC by PSVS

Output from PDBStat
S(phi)|S(psi) V/S Residue number

Text output from PDBStat of phi psi order

S (chib)

0.985

O J oy U WwN

17

22
24
25
26
27
28
31

33

36

39

44

O J o U W

17

20
22
24
25
26
27
28
31

33

36

39

44

# CHAIN
# RES ID DIH S(phi) S (psi) S(chil) S(chi2) S(chi3) S(chid)
# ___________________________________________________________________________________
MET A 1 0.428
ALA A 2 0.911 0.999 706.219 706.884
ASP A 3 0.995 0.992 0.299
GLU A 4 1.000 0.976 0.050 0.331 0.994
ALA A 5 1.000 0.998 706.392 706.094 706.457 706.418
ALA A 6 0.992 0.999
LEU A 7 0.999 0.991 0.716 0.995 705.983 706.851
ALA A 8 0.993 0.982 706.221 706.014 706.092 706.867
LEU A 9 0.998 0.094 1.000 0.990
GLN A 10 0.972 0.240 0.454 0.456
PRO A 11 1.000 0.152 0.778 0.192
GLY A 12 0.153 0.934 705.984 706.014 706.286
GLY A 13 0.336 0.013 706.283 706.149 706.008 706.125
SER A 14 0.942 0.213 0.408
PRO A 15 0.961 0.231 0.990
SER A 16 0.982 0.407 0.921 705.963 706.721
ALA A 17 0.997 0.945 706.488
ALA A 18 0.999 0.300 705.957 706.579
GLY A 19 0.769 0.195 706.876
ALA A 20 0.896 1.000 706.152
ASP A 21 0.998 0.171 0.337 0.984 706.428
ARG A 22 1.000 0.972 0.977 0.956 0.691 0.374
GLU A 23 0.282 0.587
ALA A 24 0.995 0.948
ALA A 25 0.992 0.924 706.252 706.017 706.045 706.263
SER A 26 0.988 0.936 0.876 706.865
SER A 27 1.000 0.936 0.136 706.161 706.896 706.068
PRO A 28 0.998 0.996 0.926
ALA A 29 0.971 0.083
GLY A 30 0.183 0.338 706.877 706.473
GLU A 31 0.919 0.998 0.442 0.039
PRO A 32 0.996 0.060 0.750 0.268
LEU A 33 0.918 0.976 0.840 0.765
ARG A 34 0.347 0.870
LYS A 35 0.975 0.131 0.540 0.443
ARG A 36 0.991 0.977 0.999 0.647
PRO A 37 0.117 0.162
ARG A 38 1.000 0.099 0.612 1.000 1.000 0.888
ARG A 39 0.917 0.927 0.974 0.368 0.981 0.628
ASP A 40 0.941 0.412 0.347
GLY A 41 0.993 0.070
PRO A 42 0.870 0.693 0.973 0.506 705.956
GLY A 43 0.206 0.664
LEU A 44 0.997 0.967 0.277 0.988
GLU A 45 0.192 0.385
ARG A 46 0.914 0.955 0.603 0.686

Detailed results of fISIRT1_CytoC by PSVS
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46
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706.

706.

706.

759

.989
832

759

836

759

837

759

824

759

826

759

833

759

L9717

759

844

759

844

759

844

759

837

759

.000

123

118

123

126

129

132
133
134
135
136
137
138
139
140

150

164

167
168

12



ALA
SER
SER
SER
ASP
TRP
THR
PRO
ARG
PRO
ARG
ILE
GLY
PRO
TYR
THR
PHE
VAL
GLN
GLN
HIS
LEU
MET
ILE
GLY
THR
ASP
PRO
ARG
THR
ILE
LEU
LYS
ASP
LEU
LEU
PRO
GLU
THR
ILE
PRO
PRO
PRO
GLU
LEU
ASP
ASP
MET
THR
LEU
TRP
GLN
ILE
VAL
ILE
ASN
ILE
LEU
SER
GLU
PRO
PRO

S(phi)|S(psi) V/S Residue number

P - S i i O 0 == i i i - =i - i i i i B - S T =i i e - i i i S

171
172
173
174
175
176
177
178
179
180
181
182
183
184
185
186
187
188
189
190
191
192
193
194
195
196
197
198
199
200
201
202
203
204
205
206
207
208
209
210
211
212
213
214
215
216
217
218
219
220
221
222
223
224
225
226
227
228
229
230
231
232
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.904
.786
.867
.702
.575
.853
.653
.784
.874
.795
.736
.532
.742
.880
.843
.835
.839
.806
.855
.847
.862
.830
.837
.819
.592
.843
.929
.900
.841
.807
.863
.793
. 844
.820
.835
.329
.829
.852
.382
.767
.838
.885
.834
.843
.809
.843
.852
.812
.835
.843
.890
.800
.851
.863
.849
.861
. 848
.794
.784
.747
.798
. 840

o eolNeolNeoNeoNoNoNeoBoNoNeoNoNoNoNoNoNoNoNoBoNoNoNoNoNoNoBoNoNeo oo NoNoNoNoNeoNoNoNeoNoNoNoNoNoBoNoNeoNoNoNo oo NeoNeoNoNoNeo oo Neo Ne el

.382
.991
.382
.985
.966
.195
.584
.084
.520
.156
.137
.462
.086
.414
.981
.985
.957
. 940
.950
.928
.947
.942
.954
.926
.972
.382
.502
.956
.954
.942
.921
.974
.927
. 940
.917
.748
.984
.973
.764
.433
.504
.272
.993
.976
.301
.499
.960
.954
.924
.954
.919
.953
. 915
.924
.935
.939
.927
.966
. 940
.412
.230
.983

PSVS Software Environment

O O O OO OO OoO o oo

O O O OO O OO o oo

[ecNelNeolNeoNeoNoNoNeoNoNoNeoNoBoNoNeoNoNoNoNoBoNoNoNoNoNoNoBoNoNeoNoNoNeoNoBoNeo e el

.980
.244
.987
.872
.754
.998
.958
.408
.963
.859
.870

.976
.813
.967
.809
.018
.878
.821
.735
.832
.823
.836

.927
.153
.973
.791
.830
.871
.834
.468
.800
.801
.035
.970
.146
.988
.867
.973
.973
.971
.912
.857
.047
.833
. 844
.859
.863
.042
.865
.823
.023
.858
779
.839
.699
.851
.894
.965
.985

.987

0.574

O O O O O

.947
.040
.950
.005
.032

0.952

O O O O O o

.618

.999

.099
.108
.891
.100
.057
.075

0.940

o

.951

0.047

[eNelNolNeoNeolNoNoNe]

O O O O O O O o o

o O O O

o O O O

.034
.060
.200
.932
.041
.923
.952
.055

.073
.953
.949
.951
.033
.021
. 944
.997
.863

.084
.591
.080
.022

.010
.986
.034
.850

0.173

.950
.963

.869

.009

.942
.980

.872

.705

.149

.998

.523

.874

.696

.997

0.286

0.079

0.781

0.916

1.000

1.000

0.990

185
186
187
188
189
190
191
192
193
194

198
199
200
201

203
204
205

207
208

213
214

217
218
219
220
221

223
224
225
226
227

232
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LYS
ARG
LYS
LYS
ARG
LYS
ASP
ILE
ASN
THR
ILE
GLU
ASP
ALA
VAL
LYS
LEU
LEU
GLN
GLU
CYS
LYS
LYS
ILE
ILE
VAL
LEU
THR
GLY
ALA
GLY
VAL
SER
VAL
SER
CYS
GLY
ILE
PRO
ASP
PHE
ARG
SER
ARG
ASP
GLY
ILE
TYR
ALA
ARG
LEU
ALA
VAL
ASP
PHE
PRO
ASP
LEU
PRO
ASP
PRO
GLN

S(phi)|S(psi) V/S Residue number

P - S i i O 0 == i i i - =i - i i i i B - S T =i i e - i i i S

233
234
235
236
237
238
239
240
241
242
243
244
245
246
247
248
249
250
251
252
253
254
255
256
257
258
259
260
261
262
263
264
265
266
267
268
269
270
271
272
273
274
275
276
277
278
279
280
281
282
283
284
285
286
287
288
289
290
291
292
293
294

ol eolNeolNeoNeoNoNoNeoBoNoNeoNoNoNoNoNoNoNeoNoBoNoNeoNoNoNoNoBoNoNeoNoBoNoNoNoNoNeo oo NeoNoNoNoNoNoBoNoNeoNoNoNo oo NeoNoNoNoNeo oo Neo Ne el

.676
.917
.807
.832
. 740
.892
.681
.730
.793
.392
.857
. 844
.812
.858
.849
.846
.854
.861
.838
.643
.785
.433
.406
.701
.610
.560
.612
.522
.539
.793
.866
.836
. 622
.866
.834
.742
.559
.626
.874
.754
.726
. 648
.789
.853
.575
.705
.878
. 845
.859
.826
.806
.868
.718
.778
.441
.822
.804
.805
.910
.209
.864
.814

O O O OO O OO0 OIODIODOODIODODOODODOH OODOODOOOOH OODODOOOOOOOHFHOOODOOOOOOOOOOOOOLOOOOOoO

.997
.902
.352
.346
.999
.933
.720
.985
.967
.193
. 940
.968
.948
.946
.923
.947
.924
.943
.954
.966
L2777
.000
.792
.440
.438
.455
.541
.264
.197
.988
.961
.987
.000
.933
.991
.992
.996
.557
.319
.045
.930
.000
.064
.969
.978
.003
.928
.933
.941
.955
.956
.961
.917
.967
.834
.993
.992
.360
.922
.090
.965
.988
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O O O OO OO OO oo oo

O O O O OO OO0 OO o oo

O O O O O

O O O O O o oo

.825
.153
.820
.888
.975
.719
.154
.775
772
.999
.896
.925
.700

.092
.204
.764
.812
.834
.961
.904
.842
.838
.906
. 840
.072
.895
.995

.843
.938
.048
.971
.947

.909
.982
.218
.816
.913
. 931
.907
.769

0.851

O O O OO OO o oo

.830

.869
.868

.019
.875
.919
.963
.916
.822
.967
.607
.974
.887

O O O O O O O o o

.008
.782
712
.077
.847
.074
.974
.085
.973

.066
.786

0.969

O O O O O

o O O O

O O O O O

.795
.098
.141
.032
.862

.702
.038
.054
.029

.008

.006
.958
.656
.741
.057

0.041

.887

.027
.981

.038

0.057

O O O OO O O o o

L9717
.562
.948
.087
.001
.949
.822
.947
.092

.018
.543
.041
.017
.015
.030

O O O O O o

0.975

0.135

0.999

0.469

0.026
0.796

0.033

0.061

0.185

0.462

.050
.204
.152
.858
.112
.035

O O O O O o

0.777

0.119
0.141

0.589

0.170

0.350

1.000

0.996

0.996

1.000

1.000

234

291

234

238

243
244
245
246
247
248
249
250
251

263
264

266
267

276

279
280
281
282
283
284

288
289

291

293
294
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ALA
MET
PHE
ASP
ILE
GLU
TYR
PHE
ARG
LYS
ASP
PRO
ARG
PRO
PHE
PHE
LYS
PHE
ALA
LYS
GLU
ILE
TYR
PRO
GLY
GLN
PHE
GLN
PRO
SER
LEU
CYS
HIS
LYS
PHE
ILE
ALA
LEU
SER
ASP
LYS
GLU
GLY
LYS
LEU
LEU
ARG
ASN
TYR
THR
GLN
ASN
ILE
ASP
THR
LEU
GLU
GLN
VAL
ALA
GLY
ILE

S(phi)|S(psi) V/S Residue number

P - S i i O 0 == i i i - =i - i i i i B - S T =i i e - i i i S

295
296
297
298
299
300
301
302
303
304
305
306
307
308
309
310
311
312
313
314
315
316
317
318
319
320
321
322
323
324
325
326
327
328
329
330
331
332
333
334
335
336
337
338
339
340
341
342
343
344
345
346
347
348
349
350
351
352
353
354
355
356

ol eolNeolNeoNeoNoNoNeoBoNoNeoNoNoNoNoNoNoNeoNoBoNoNeoNoNoNoNoBoNoNeoNoBoNoNoNoNoNeo oo NeoNoNoNoNoNoBoNoNeoNoNoNo oo NeoNoNoNoNeo oo Neo Ne el

.872
.843
.539
.657
.842
.811
.855
.890
.842
.752
.213
.761
.864
.892
. 840
.814
.855
.815
.910
.891
.822
.546
.841
.801
.583
.492
.409
.572
.864
.747
.869
.875
.880
.835
.864
.842
.868
.838
.873
.857
.867
.839
.675
.657
.725
.776
.104
. 640
.680
.483
.692
.776
.539
.718
.847
.826
.839
.823
.842
.836
.594
.710

O O O OO OO OO OO OOO0OOOOOOOOOOOOOOOOOIOOOORFH OOOOOOOOOOOOOOOOOOOOLOOOOoOOo

.946
.992
.989
.490
L9717
.936
.924
.922
.966
.948
.664
.995
.920
. 944
.914
.975
.919
.947
.928
.949
.976
.999
.439
.137
.991
.000
.185
.267
.273
.084
.942
.916
.932
.955
.915
.934
.936
. 945
.934
.920
.939
.971
.993
.995
.525
.911
.331
.609
.525
.316
.000
.281
.984
.984
.995
.989
. 940
.946
.946
.959
.952
.541

PSVS Software Environment

O O O OO O OO0 OO ooOo

O O O OO O OO o oo O O O O O

O O O O O

O O O O OO OO0 OO oo oo

.003
.906
.135
.164
.643
.061
.004
.853
.859
.059
.952
.927
.966
.013
.833
.903
.108

.157
.906
.879
.258
.963

.917
.866
779
.982
.985
.855
.778
.722
.852
.008
.900

.829
.919
.023
.710
.160

.738
.020
.026
.229
.144
.785
.081
.896
.803
.875
.959
.939
.858
.992
.852
.067

.889

O O O OO OO OOOOOOOOoOOoOo

O O O O O

o o O O O

o O O O

o

.004
.561
.938
.053
.816
. 845
. 745
.045
.032
.000
. 944
.187
. 940
.841
.548
.133
.883

.408
.956
.026
.781
.946

.040
.659
.852
.956

.042
.576
.196
. 692
.082
.042

.847
.888

0.054

O O O O O o

o O O O

.051
.833
.881
L7377
.935
. 745

.069
.965
.009
.791

0.020

.802
.136

.021

0.826

0.088
0.069

0.070

0.057

0.552
0.882

0.022

0.205
0.045
0.037

0.860

0.628

0.998
0.862

.419
.853

.566

L1111

.847

.219

.131

.767

.387

1.000

0.998

0.995

313

295
296

299
300
301
302
303

307
308
309
310
311
312
313
314
315

325
326
327
328
329
330
331
332
333
334
335
336

349
350
351
352
353
354
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GLN
ARG
ILE
ILE
GLN
CYS
HIS
GLY
SER
PHE
ALA
THR
ALA
SER
CYS
LEU
ILE
CYS
LYS
TYR
LYS
VAL
ASP
CYS
GLU
ALA
VAL
ARG
GLY
ASP
ILE
PHE
ASN
GLN
VAL
VAL
PRO
ARG
CYS
PRO
ARG
CYS
PRO
ALA
ASP
GLU
PRO
LEU
ALA
ILE
MET
LYS
PRO
GLU
ILE
VAL
PHE
PHE
GLY
GLU
ASN
LEU

S(phi)|S(psi) V/S Residue number

P - S i i O 0 == i i i - =i - i i i i B - S T =i i e - i i i S

357
358
359
360
361
362
363
364
365
366
367
368
369
370
371
372
373
374
375
376
377
378
379
380
381
382
383
384
385
386
387
388
389
390
391
392
393
394
395
396
397
398
399
400
401
402
403
404
405
406
407
408
409
410
411
412
413
414
415
416
417
418

ol eolNeolNeoNeoNoNoNeoBoNoNeoNoNoNoNoNoNoNeoNoBoNoNeoNoNoNoNoBoNoNeoNoBoNoNoNoNoNeo oo NeoNoNoNoNoNoBoNoNeoNoNoNo oo NeoNoNoNoNeo oo Neo Ne el

.735
.760
.402
.504
.709
.861
.566
.782
.088
.765
.897
.411
.297
.430
.824
.888
.783
.615
.855
.856
.601
.378
.747
.905
.869
.832
.524
.878
.864
.853
.865
.834
.670
.877
.588
.795
.807
.635
.797
.792
.758
.790
.806
.850
.782
.719
.830
.756
.781
.538
.700
.754
.882
.788
.516
.806
.671
.847
.680
.633
.804
.741

O O O OO O OO0 OO ODIODODOIODIODODOIODODODIODIODOODIODODODIODIODODODIODODOIODIODODOIODOHOOOOOOOH OOOODOOOOoOOo

.923
.787
. 344
.504
.679
. 945
.979
.205
.021
.000
.931
.060
.273
.290
.414
.938
.872
.000
.971
.443
.320
.147
.207
.963
.967
.974
.999
.929
.922
. 940
.924
.974
.999
.949
.371
.507
.400
.268
.419
.991
.890
.227
.196
.990
.993
.585
.981
.998
.834
.355
.665
.460
L2172
.833
.448
.499
.130
.415
.997
.321
.236
.122

PSVS Software Environment

O O O O O oo

.894
L711
.029
.853
732
.908
.832

0.968

o O O O O O OO OO OO0 OO o oo o O O O O OO OO oo oo

O O O O O O O o o

.813

.966

.923
.074
.827
.960
.918
.894
.003
.838
.856
.900
.911
.870

.878
779

.880
.832
.866
.767
.862
.092
.051
.996
.808
.016
.963
.003
. 945
.960

.966
.393
.970
.857

.886
.879
.154
.976
.901
.882
.014
.792
.879

0.098

.009
.816

O O O O O

O O O O o

.041
.228
.265
.858
.029

.676

.751

.034
.124

.087
.793
.018

. 692

.831

.033

.853
.013
L9717
.700
.054

0.976

o O O O

O O O O O o

.881

.949
.018

.943

.706
.834
.951
.046

.127
.874
.221
.952
.260
.063

0.992

.382

.070
.902
.215

0.531
0.819

0.960

0.044

0.187

0.960

0.789

0.970

0.002

0.035

0.929

0.838
0.859

0.997

0.089

0.032

0.882

0.321

0.321

0.091

0.225

0.988

0.999

0.995

1.000

380

362

367

372

375

380
381
382

384
385
386
387
388

390

400

403
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PRO
GLU
GLN
PHE
HIS
ARG
ALA
MET
LYS
TYR
ASP
LYS
ASP
GLU
VAL
ASP
LEU
LEU
ILE
VAL
ILE
GLY
SER
SER
LEU
LYS
VAL
ARG
PRO
VAL
ALA
LEU
ILE
PRO

P i A == i i i i 0 e - i i

419
420
421
422
423
424
425
426
427
428
429
430
431
432
433
434
435
436
437
438
439
440
441
442
443
444
445
446
447
448
449
450
451
452

.873
.864
.855
.864
.825
. 845
. 844
.857
.903
.681
.856
.868
.669
.543
.910
.418
.142
.533
.481
.623
.473
.828
.308
.766
.910
.627
.539
.758
.705
.865
.864
.704
.873
.895

[ecNeolNeolNeoNeoNoNoNeoBoNoNoNoNoNoNeoNoNoNoNoBoNoNoNoNoNoNoNoNoNeo oo NoNe Nel

.318
.964
.956
.901
.932
.923
.928
. 940
.942
. 944
.950
.982
.000
.968
.337
.000
.401
.458
.485
.486
.491
.937
.324
.987
.923
.000
.506
.242
.000
.938
.991
.995
.912
.980

OO O OO OO OO0OO0ODO0OO0OO0ODO0ODOORFrr OORF OO0OO0OO0OO0OOOOoOoOOoOOoOo
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O O O O OO OO0 OO o oo O O O O O o

[ecNelNeolNeoNeoNoNoNe]

.972
.888
.187
.074
.860
.812

.157
.221
.827
. 840
.831
. 841
.692
.861
.868
.015
.041
.897
.005
.935

.076
.999
.800
.682
.009
.862
.947
.030

0.852

.858
.966

.949
.003
.928
.766
.767
.044

O O O O O o

.832
.243
.529
.999
.093
.948
.810

O O O O O o o

.988
.895
.838
.034

o O O O

0.021

0.047
0.138

0.004
0.951

0.053
0.046
0.944

JPEG image of S(phi)~Residue_number Plot

S(phi)

S(phi)|S(psi) V/S Residue number

0.8

0.6

0.4

0.2

0

0.922

0.902

0.023

0.616

0.090

0.091

0.734

0.018

0.043

S(phi) v/s Residue number

T T T [T T T T [T T T [ T T T T [ T T T [T r oo T
I ! T I ! T

100 200 300 400 500 600 700
Residue number

0.531

0.929

0.879

0.052

0.051

0.996

1.000

427

443

420
421
422
423
424
425
426
427

429
430

440

443

448
449

451
452
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JPEG image of S(psi)~Residue_number Plot

S(psi) v/s Residue number

0.8

0.6

S(psi)

0.4

0.2

0 100 200 300 400 500 600 700
Residue number

Table of Backbone and Heavy Atom RMSD

Text report of backbone and heavy atom RMSD for ordered regions

Kabsch RMSD data for family "f1SIRT1_CytoC.pdb'

Kabsch RMSD statistics for 2 structures:
Mean RMSD using as refer. str. “average' for res.[2..8],[17..17],[22
Range of RMSD values to reference struct. is 2.695 to 9.076

V V V V V V V VYV

Kabsch RMSD statistics for 2 structures:
Mean RMSD using as refer. str. “average' for res.[2..8],[17..17],[22
Range of RMSD values to reference struct. is 2.828 to 9.340

V V.V V V V

Text report of backbone RMSD for entire protein

Kabsch RMSD of backb atoms in res.
Kabsch RMSD of backb atoms in res.

*[1..747],for model 1 is: 1.384
*[1..747], for model 2 is: 13.529
Kabsch RMSD statistics for 2 structures:

Mean RMSD using as refer. str. “average' for res.[1l..747], is: 7.456
Range of RMSD values to reference struct. is 1.384 to 13.529

V V.V V V V

S(phi)|S(psi) V/S Residue number

Kabsch RMSD of heavy atoms in res. A[2..8],A[17..17],A[22..22],A[24..
Kabsch RMSD of heavy atoms in res. A[2..8],A[17..17],A[22..22],A[24..

..22],[24.

..22],[24.

(*)

Kabsch RMSD of backbone atoms in res. A[2..8],A[17..17],A[22..22],A[24..28],A[31..31],A[33..33
Kabsch RMSD of backbone atoms in res. A[2..8],A[17..17],A[22..22],A[24..28],A[31..31],A[33..33

.28],[31..317,[3

.28],[31..317,[3

18
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Text report of heavy atom RMSD for entire protein

[1..747],for model 1 is: 1.339 (*)
[1..747],for model 2 is: 13.579

Kabsch RMSD of heavy atoms in res. *
Kabsch RMSD of heavy atoms in res. *
Kabsch RMSD statistics for 2 structures:

Mean RMSD using as refer. str. “average' for res.[1..747], is: 7.459
Range of RMSD values to reference struct. is 1.339 to 13.579

V V. V V V V

Summary of heavy atom and backbone RMSDs over the whole protein and ordered residues

RMSD Values

all residues ordered residues selected residues
All backbone atoms 7.5 5.6 7.5
All heavy atoms 7.5 5.6 7.5

Output from PROCHECK

Ramachandran Plot for all models

Text summary of Ramachandran Plot

e <<< P R O C H E C K S U M M A R Y >>>—————————-
: f1SIRT1_CytoC_002.rin 0.0 851 residues

*: Ramachandran plot: 89.1% core 10.3% allow 0.4% gener 0.1% disall

+: All Ramachandrans: 18 labelled residues (out of 847)

*|] Chil-chi2 plots: 15 labelled residues (out of 494)

JPEG image for all model Ramachandran Plot

Table of Backbone and Heavy Atom RMSD
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Ramachandran Plot
flSIRTl CytDC (2 mudels)

’%‘ AL Lyeai0 Al
.{f_l}.l it i
= i,
[
=2
= A
& -
b —_ - A |
~135 | & | :
b e pL .-‘?E}?L
.rlif_:_. .ﬁ? | Fais 3}‘- e E\h
| [l T l s '
| — o L ] i -

{80 <138 - A8 0 45 90 135 180
Phi (degrees)

FPlot statistics

Residues in masl favoursd regions [AB L] GiT B9 1%
Residues in additional allwed regions [ab).p] 74 10.3%
Residues in generously allowed regions [-a.-b,~L-p] 3 0.4%
Residues in disallowed regions 1 0.1%
Mumber of non-glycine and non-proline residues 715 1EKL0%
Mumber of end-residues (excl. Gly and Praj 3
Mumberof glycine residues (shown as trinngles) a5
Mumber of proline residues ak
Total number of residues 851

Bused on un wnalysis of 11# stuciores of resolcion of i kst 2.0 Anpsiroms
arel R-Tactor no greater than 209, a good quality model wonld be expecisd
0 have aver 90% In the most Divoured regions
Siodel numbers shown imside each daia point.

ASIRT I _Cyteal™_01 _ramachund_ps

Residue Properties for all models

JPEG for all model Residue Properties - page $num_n

Ramachandran Plot for all models
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Residue properties
fISIRT1_CytoC (2 models)
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e. Bequence & average estimated accessibilitics # sccessible @ Buried

FENSEFEEEAESES AN SN AN ANENESSSENF B R AR ASSNEEN AR ERENEERARER
...... .ll.........lll..'.I....lll'....'...l.l...'.....lll..
MGADDVEAKAGLEAKL IQFP | GMGKSCPESQACAHGTAVDERELGAGAK SHEKPTAGGPE

® signities dilferent reskloe-types & ihis poskion in e differsn sircines (shown side by side)

f. Circular variances
L] s e el it T Tl e w oo uTul T e ou oo uuutu T ke e e U TR L ol ]
v mmLL':fmmm,_n'_wmmLL':fmmm,_1ﬂ_mmmmemJﬂmmmememmummme
e 0 OOl OO0 SOOI 5 u Tl O B (DDTaTeh DODOE O U]
. UC‘-@@@ E'U@@-@m@'!lw o "[J (TATATaTeTy o @ @ o
P mm*‘.nmmmf"m‘xmm"'.ut".nmmﬂmmmnmmmﬂmmmnmmmﬂmmmnm
il [ DC.‘- @0 00 oDEDD O 40 a e u] L ul

g, G-lactors
SHe o CEECEPE"°HECHEEEE"E"YCEesgOe oo R RE e g s AT aTTg

chenall ONOEROROO0O0n0NnNONORO00S RORNEROORIEORORNEEEAONNOENDRERORNEONE
1 4 B 13 2 2

ASIRT 1 _Cyial”_ 10 _residprop.ps

JPEG for all model Residue Properties - page $num_n

Residue Properties for all models



PSVS Software Environment

PROCHECK-MNMR
Page

Residue properties
fISIRT1_CytoC (2 models)

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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fISIRT1_CytoC (2 models)
. a. Absolute deviation from mean Chi-1 value (excl. Pro)
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fISIRT1_CytoC (2 models)
. a. Absolute deviation from mean Chi-1 value (excl. Pro)
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fISIRT1_CytoC (2 models)
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fISIRT1_CytoC (2 models)
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Residue properties
fISIRT1_CytoC (2 models)
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. a. Absolute deviation from mean Chi-1 value (excl. Pro)
3 8O-
B o .
=] b
] ] | 11 1
'E;‘[[: R B S R S ® Ty "él Phib i |
T 24 la & @ 21 1 ®a @ 11
§ e iel i Cetes gau ST ey Loa L Calae el
315 330 335 30 35 3500 385 a0 3es 3700 375 3RO
Rezidue number
§ b. Absolute deviation from mean of omega torsion
e
E 18-
£ 24 I
o - 1 1 { @ 11 I
B oAl 1141 1 @l 11 11111 1 I 1,1
R FUL L COTU I PP AL L LWL L VML I L LY LFY
S 335 3w 335 Ao a5 3AD0 385 30 3eS 3700 375 3ED
Re=idue number Txshex ling cormesponds 1o

20, devs from ideal
HNumbers indicme mockels with bighest deviaiion

c. Pairwisc RMS deviations: main-chain (black) and side-chain (grey)
Lo

oo

325 330 335 340 345 350 A55 360 365 370 375 R0

d. Secondary structure 8 average estimated accessibility

NN/ m——— \/E S —mmm— o S/

Keys g Helix |—:> Beta strand = Random coil  Accessibility shading: @ Burked [ Accesaible
e. Bequence & average estimated accessibilitics # sccessible @ Buried
L bR s B P F Ry 2 DL L P RS RN L EL L S S Ty r s ¥ 0 F T

LOHEP I ALSDEEGELLRENYTON IDTLEQYVAGIQR ] IQCHGEPATASCL I CETEVDOEAVE

[. Circular variances

M LR R L U T T e e T e e S T T B L T T e A L U
vl UL e 0 0 0 ) D 0 T TG D s b IR T G b T A 0 0
=N U R U TR 00 G T T O O TR T T T e I
Hz 0 GO D DIHD  OHIEOID IR DI DDODOD O O 0 LG & O 0
Packpl mwmmfmm"'.-r:'.-mmr"mmmﬂmwmfmmﬂmwmmmmﬂmwmmmﬂm
il O G000 O ODD O0C0SD o000

g. O-factors
PO =l el ol oLl ["Eile 1 " (el | (ool e i) (ol iz e

chenall ANDONNONOO0A0DONDRROANNES ROROONRONEENROOOROORAAOORRRAOOORAOON0
325 A3 335 340 345 350 A55 360 365 370 375 A0

ASIRT 1 _Cyial”_ 10 _residprop.ps

JPEG for all model Residue Properties - page $num_n

Residue Properties for all models

28



PSVS Software Environment

oo

P
Pl

cHl
chz
Plrimi
Chil-thiz

PROCHECK-MNMR

'd . Page 9
fISIRT1_CytoC (2 models)

. a. Absolute deviation from mean Chi-1 value (excl. Pro)
= sn: .
=] g L
_gd[:l- L a® | : i 1 1}
- - 1 IJ]J] i 141 |I IJJ |¢|| 1 L i & Iw
g Logatete ef o o ve® Tajec wp P Cap " llpl seel’s e s

w5 30 s a0 s alo - als o ab 4B ar e

Rezidue number

§ b. Absolute deviation from mean of omega torsion
e
E 18-
£ 124
E"f"l' 1411 Jjéé‘llélllllj |HI3| ’H'Illll'qlu"l'l “j‘ i)
I PEYSTRTSSOE Wt PV L PR RN A VL A T LE TP LI
S a5 w0 305 400 405 410 415 430 435 430 435 44D

Residue number Twshed ling cormesponds o
20 devs from ideal

HNumbers indicme mockels with bighest deviaiion

c. Pairwisc RMS deviations: main-chain (black) and side-chain (grey)

oo

3RS Eiti] 305 400 405 410 415 420 425 430 435 440

d. Secondary structure 8 average estimated accessibility

L e = T AN

m»:-@[[:lhﬁ) Beta strand = Random coil  Accessibility shading: @ Burked [ Accesaible

e. Bequence & average estimated accessibilities # sccessible @ Buried
EESEEEEERE SEEEADE SEEELEEE ESEEEEEA RSN LR SR EE

GOIPNOVYPRCPRCPADEPL A IMEPE [ VEFGENLPRQFHREAMEY DEDEVDLL [V IGES LK

[. Circular variances
mmcDc:-:.'-"-:-::m:nl‘_‘ummcm:-*-:m:nl‘_'nl:uBEDC:-::-"-:-DGﬂmmmcm&*{mﬂmamcm&*{mam

jul OO © 000 00 B0 G060 OO000 DOOOD0E A6

g. G-factors
e e e e Ll " el Bl el el Releleelel= el L el

ARORNAOAOROODANNRRONROOS DROREROOOSOAROOOOORROAOSBRROOOOOO0NE

385 A% 305 4000 405 410 415 420 425 430 435 4401

ASIRT 1 _Cyial”_ 10 _residprop.ps

JPEG for all

model Residue Properties - page $num_n

Residue Properties for all models

29



PSVS Software Environment

PROCHECK-MNMR

'd . Page 10
fISIRT1_CytoC (2 models)
. a. Absolute deviation from mean Chi-1 value (excl. Pro)
3 8O-
B o
=] é.l 0
£ an e = ' I |
—".IEIJ-.| 11 |l IJ“l,!_a|g é];ll a.!ﬁljlil e ; Hn!-lé.
3 Uheade geeeelt syt Salitiue )4yt
445 450 435 460 465 470 475 480 4RS 400 495 500
Rezidue number
§ b. Absolute deviation from mean of omega torsion
e
E 18-
£ 124 ==t
E 541 1 11 111 lg .0 ai8gd SRR e L1jje 119
1@ lysj1e®lgil)  la®e_j1le 11,1 epll 1ol ® e ®
E " ’!‘“i-;ﬁ'& ?aaaé‘!‘a ?‘émﬁ ?“a"gf © é?‘“@;"‘?s‘ﬁﬁf@w@ $ Qsal L
S oads 4% 455 460 4A5 470 475 4800 4RS 40D 495 500
Re=idue number Tmshex ling cormesponds 1o

20, devs from ideal
HNumbers indicme mockels with bighest deviaiion

c. Pairwisc RMS deviations: main-chain (black) and side-chain (grey)
Lo

oo

445 450 455 Eloi] 465 470 475 AR0 485 490 495 S

d. Secondary structure 8 average estimated accessibility

m»:-@[[:lhﬁ) Beta strand = Random coil  Accessibility shading: @ Burked [ Accesaible

e. Bequence & average estimated accessibilitics # sccessible @ Buried
PR Eo 2 o FER ATt PR S St T L LR S s PR P Y R F R YT

VEPVALIPSS | PHEVPQIL INREPLPHLHFDVELLGOCOVI INELCHRLGGEYAKLCCHP

[. Circular variances

M LR R L U T T e e T e e S T T B L T T e A L U
vl OEEEEEODIDOHMHBEERDDIDD GG ORI O BhEODODINM OO
i o0 & OO ODD O0E OOODION O SOOI OOGOOOOOODIN0 00 OODDD

Chz O R (DT leTeIeD (T (I D O @ (OIS D o
P '-'9'-'9'-'“fﬁ‘-mﬂ"'-"-T-"-'9'-'9'-'“fﬁ‘-mm"'-"-T-'@@memﬂﬂmmﬁmmmﬂﬂmmﬁmmmﬂﬂ
Chil-chiz TN o DEDDO OO0

g. G-factors
et e = = e - ™ L2 a2 Lol 2l 2™ 15 2 ™ g ke

chenall NOROOOOOEEN0ERONEOOOROS0 NORORERA0) ANOANONOO000 ARRAOOOC SO
445 450 455 460 465 470 475 420 485 490 495 SX)

© = cls-pepiide

ASIRT 1 _Cyial”_ 10 _residprop.ps

JPEG for all model Residue Properties - page $num_n

Residue Properties for all models



PSVS Software Environment

PROCHECK-MNMR

'd . Page 11
fISIRT1_CytoC (2 models)
. a. Absolute deviation from mean Chi-1 value (excl. Pro)
3 8O-
§ . H
-4 1
E G0 °|' I I . 2 ; I S
4 L 3
LI e e
i?[!-éﬂéajé : 2 Ll 1, 14 -!t L ]'!_B,a | | B 174 ‘l} @
D e Spep ad. e, L % a9 '
s05 S0 515 520 535 530 535 Sdo 545 5300 555 Sa0
Rezidue number
§ b. Absolute deviation from mean of omega torsion
e
E 18- ¥
£ 124 ! ! 18
: i : e = 'I'I° 1 I NETERER x vl
= 1 11 1 1 1 e l1ygg Lbrg 1 1 |
£ by lesilenee Saiie 870 oloivatesstegoninatiantyle®) ate o
S ss s 515 30 535 530 535 &40 A4S 5500 555 56D
Re=idue number TDmshex ling cormesponds 1o

20, devs from ideal
HNumbers indicme mockels with bighest deviaiion

c. Pairwisc RMS deviations: main-chain (black) and side-chain (grey)
Lo

oo
S05 S10 515 520 325 RE] 535 540 545 550 555 S0

d. Secondary structure 8 average estimated accessibility

m»:-@[[:lhﬁ) Beta strand = Random coil  Accessibility shading: @ Burked [ accesaible

e. Bequence & average estimated accessibilitics # sccessible @ Buried
b o e 1 o o e EEEERRF EEEERE EEEERALS

VELEBITHEP PRTOKELAYLSULPPTPLHVEEDSESS PERTEFPDESEY I VTLLDOAAKS HD

[. Circular variances

M LR R L U T T e e T e e S T T B L T T e A L U
vl OEEEEEODEDOH MDD A GO O BhEODODINM O IEEEDDIDN D
i OOEEOOIDD  OOOGEE OOIOD O GO lll"‘(lKB- (DD TR
Hz Of OO &) 0 0000 OO oD [ ] (I o I U U U]
et mwnmmmnmmwnmmm*:ur:'.umwnmmmnmwm‘xmmnmwmmmw

g. O-factors
e e ot | ot ™| [l (a o bt ot et ety s || LS e ™

chenall AROEROONENNSERERERNNOESS DRORRORORAEADRRRROOOAAOODRORROORDREE
505 5100 515 520 525 530 535 540 545 50 555 5600

ASIRT 1 _Cyial”_ 10 _residprop.ps

JPEG for all model Residue Properties - page $num_n

Residue Properties for all models



PSVS Software Environment

PROCHECK-MNMR

Rezidue number

b. Absolute deviation from mean of omega torsion

E 18

£ 24

2 11 1 | 1 11

=6 ! Lpgaald oy 11111 dalg
1 1 &1 Pt 1 1 lLya 1 1 11

PO liedeiciiieeiilollietisesasy] deistiitiieieiteliiititea”s”)

= 565 570 575 580 585 540 i'ﬁ 60 605 610 615 620

Re=idue number TDmshexd ling cormesponds 1o

20, devs from ideal
HNumbers indicme mockels with bighest deviaiion

c. Pairwisc RMS deviations: main-chain (black) and side-chain (grey)
Lo

oo
565 ST 575 580 SRS 590 S05 GO0 05 610 615 G2

d. Secondary structure 8 average estimated accessibility

A A ST EVAVAVAS

m»:-@[[:lhﬁ) Beta strand = Random coil  Accessibility shading: @ Burked [ accesaible

e. Bequence & average estimated accessibilitics # sccessible @ Buried
EENSEEEEEEERES4EESEERA EEERERE EEEERE 0 i

DLDVELREKGOMEEK POEVOTSRNVES [ ARQMEN PO LENYGES TGRENERT S VAGT VRECW

[. Circular variances

M LR R L U T T e e T e e S T T B L T T e A L U
vl e R e L T s AR L e s s
i OOEEOOED  DOOnG  GOOODOODIOONE  (OEHInD  OOO0E OOD OODO0OEE IO

(:'I

Hz QOE @0 o000 GO O 00 0 0 OO0nD Do {DHDHD) DO
et wwmmmnmwmmmnmwwgmm%mggwwwm&fmmnmwmmmmg

g. G-factors

RN |Eir”H”Hﬂ1qiEﬂrEl”H”ﬂqi'FrFrHHHquiqlH"”"”HWJ!F;;:””22q4'|
ST 1T eTalalal= Taala sl Ya! T Talaalalat=lTalatalaatalal Talatslal 1 Tal Ta! T Tal T TaT Tatalatalalalal-lata" T
565 570 575 580 585 590 505 GO0 05 610 G5 620

© = cls-pepiide

Page 12
Residue properties
fISIRT1_CytoC (2 models)
. a. Absolute deviation from mean Chi-1 value (excl. Pro)
% EIE »
g G0 -.alg | é L ; 0 ! g Jl
% 0117 . éa, IJJéL . : et . - & e
%EIJ-II éi&;$ I.@uu Iéééé ! ‘Lif é %;a; - E,plpé.é‘é I; ;!I‘LI é
65 =0 515 sd0 sAs 90 s9s 60 ®0s 610 615 630

ASIRT 1 _Cyial”_ 10 _residprop.ps

JPEG for all model Residue Properties - page $num_n

Residue Properties for all models

32



PSVS Software Environment

PROCHECK-MNMR

Page 13
Residue properties
fISIRT1_CytoC (2 models)

- a. Absolute deviation from mean Chi-1 value (excl. Pro)

g B0~ : :

B 601 S ) [
dad L S F TS B e o
3ot ta1itieds dheedy  Cimt e ter el T L e
R e Y R R s R? SR TR SR

Rezidue number

b. Absolute deviation from mean of omega torsion

E 18-

£ 124

: k 1 ! ., | ola Ly 1] I 1

36 Llmggld oy i1 Logogl g 1yele, Ly ey, . BEEEEE

P Gaa® s8°®%sogagl®eege %0 2758, 1% © 5%al® seulegnlafesel

= 625 630 635 &40 6d5 GA0 G35 60 GBS 670 t':"ﬁ GR0
Re=idue number Trshed ling cormesponds o

20, devs from ideal
HNumbers indicme mockels with bighest deviaiion

c. Pairwisc RMS deviations: main-chain (black) and side-chain (grey)
Lo

oo

625 630 635 40 [ G50 G55 660 (i 670 STk 6RO

d. Secondary structure 8 average estimated accessibility

m»:-@[[:lhﬁ) Beta strand = Random coil  Accessibility shading: @ Burked [ Accesaible

e. Bequence & average estimated accessibilitics # sccessible @ Buried
SESSEN S EEEEEEAEESEERD & 558 RS ESENEe NS S S F TN EELRER

PNREVAKEQISRRLOGNQYLELFPNRY [ FHGABVYS DS EDDVL SESECGENS DEGT QS P S

[. Circular variances

M LR R L U T T e e T e e S T T B L T T e A L U
vl OEEEEEODE MM G OO O OhEODDIN M OO
i El"li(l} OOODODOO0  (COODODL OO0 ODDDOOOGEODIEDI0 OO0 D O
Hz OE DD DDO0 GOODD DOHOGE O O 0 B O o o o
Packpl mwr"mfmmﬂmwmmmﬂmwmmmmm m&fmmﬂmwmmmﬂm
i SO0 D00 CoDODD oooocoD O O 0

g. G-factors
&= DEESCEHEECH0EE"ERONEE "W BEREE " ENECE CREACERC e PR R TR an

chenall AOORARONO0O0DNRRONEOROONSRORRONREESOORRROOROOASODOREOOROORO5
625 63 635 [t 1H] 645 GA0 G55 Gl G55 670 GT5 G0

ASIRT 1 _Cyial”_ 10 _residprop.ps

JPEG for all model Residue Properties - page $num_n

Residue Properties for all models

33



PSVS Software Environment

PROCHECK-MNMR

oo

'd . Page 14
fISIRT1_CytoC (2 models)
. a. Absolute deviation from mean Chi-1 value (excl. Pro)
3 8O- ,
E i E :
£ a0 | Il S LA
- 11 a 1 1
7 20- 14 1y igwl 1 Pl By @ 1 .l e
B Lal la%e ®eillii e ®gw g L ow® les %gep" *y g
685 600 605 To0 705 TIo TIS 7I0 T3S 7i0 TIS 740
Rezidue number
§ b. Absolute deviation from mean of omega torsion
e
E 18-
£ 124 !
& fl_l"'JJ]JIIH!-I‘!'I||I j“l"'élﬁ*l"!”l“ﬂul Lptdgatyg b byygreggal
E o Loan,%eg#ll0 g% SR ne a8 afm,0,,% a0 8k, g % 000p 0"
S @5 e a05 T 705 70 TIS 7O T3S a0 T3S D

Residue number Twshed ling cormesponds o
20 devs from ideal

HNumbers indicme mockels with bighest deviaiion

c. Pairwisc RMS deviations: main-chain (black) and side-chain (grey)

oo
GBS GO 695 o0 T05 710 TIS 0 T25 730 T35 T40

d. Secondary structure 8 average estimated accessibility

A A e —— ANV

m»:-@[[:lhﬁ) Beta strand = Random coil  Accessibility shading: @ Burked [ accesaible

e. Bequence & average estimated accessibilitics # sccessible @ Buried
EEEEE T E R - - EEEERE EEEEREEE

LEEPMEDESE I EEFYNGLEDEFDVPERAGGAGHG TOGOOOEA I NEATSEVEQEVIDMNYF S

[. Circular variances
L T, R T T Tl T T T T A i T T I T T T e R A S T ]

o mmLmrmnm:ﬂgﬁ%%h_gmmm-',_mmmmu_mrm%mmmmrmmm%g%wmmmm
mz OO0 D000 ODOOIGE OOhD O 00 O 0 OG0 OO O OO0 hdhn
M OOGOOOOONOHOHN ,r!mmmﬂrnmmmmmﬂmwmfmmﬂmwmmmm
Chil-iz OO OO OO0 ST
g. O-factors

e o o o wlmla] 1150 [ 1] [u] laluls(s o ulmlmn oo om
e BEB HHHHanqFHHF aln| 5] i_l BB ] ni EEEE"EEE :|_”_FFFmHF|ﬂF| -
hrerall AOOOEOROAO0ONONOONEENOOORREOERRNORORSORROROOOO00O00OO0OOREDNRSC§N

GRS ) 695 T 705 70 TS 20 T25 730 T35 T40

ASIRT 1 _Cyial”_ 10 _residprop.ps

JPEG for all model Residue Properties - page $num_n

Residue Properties for all models

34



PSVS Software Environment

PROCHECK-MNMR

20, devs Irom ideal
Numbers Indicae: models with highest deviaiion

c. Pairwisc RMS deviations: main-chain (black) and side-chain (grey)
Lo

oo L—
745

d. Secondary structure 8 average estimated accessibility

Key:- \@.‘- Helix | > Beta stmand - Random codl  Accesability shading: B Buorked [0 Accessible
e. Bequence & average estimated accessibilitics # sccessible @ Buried

2E8

MK S

[. Circular variances

Page 13
Residue properties
fISIRT1_CytoC (2 models)

. a. Absolute deviation from mean Chi-1 value (excl. Pro)
s
= 807
B lfl[]'I |
£ oande "
< 4 @
Y ads

Rezidue number
- b. Absolute deviation from mean of omega torsion
g 244
E 18-
£ 124
%-I [
ELS
7ds

Re=idue number Dxrshed line cormeaponds o

i (ululuy
Pl o
i T
chiz o
Pl (]
thilaiz O

g, O-lactors
E il

mee. BB H38

L

e @OE O om
745

ASIRT 1 _Cyial”_ 10 _residprop.ps

Model Secondary Structures from Procheck

JPEG for Model Secondary Structures - page $nhum_n

Model Secondary Structures from Procheck

35



PSVS Software Environment

PROCHECK-MNMR

Model secondary structures
fISIRT1_CytoC (2 models)

1 10 15 0 25 30 35 A0 45

® signilies cilferent resklue-types & ihis posiion in e differs sirciumes

Page 1

2 5 2 5 3l 35 40 45 S
- .' IIIIIl_ll'.?'III!Illl?...._"..lﬂ_l. .' II.I_. l.?
M ADEAALALQPGGS PSAAGADREAAS S PAGEPLEKRFREDGPGLERS PGI
Model 2.

| Al M f‘_\===___-_-_l_l+m

S

W BRSNS ERERRERAE IR RN BE BEESS SES
L] DYEEGEEIFIMECSQUHTYEREGGEHE TGPNLHGLFGRETGOAPOGY S Y TA

ASIRT I _Cyiel”_1 1 _modelsecs, ps

JPEG for Model Secondary Structures - page $nhum_n

Model Secondary Structures from Procheck

36



PSVS Software Environment

PROCHECK-MNMR
Page 2

Model secondary structures
fISIRT1_CytoC (2 models)

Model 1.

e BN N
51 &0 G5 0 T5 B0 RS an 495 1000 1015 110
?'III.Ill!'..'!IIII!..'.?'III!I...?... !I Il! '..?II ._

PﬁﬁﬂﬂFHRHVPdﬂﬂnﬁfPG&&AAALWRHﬂHﬁuﬁddhﬁﬁHDHAD&TAAAGHGDEGFGLQG&

Model 2.
5l &0 G5 0 T5 B0 RS a0 495 100 1015 110
?'III.Ill!'..'!IIII!..'.?'III!I...?... !I Il! '..?II ._ )

ANENEG ]I IWGEDTLMEYLENPEEY IPGTEMIFVGIKEKEERADLTIAY LEKATNE

® signilies cilferent resklue-types & ihis posiion in e differs sirciumes

ASIRT I _Cyiel”_1 1 _modelsecs, ps

JPEG for Model Secondary Structures - page $nhum_n

Model Secondary Structures from Procheck



PSVS Software Environment

PROCHECK-MNMR
Page 3

Model secondary structures
fISIRT1_CytoC (2 models)

Model 1.

e \/\— _——=
155 160 165 170

111 120 125 130 135 1401 145 1501

SREPPLADNLYDEROODEGEEEREAAAAAIGYRONLLFGDEL [ THGFHECESDERDRASH
Model 2.

111 120 125 130 135 1401 145 1501 155 L&) 165 170

ASIRT I _Cyiel”_1 1 _modelsecs, ps

JPEG for Model Secondary Structures - page $nhum_n

Model Secondary Structures from Procheck



PSVS Software Environment

PROCHECK-MNMR

Page 4
Model secondary structures
fISIRT1_CytoC (2 models)
Muodel 1.
e NN~ NN
171 180 185 1 195 i ] 205 210 215 220 225 230
Muodel 2.

171 180 185 150 195 i ] 205 210 215 220 225 230

ASIRT I _Cyiel”_1 1 _modelsecs, ps

JPEG for Model Secondary Structures - page $nhum_n

Model Secondary Structures from Procheck



PSVS Software Environment

PROCHECK-MNMR

Page 5
Model secondary structures
fISIRT1_CytoC (2 models)
Muodel 1.
231 240 245 250 255 2660 265 270 ET_S 280 285 ;!

FPEREKRKEDINT IEDAVELLOBCKET [VLTGAGVEVSCGTI POPRERDG I YARLAVDEPOL

Model 2.

231 240 245 250 255 2660 265 270 275 280 285 290

ASIRT I _Cyiel”_1 1 _modelsecs, ps

JPEG for Model Secondary Structures - page $nhum_n

Model Secondary Structures from Procheck



PSVS Software Environment

PROCHECK-MNMR

Page 6
Model secondary structures
fISIRT1_CytoC (2 models)
Muodel 1.
291 300 305 E1l] El ] 3;]__ 325 330 335 340 M5 R

FOPFQAMED IEY FREOFRPFPEFAKE IYPGOPOPSLCHEF IAL SDERGKLLENYTQN 10TL

Model 2.

291 300 305 310 315 320 325 330 335 340 M5 ER]

ASIRT I _Cyiel”_1 1 _modelsecs, ps

JPEG for Model Secondary Structures - page $nhum_n

Model Secondary Structures from Procheck



PSVS Software Environment

PROCHECK-MNMR
Page 7

Model secondary structures
fISIRT1_CytoC (2 models)

Model 1.

351 360 365 370 375 380 385 390 305 400 405 410

EQVAGIQRTIQCHGE PATASCL 1 CEYKEYDCHAVRGD] FNOVVPRCPRCPADEPL A TMEP L

Model 2.

351 360 365 370 375 380 385 390 305 400 405 410

ASIRT I _Cyiel”_1 1 _modelsecs, ps

JPEG for Model Secondary Structures - page $nhum_n

Model Secondary Structures from Procheck



PSVS Software Environment

PROCHECK-MNMR

Page B
Model secondary structures
fISIRT1_CytoC (2 models)
Muodel 1.
i NN L
411 420 425 430 435 440 445 450 435 Eloi] 465 470

IVFPGENLFEQFHRAMEYDEDEVOLLIVIGSSLEVRPVALIFES 1 PHEVPQIL INREFLP

Model 2.

411 420 425 430 435 440 445 450 455 460 465 470

ASIRT I _Cyiel”_1 1 _modelsecs, ps

JPEG for Model Secondary Structures - page $nhum_n

Model Secondary Structures from Procheck



PSVS Software Environment

PROCHECK-MNMR

Page 9
Model secondary structures
fISIRT1_CytoC (2 models)
Muodel 1.
__[H DeNERETE
471 480 485 40 495 S S05 510 515 520 525 S30
Muodel 2.

471 480 485 450 4495 S S05 510 515 520 525 RE]

ASIRT I _Cyiel”_1 1 _modelsecs, ps

JPEG for Model Secondary Structures - page $nhum_n

Model Secondary Structures from Procheck



PSVS Software Environment

PROCHECK-MNMR
Page 10

Model secondary structures
fISIRT1_CytoC (2 models)

Model 1.
s e e —
| |
531 40 545 5501 555 Sl 565 570 575 580 SRS 590
FLHVEHEDSSS PERTSFPDESVIVTLLOQAAKSNOOLOVS ESEGCMERK POEVOTERNVES
Model 2.
531 40 545 5500 555 Sl 565 570 575 580 SRS 590

ASIRT I _Cyiel”_1 1 _modelsecs, ps

JPEG for Model Secondary Structures - page $nhum_n

Model Secondary Structures from Procheck




PSVS Software Environment

PROCHECK-MNMR

Page 11
Model secondary structures
fISIRT1_CytoC (2 models)
Muodel 1.
e N e S
591 600 [ERE] 610 615 G2 625 30 635 40 645 G50

IAECMENPFDLENVGESTGEHENBRTEVAGTVRECWP NRVAKEQI SRELDGNOYLEL P FNRY

Model 2.

591 600 05 610 [ K] G20 625 630 635 640 645 G50

ASIRT I _Cyiel”_1 1 _modelsecs, ps

JPEG for Model Secondary Structures - page $nhum_n

Model Secondary Structures from Procheck



PSVS Software Environment

PROCHECK-MNMR

Page 12
Model secondary structures
fISIRT1_CytoC (2 models)
Muodel 1.
e N m
W
651 G0 £ G0 675 6RO GBS o] 695 o0 TS 710
Muodel 2.

651 G0 [Ea] G0 675 6RO GBS (o] 695 o0 TS 710

ASIRT I _Cyiel”_1 1 _modelsecs, ps

JPEG for Model Secondary Structures - page $nhum_n

Model Secondary Structures from Procheck



PSVS Software Environment

PROCHECK-MNMR

Model secondary structures
fISIRT1_CytoC (2 models)

Model 1.

TEEEEEETTT
711 720 T25 T 735 T40 745
RAGGAGEGTOGDOOEAINEA ]S VEQEY TOMNTPENE &
Model 2.

711 720 T25 T T35 740 745

Page 13

ASIRT I _Cyiel”_1 1 _modelsecs, ps

Ramachandran Plots for each residue

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue

48



PSVS Software Environment

" Ensemble Ramachandran plots "=t
fISIRT1_CytoC (2 models)

v 000 1 ) er 033 113 ) v 0030 71 3 or 0o {1 3
@A ALA 2 orowp WA ASP 2 oross @ @A ASP 3 arimp WA VAL 3 I ST [
o, L og ! | 1 | 1
17014 = L
0
o
404 m =8 ]
-1 204
or pal2 {71 or 003 71 3 v 000 {71 i o 009 {7
A GLLT S arom WA ALAS arowm . BALYSS aroes o @A ALAG I O
1204
0
o .-..:..
LWL
404 L
-1 204
v 00 7] v 0 ) v 000 7] ov o T4l

£ o £
o GLY 6 arim WA LHEDT arom . SALYST ar1zmp WA ALA YR ar ozl o

Psi (degrees)

000 (71 3 003 {718 003 {71 3 003 {40
SALYER Sramr o @ALED i o @A ILED Sremi oo @A GLYN 10 Gromm

-, 1 b} L

Do (0% nooa (000 nooa (026 paoa (000
4 PHIE D Ot s o @A PRO ] Brnd m o @A ILE 1 Sram D BAGLY 12 arew o

L b

=140 T T T T T T T T T T T T T T T T
SI80-1230 -60 0 G0 130 -1H0-130 .60 00 G0 130 180130 <60 0 G0 130 -1H0-130 .60 00 6D 130 180

Phi (degrees)

v = Cirealar Variance (bow valizs signify high chutering of the data pristal. # Accomibl: 0 Huisd
[3f = Avermgs C-factor For the reaidus (ihe higher the valuz the mess favcunible the conformaiam) hassd on ansdysis of kigh-res. Xatal stractures
Dl prints cakeured aczonding 1 G-faston: Unfirrcurshlz

ASIRT 1 _Cyiel”_8 _ensramach.ps

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue



PSVS Software Environment

PROCHECK-MNMR

v [

ik
@ MET 12 ar ol O

@ GLY 13

er 0 )
o077 [

E S0 LYE 12

or DX
O -1-44 B

:“‘u\ SER 14

Ensemble Ramachandran plots
fISIRT1_CytoC (2 models)

v 000 T8
o -0

.

er 0 7

L]
ST 14 GF -0 [

@ PRO 15

er g )
af 04 [

‘.‘.ﬂ. SER 15

e 0o 7
GI-132 @

“.ﬂ. SER 16

v 0000 7 3
of-15 |

u}::

v 02 )

£ 3
@ GLM 16 F CHS [

@ ALA T

v 000 T
G OHE [

* 0 CYE 1T

v 00000 )
of 200 W

“.ﬂ. ALADH

v 0000 7] 3
G o 0

Psi (degrees)

er 0 {7

B HIS LE .2 W »

@ GLY 19

v g )
Of 12 0

* &5 THR 19

e 0o T
Of -0u1? [

s‘a\ ALA

v 000 7] 3

Gr OfS O

1=

er 0 {7

@i VAL 2 |-_;|.;-.|‘_|.s

@ ASP 21

er g )
ar 132 [

* @ G 2]

v 0o T
GI-1.79 |

* @ ARG 22

v 0000 7 3
of-2n

ASIRT 1 _Cyiel”_8 _ensramach.ps

Dl prints cakeured aczonding 1 G-faston:

v = Cirealar Variance (bow valizs signify high chutering of the data pristal.
[3f = Avermgs C-factor For the reaidus (ihe higher the valuz the mess favounible the conformaiam) hassd on ansdysis of kigh-res. Xatal stractures

Unfaecurahlz

M Hurizd

-1#%0 T T T T T T T T T T T T T T T T
SIH0-130 G0 0 G0 130 -1H0-130 6D 0 6D 130 -IH0-130 -0 0 60 130 -IN0-130 6D 0 G0 130 IR0
Phi (degrees)

# fwconibk

Page 2

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue

50



PSVS Software Environment

PROCHECK-MME
Ensemble Ramachandran plots =~ ™=
003 71 i 0.3 1 0. 7 0. )
o LYE Prosm  BAGLUZ  miomp @AGLY 2D arems ®AALAZE  nroern
' = — —m
. 1 1
“m
o
-]
0
04
.
0030 71 i 0.0 ) 3 0.0 il 0.0 )
BAGLY 2 nrowr BAALATS  npomp @A LYEDS s oA EER 26 Eooo B
) 1 m ) 1 ]
=]l _:: L 2 L ot ] 1
o d
0
04
.
m
0o 1 3 0o (1 0o 1 3§ nana 7
@ IS 20 o r @A SER 27 Pt o @A LYSIT Traszm @A PRD 28 it
. = — - -
RS
§ 0+
iy
o
11}
=
— 30
o
A -1
(T .
Do (026 nooa (0 96 noa (026 naoa (03
@ THR 28 Froanr A ALA T i r o @A GLY 29 B @A GLY 30 oram g
: - === 4
1204 L
L2k 2
; ]
0 %
B
.
003 7 0.0 1 i 0 ) 3 0. )
B, PR 0 rnoa o A GLLT I Drnan o B ASN 1 s & @A RO T2 Broio B
=t - . -
1 @ 1 =1, 1 1,
. L L L Lo
o d
0
-4
.
BT e — — —_— — —_— — — —
S80-120 60 0 B0 120 -180-170 60 0 B0 130 -1#0-170 -6 0 G0 130 -1%0-130 60 0 60 120 180
Phi (degrees)
v = Cirealar Veriare (low vaks sigaify high chniering of the data pristsl. 8 Accowible 00 Hosisd
{3 = Acvermee C-ficor For the residu (b higher the value the mees faveurahib: the confmmeiam) hascd e ansysis of kigheres. Kalal siractures
Tt prints cabeures mez cading 16 G-factor: Unfircurable

ASIRT 1 _Cyiel”_8 _ensramach.ps

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue



PSVS Software Environment

PROCHECK-MME
Ensemble Ramachandran plots ~ ™=*
003 74 0. ) 3 0. ) 3 03 ) 0
LB T2 Dt Do A LRI rnoam o @ HIS 33 Mramm  BAARGI oo o
1204 I m Lom
o
o
401
204
003 7 0 ) 0 ) 0.3 7 08
BAGLY T ppamp @A LYEL roa o @ LR 38 PramiE - BAARGIG st o
' i, ' mh
.
601 "
o T
1 m __
2]
oo 71 i T o i 71 i [l B ]
@ FHI 36 Pt © @A RO 7T iz A GLY 3T i n ARG 38 iy
o 5 1 ¥ : =]
W 1 I i
= .
§ 0+
2
o =
= = T
e’ 0 -
o
A
003 718 0. ) 3 0 ) 03 ) 0
& ARG 39 e TR Frmtam . @ ASP AD Ares r o @A THRE 4D ar-113 B
- - - -
mdtm E ]
o
o o=
4411 :
2]
[ R F 0 7] 0 7] o )
AGLY 41 Bron o A PRO 42 Srem D BAGLNAZ  mragarm ®AGLY4T  oro b
120+ oF
04 .
7131 B e 1}
o .
-4
1204 o
Ay — — — — — e —
S#0-120 -60 0 G0 120 -180-120 60 0 G0 120 -190-120 <60 0 0D 130 -1#0-120 -60 0 G0 120 180
Phi (degrees)
e = Circalar Variare (low vakica signify kigh climtering of the data poiatsl, 3 Acosmible 0 Heried
[ = Acvermaz O-fsctor For the reaiduc (e higher the value the mese fvourable the confanmaiam) hassd on andpeis of bigh-ces. Xatal siractures
Tiata peints cakeured aceceding 1o O-facie: Unfirecurable

ASIRT 1 _Cyiel”_8 _ensramach.ps

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue



PSVS Software Environment

ASIRT 1 _Cyiel”_8 _ensramach.ps

PROCHECK-MME
003 7 03 ) 0. ) 3 0.3 7 4
BAALALT  proer @A THDAY Protas m o @ PR 44 Mratam  BAGLUAS  Sipas o
. o'k 5 : w
. : =
o
o
401
204
Dmﬂ‘ Dmﬂm Dmﬂ‘ DZHBS
BAGLYAS  cromn BAARGA  nroan ®ATYRAG  oran o A SER AT BraiL B
' = g
1204 - ]
]
m- L
o =
401
2]
v (7 8 v (7 v (7 i 0000 1) i
@ RO 48 Trean s @A TYR 48 Tt b B GLY 49 it m A THR 49 oo
— : [ ] : B
W o, L
1204 ; ;
§ 0+
[=T]
o o
=
— i
o
a7 :
0030 7 8 0.0 il 0. 1 0.0 )
& GLLT S e T From D @A FRO 51 Sresr @A ALA S aross o
, o,
]l mE
o
D ..:.. . ..:..
-0 1 L) (o
2]
003 7100 0. ) 3 0 0 0.0 )
BAGLY 52 oo D @ AN 5D Sreasn BAGLY S miogn @A LYSS Brim
1204
o
o L i
m B B 1
401 ]| -
204
l—_ ) !
S#0-120 -60 0 G0 120 -180-120 60 0 G0 130 -190-120 <60 0 0D 130 -1#0-120 -60 0 G0 120 180
Phi (degrees)
e = Circalar Variare (low vakica signify kigh climtering of the data poiatsl, 3 Acosmible 0 Heried
[ = Acvermaz O-fsctor For the reaiduc (e higher the value the mese fvourable the confanmaiam) hassd on andpeis of bigh-ces. Xatal siractures
Tiata peints cakeured aceceding 1o O-facie: Unfirecurable

Page 5

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue

53



PSVS Software Environment

PROCHECK-MNMR

S ALA S Gf-pal

or o3 T 00

@ AEN 54

er g )
of 028 [

‘..n\. ALA 55

o 0o T
GF -0 [}

" S LTS 55

Ensemble Ramachandran plots
fISIRT1_CytoC (2 models)

v 0000 7 3
arelt o

i1

er 0 T

o
4 PRO 56 ar cd [

@ GLY 56

er g )
Gf-144 W

* @ GLL 5T

e 0o T
GI-2% W

* @ ILE 5T

v 0000 [ 3
of-2a1 |

u}::

v 0000 )

v 000 T}
G -1:00 [

v 00000 )
of-297 W

v 0000 7
or-022 0

@ ARG SH GF T [

Psi (degrees)

-
@ ILE 5

* & GLL =

* & TRY 59

er 0 T

]
@ VAL GO 300 [0

@, GLY 60
= -

or g )
or -nuas o

* & PROG]

o 0o T
Of CU% [

* @ GLUTG]

v 0000 7 3

G -0

m.

er 00 T

S ALAGD r o [ E

@ ASP 02

er g )
oI -0

* @0 ALAGE

v 0o T
ar ol o

" @ THE (3

v 0000 7 3
G QN7 [

ASIRT 1 _Cyiel”_8 _ensramach.ps

Dl prints cakeured aczonding 1 G-faston:

v = Cirealar Variance (bow valizs signify high chutering of the data pristal.
[3f = Avermgs C-factor For the reaidus (ihe higher the valuz the mess favounible the conformaiam) hassd on ansdysis of kigh-res. Xatal stractures

Unfaecurahlz

M Hurizd

-1#%0 T T T T T T T T T T T T T T T T
SIH0-130 G0 0 G0 130 -1H0-130 6D 0 6D 130 -IH0-130 -0 0 60 130 -IN0-130 6D 0 G0 130 IR0
Phi (degrees)

# fwconibk

Page 6

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue

54



PSVS Software Environment

ASIRT 1 _Cyiel”_8 _ensramach.ps

PROCHECK-MME
003 T 0 ) 0.aa 0. )
BAALAGE  nron D @A LHDG Sroen D GAARGES  nroas s @AMETES  oresm D
1204
o
o o, = 2@
| ., @i o ml;
- - fag T | fog TR
204
003 71 0. ) 3 0. 0 )
BAGLY 6 aroe o BAGLUGE  nrosn o @4 CYSET Dt o A TYR 67 Br 21T B
m L
1204 ;
0 .
o . e s
s 5
i+ e @]
2]
v (7 88 v (7 nosa (7 000 1) %
@ RO G Trcan T @A LHLTEE s o A GLY 68 i m o A GLLU 69 rasn
o m
§ 0+
&h -
o o .
= 1
e’ 0 B
o
a7
|
oo (1 86 v 7 i v (7 i n0a 11 i
@ ALA T rom T @A ASN 7D Brom o @A ALATI Arom i @A FRDTI arzio m
1204 5
Sy
o
D ..:.. ..:..
-0 1 n o o
2]
003 7 0. ) 3 0 ) 3 0.0 ) i
BAALATI  cromn @ALYETI Srim o BAALATI  aromn @A LYST i
1204
o
o
01
204
Ay — — — — — e —
S#0-120 -60 0 G0 120 -180-120 60 0 G0 120 -190-120 <60 0 0D 130 -1#0-120 -60 0 G0 120 180
Phi (degrees)
e = Circalar Variare (low vakica signify kigh climtering of the data poiatsl, 3 Acosmible 0 Heried
[ = Acvermaz O-fsctor For the reaiduc (e higher the value the mese fvourable the confanmaiam) hassd on andpeis of bigh-ces. Xatal siractures
Tiata peints cakeured aceceding 1o O-facie: Unfirecurable

Page 7

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue

55



PSVS Software Environment

ASIRT 1 _Cyiel”_8 _ensramach.ps

PROCHECK-MME
003 7 0. ) 3 0.3 7 0.0 )
BAALATE  cromn @A TYRT Dree D G LHLITE i oo A ILE TS Bias B
120+ : o
.
o
o L JSah
mi, ]
- fag TR |
204
003 7 0.0 1 i 0. ) 3 0.3 )
0 TR T Dreos o A PROTH S BAARGT!  aromn @AGLYTT  oroie o
.
o
) ) B
o .:.. .:..
_ml -k
and el ol
2]
v (7 % v (7 % v (7 000a 1)
@ GLL T Trcen A TEHR TH e o B ALA TS Troen T BALYSTS it
= = - -
e #
§ 0+
"g o 2 s
.mi 1,
e’ 4141 T 7
o
A
oo (1 36 v (7 v (7 i D0 1 i
& GLLT 80 rome T @A MET #0 Fro o @A ALA 81 Aroem r @A ILE §1 Orae B
170+ i i
i
01 ]
. . k.
., oL
- g T
2]
0030 71 0.3 ) 3 0. 1 i 0.3 ) i
OAGLUHT s @ PHIED Mromr  GAALAS]  oroen @AVALHT  oroo b
- 5 - =
.
o
. by
- m.:.
01 ]
204
Ay — — — — — e —
S#0-120 -60 0 G0 120 -180-120 60 0 G0 120 -190-120 <60 0 0D 130 -1#0-120 -60 0 G0 120 180
Phi (degrees)
e = Circalar Variare (low vakica signify kigh climtering of the data poiatsl, 3 Acosmible 0 Heried
[ = Acvermaz O-fsctor For the reaiduc (e higher the value the mese fvourable the confanmaiam) hassd on andpeis of bigh-ces. Xatal siractures
Tiata peints cakeured aceceding 1o O-facie: Unfirecurable

Page B

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue

56



PSVS Software Environment

PROCHECK-MME
Ensemble Ramachandran plots ™=
0030 71 0.3 7 3 0.0 1 i 0. ) 3
BAALAH ot BAGLY 8 nresm SAALAES  opoeer @A ILE S framn
myl Lo " o
o
. -
1, @Y
- g T |
.
0030 7 0. 1 0.0 7 0.0 ) i
BAALA S cromn @A LYERG e n o BAGLY T e m o @A LYSET i B
. L
.
o d
‘m
0 .
. mL =
.
oo 71 i 7 i il 7 oo T 3K
O GLY 28 Troe T ALY B Trcs oA GLL 89 Tt T A GLN S0 ot
“ jand
§ 0+ -
[=T] o 1.,
LE " g
= Lk m
R G ﬁ
o
A
003 7 0. ) 3 0. ) 3 07 )
& GLLT Srow o @A GLUSI Groa D @A ARG 9 Aroca o A ALATD ares g
1204
o
o
al
- fag TR |
.
Do (06 0oa (036 nooa (0% naa (188
BAGLNTT  Grenr @A ARG Do D @A ALATY  orcenn @ LHDGY Broe B
1204
o d
o 5 L
i i
50 4 i ] =
.
BT e — — —_— — —_— — — —
S80-120 60 0 B0 120 -180-170 60 0 B0 130 -1#0-170 -6 0 G0 130 -1%0-130 60 0 60 120 180
Phi (degrees)
v = Cirealar Veriare (low vaks sigaify high chniering of the data pristsl. 8 Accowible 00 Hosisd
{3 = Acvermee C-ficor For the residu (b higher the value the mees faveurahib: the confmmeiam) hascd e ansysis of kigheres. Kalal siractures
Tt prints cabeures mez cading 16 G-factor: Unfircurable

ASIRT 1 _Cyiel”_8 _ensramach.ps

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue



PSVS Software Environment

PROCHECK-MME
Ensemble Ramachandran plots "=
[TooiuE [Tl ] 1y (7 i 7
0, THE 55 Droimm A ILEDE Gram o A ALADE Sroms o BAALATT  aremm D
1204
o
-. . .
od -
2, ML
- fog TR |
.
003 7 0 ) 0 71 0. )
o0 TYR W Cregs D BAALATE oo @ LHEUGH Mros s BAGLYT  miamm
1204
o d
1L m
0 5
m L
i+ = iy
.
0o 71 0o (1 0o (1 nana 71
B LYE Trem D @AGLU 0 proear @ALYS 00 oromn o @AGLY 101 opoae
“ jand
§ 0+
o J J
= 1 . Bh
, - = T
o
A -1
A o
003 7 0.0 7 0.0 ) 3 o )
@ ala dal rom T @A AP 102 Frosa o @A THR L2 roer B A AEN 10D arem g
ok,
1204
o
o B
4411 - :
.
003 7 0.3 1 i 0. 1 4 0031 )
OAGLY 104 crnar A PR 108 Prnerp oA GLY 106 S AL T i B
1 1 . ;@
]l L g ]
G0+ =
o m
-4
.
T N A N i i e A kLkBA
S80-120 60 0 B0 120 -180-170 60 0 B0 130 -1#0-170 -6 0 G0 130 -1%0-130 60 0 60 120 180
Phi (degrees)
v = Cirealar Veriare (low vaks sigaify high chniering of the data pristsl. 8 Accowible 00 Hosisd
{3 = Acvermee C-ficor For the residu (b higher the value the mees faveurahib: the confmmeiam) hascd e ansysis of kigheres. Kalal siractures
Tt prints cabeures mez cading 16 G-factor: Unfircurable

ASIRT 1 _Cyiel”_8 _ensramach.ps

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue



PSVS Software Environment

PROCHECK-MME
Ensemble Ramachandran plots ~ "="
[l (Lo (el (el ]
A GLI 108 e oLy im % s PRO 110 oime 0% s 11 raem
m . mi . ot . 1
1204 :. :. :. :. I
o
0
04
.
0030 71 3 0.3 1 i 0.0 1 i 0.3 )
A ARG 112 Btz oo AGLE 113 Brnea m oA FRO 14 Sroan o AFRO1LS Eroie B
1 1 m: m 1 U:l
|l " L W 1
o d
0
04
.
03 [0 ] [0 ] [0 ]
ALBL 116 T ALA 117 W AsP 118 T ASN LIS g
= : - - -
L 1 [,
W o . L .
@ 0+
[=T] .
U oo v
= el
R G .d
o
A
[l (el ] [l (el ]
ALEL (20 SO R ooMO® L asp i3 P o ® Gz aan®
mdl md Lm b Loogt
o
o
m,
<40
.
U031 (el ] (el (el ]
A ASP 124 i O s asp 121 SO s 130 o O ASP 127 rama
myl Lo b .
o d
.
o L o
04 S
.
BT e — — —_— — —_— — — —
S80-120 60 0 B0 120 -180-170 60 0 B0 130 -1#0-170 -6 0 G0 130 -1%0-130 60 0 60 120 180
Phi (degrees)
v = Cirealar Veriare (low vaks sigaify high chniering of the data pristsl. 8 Accowible 00 Hosisd
{3 = Acvermee C-ficor For the residu (b higher the value the mees faveurahib: the confmmeiam) hascd e ansysis of kigheres. Kalal siractures
Tt prints cabeures mez cading 16 G-factor: Unfircurable

ASIRT 1 _Cyicel”_8 _ensramach.ps

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue



PSVS Software Environment

PROCHECK-MME
[l (el ] (el ] (el ]
AGLL 128 O oLy Im o ® Gy i DO G 3 P
1 T mi:
jood | . I
|
o
.
oy L@y
w4 S i
204
[ (Lo ] [l (Lo ]
AGLL 132 oomO® oL i T G i o = A ALA 135 o
1204
o
D ..:.. ! ..:.. : ..:..
ol .mi L
414 o o . ol
2]
03 [0 ] [T ] [0 ]
AALA 136 T ALA 137 T ALA 138 T . ALA 1 e
“ jand
§ 0+
oo y , “y
= ., @Y 5 ., mL
e’ 01 fo T | III fo T |
o
a7
U031 (el (el (Lo ]
S ILE 1460 grom?mﬂtil.‘( 141 gl.luE‘m.l\'J"fRI-ll :rou?mﬂ.ﬂ-l!l:il-l? :l.lus:l?H
. mk @'
o
1., m
o
o L
- g T
2]
[l (el ] (el (el ]
A ASP 144 o AN L4 SO i e L 147 Pl
. III'_:: I1:"::
it o w ;
o
o
01
204
Ay — — — — — e —
S#0-120 -60 0 G0 120 -180-120 60 0 G0 120 -190-120 <60 0 0D 130 -1#0-120 -60 0 G0 120 180
Phi (degrees)
e = Circalar Variare (low vakica signify kigh climtering of the data poiatsl, 3 Acosmible 0 Heried
[ = Acvermaz O-fsctor For the reaiduc (e higher the value the mese fvourable the confanmaiam) hassd on andpeis of bigh-ces. Xatal siractures
Tiata peints cakeured aceceding 1o O-facie: Unfirecurable

Page 12

ASIRT 1 _Cyicel”_8 _ensramach.ps

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue

60



PSVS Software Environment

PROCHECK-MME
Ensemble Ramachandran plots ~ "="
[ (el ] (el (el ]
A FHE 148 oImMO® Gy i ClaMO® | asp i S SR O Pl
1 .
j20d 4 o
o
0
m m
04
.
[ (Lo ] [l (Lo ]
ALE 152 oo i TITE® T 1 Sl s L5 Pl
- - i -
T I 1 o T 1 T 1 T
et by ) L ) L ) L~
o d
0
04
.
03 [0 ] [0 ] [0 ]
AGLY 15 T i 157 e % b 158 e ® s 150 nram 2
B B - L1}
—
Wyl L m
§ 0+
[=T]
L o "
=
— 30
o
A
LU0 (el ] [l (el
s g (] :..D...?sm:il.:: 161 E.lu?sa\.‘ilmlﬁl :roz?sﬂ.ﬂ‘_ﬂ’lﬂ :rousg‘
] o, ] m ] )
o
0
04
.
U031 (el ] (el (el ]
A GLL 164 o O oL s Sl % L AsP LG e % ARG 167 Pl
120+ : -
m....
o d
. b E .
) III':: o,
-0+ fag TR | fog TR |
.
BT e — — —_— — —_— — — —
S80-120 60 0 B0 120 -180-170 60 0 B0 130 -1#0-170 -6 0 G0 130 -1%0-130 60 0 60 120 180
Phi (degrees)
v = Cirealar Veriare (low vaks sigaify high chniering of the data pristsl. 8 Accowible 00 Hosisd
{3 = Acvermee C-ficor For the residu (b higher the value the mees faveurahib: the confmmeiam) hascd e ansysis of kigheres. Kalal siractures
Tt prints cabeures mez cading 16 G-factor: Unfircurable

ASIRT 1 _Cyicel”_8 _ensramach.ps

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue



PSVS Software Environment

PROCHECK-MME
Ensemble Ramachandran plots ="
[l (el ] (el (el ]
A ALA 168 om0 s SUTMO® s 17 S AT e
- i
1204 =
o
1. W
0 2 :
L
.
[ (Lo ] [l (Lo ]
A SER 172 o O® s 173 TIMC® s 17 S O asp 173 Pl
1204 =
o d
0 s i .
4411 E E
.
03 [0 ] [T ] [0 ]
ACTRP 176 T ® e 1 = ® R 178 e ® ARG 179 A
— m ) T = T
W 1 1 I 1
@ 120 b, L =
o d
[=T]
4 o
=
— 30
o
A
(i (el ] (el ] (el ]
A FRD 180 oo ARG 181 e = 142 Sremn® AGLYINE  mampt
a; o . 1 it}
. _:: 1 L
o
0
04
.
[ (Lo ] (el (el ]
A FRO 14 T VR 18 T TR 1 SO e 187 e
1204 & -
o d
. L b .
1 I]:I.:: 1 I:I:I.:: IL
04 ] o ]
.
BT e — — —_— — —_— — — —
S80-120 60 0 B0 120 -180-170 60 0 B0 130 -1#0-170 -6 0 G0 130 -1%0-130 60 0 60 120 180
Phi (degrees)
v = Cirealar Veriare (low vaks sigaify high chniering of the data pristsl. 8 Accowible 00 Hosisd
{3 = Acvermee C-ficor For the residu (b higher the value the mees faveurahib: the confmmeiam) hascd e ansysis of kigheres. Kalal siractures
Tt prints cabeures mez cading 16 G-factor: Unfircurable

ASIRT 1 _Cyicel”_8 _ensramach.ps

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue

62



PSVS Software Environment

PROCHECK-MME
Ensemble Ramachandran plots ~ "="
[ (el ] (el (el ]
A VAL 188 o O® oLy i oTMO® Gy da omO® o) P
1204
o
o . ..:.. ..:..
MY m 2, ML
<40 I | fon TR |
.
[l (Lo ] [l (Lo ]
AL J93 T e (93 B R e o % A GLY 198 Pl
1204
o d
. ®
0 -
m ., ML
i+ ] 1
.
03 [0 ] [T ] [T ]
ACTHR 156 T AsP 197 e % rRo 198 T AR 199 nren 2
Wyl m;: L M
§ 0+
[=T] y
L o y
=] . P
R G
o
A
[l (el ] (el (el
A CTHR 200 :rou?sﬂ]u-fxll ::ruu?gﬂuul.'xll :rozlgg-l\f-‘fﬁzﬂ-‘- :ruu?‘
1204
o
. -, -,
§ 1 .
I b ]
.
[l (Lo ] (el (el
A ASP 204 oo AL 08 o L 0 O o PRO T e
120+ 4
m
o d
. -, o
Lol . my
w0 Bl ]
.
BT e — — —_— — —_— — — —
S80-120 60 0 B0 120 -180-170 60 0 B0 130 -1#0-170 -6 0 G0 130 -1%0-130 60 0 60 120 180
Phi (degrees)
v = Cirealar Veriare (low vaks sigaify high chniering of the data pristsl. 8 Accowible 00 Hosisd
{3 = Acvermee C-ficor For the residu (b higher the value the mees faveurahib: the confmmeiam) hascd e ansysis of kigheres. Kalal siractures
Tt prints cabeures mez cading 16 G-factor: Unfircurable

ASIRT 1 _Cyicel”_8 _ensramach.ps

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue



PSVS Software Environment

PROCHECK-MME
U031 (el ] (el (el ]
A GLL 208 oo TR 2 T sz e O PO 21 Pl
. ! L =
"
o
o L
.
204
[ (Lo ] [l (Lo ]
A RO 212 o % PRO213 orMO® G SO L2 Pl
i, o,
1204 : :
o
.
1, I'I]-:_ 1, I
4+ e o]
2]
03 [0 ] [0 ] [0 ]
A ASP 200 e e AsP 217 e e 218 T % e 21s Py
0 S
§ 0+
oo - -y “y,
- i L O
e’ 1 fag TR | fag T III
o
a7
[ (Lo (el ] (el ]
AL 730 oo a1 SoMO® Iz e O® o ama
1204
o
D ..:.. ..:.. ! ..:.. ..:..
] e Sl = o
2]
003 71 0 ) 0 ) 0. T 0
AVALIH Dreon o A ILE 25 Sl Do A AEN 136 Srm o A ILE 23T Bt 10 B
1204
o
D ..:.. ..:.. ! ..:.. ..:..
w] A ] L gLl
204
Ay — — — — — e —
S#0-120 -60 0 G0 120 -180-120 60 0 G0 120 -190-120 <60 0 0D 130 -1#0-120 -60 0 G0 120 180
Phi (degrees)
e = Circalar Variare (low vakica signify kigh climtering of the data poiatsl, 3 Acosmible 0 Heried
[ = Acvermaz O-fsctor For the reaiduc (e higher the value the mese fvourable the confanmaiam) hassd on andpeis of bigh-ces. Xatal siractures
Tiata peints cakeured aceceding 1o O-facie: Unfirecurable

Page 16

ASIRT 1 _Cyicel”_8 _ensramach.ps

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue

64



PSVS Software Environment

PROCHECK-MME
Ensemble Ramachandran plots "=V
[l (el (el (el
A LD 73 ot O a siR 220 oo O® G Im o O PR 23] P
] L Lomk
o
. -,
L
- e
.
[ (Lo ] [l [l ]
A FRO 232 O e Lys OO ARG 734 e Lvs T e
m:
1204 !
o d
11 L. .m..
0 . S
oYy .
al ] o
.
03 [0 ] [0 ] [0 ]
ALYE 2 T AR 237 = vs T e ® s 23 Bram D
mi: 1
W o T L F
§ E -
o d
=) :
4 o
=
— 30
o
A
[ (el ] (el (el ]
AILE M0 O SN 141 ST e® TR 242 S o k3 ama
- - 5 -
1204 L
o
- o :
o .:.. .:..
., M
- fog TR |
.
003 7 0 T 0. ) 0.3 ) 0
AGLLUI 244 St D AR 243 Sroae D A ALA 246 Arowe Do A WAL 4T =i
1204
o d
. -,
R E
.
BT e — — —_— — —_— — — —
S80-120 60 0 B0 120 -180-170 60 0 B0 130 -1#0-170 -6 0 G0 130 -1%0-130 60 0 60 120 180
Phi (degrees)
v = Cirealar Veriare (low vaks sigaify high chniering of the data pristsl. 8 Accowible 00 Hosisd
{3 = Acvermee C-ficor For the residu (b higher the value the mees faveurahib: the confmmeiam) hascd e ansysis of kigheres. Kalal siractures
Tt prints cabeures mez cading 16 G-factor: Unfircurable

ASIRT 1 _Cyicel”_8 _ensramach.ps

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue

65



PSVS Software Environment

PROCHECK-MME
Ensemble Ramachandran plots ="
[l (el ] (el (el ]
ALYE 248 O Lo g o L 250 SO G e
1204
o
0
m o m
401 -
.
[ (Lo ] [l (Lo ]
A GLLI 252 e SO Lvsay SO Lvs o P
m*, ]
1204 ] o
& [ ]
o] 5
L] 1,
04 !
.
03 [T ] [0 ] [0 ]
AR 2% e 1L 257 T T ® o ra 2% ey
oyl om Lm b Lo b bt
§ 0+
[=T]
4 o
=
— 30
o
A
(el (el ] [l (el
S THR 260 grom?mﬂtil.‘(ml :I.I!&Elmﬂ.ﬂl.u’l.x.l] ;.nu?mﬂtil.‘(m.? :rou?m
. m
[
o
. by
m mi
.
m
U031 (el ] (el (el ]
A VAL 34 O sim 20s o vaL 3 e O SR 267 P
1204
o d
° m ’ m ) m
] ‘ i
.
BT e — — —_— — —_— — — —
S80-120 60 0 B0 120 -180-170 60 0 B0 130 -1#0-170 -6 0 G0 130 -1%0-130 60 0 60 120 180
Phi (degrees)
v = Cirealar Veriare (low vaks sigaify high chniering of the data pristsl. 8 Accowible 00 Hosisd
{3 = Acvermee C-ficor For the residu (b higher the value the mees faveurahib: the confmmeiam) hascd e ansysis of kigheres. Kalal siractures
Tt prints cabeures mez cading 16 G-factor: Unfircurable

ASIRT 1 _Cyicel”_8 _ensramach.ps

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue



PSVS Software Environment

PROCHECK-MME
[l (el ] (el ] (el ]
ATYE oo oLy e e sz e O PR 7] P
1 T .
i204 [ :
o
11 ... m
o o
4411 E
204
[ (Lo ] [l (Lo ]
A ASR 272 o O P 273 ST ARG 74 e O s 273 Pl
2 = - T
1204
o
o T, Jm'
4411 _ :
2]
.
03 [0 ] [0 ] [0 ]
AARGITE v A ASE 277 Bt ® AGLY 2T e n o AILET et
- 2 = L
“ jand
§ 0+
%ﬁ 1 m-. .
o . : .
= ., UL ., @b
e’ 01 fag T | - II'
o
A
[ (el ] (el ] (el ]
ATYR 280 grlz?‘ﬂﬂl.ﬁ]ﬂl :row?‘a\ﬂkti!ﬂ! :ron:?s.ﬂu!.'!ﬂ? :rou?‘
1204
o
o ..:.. ..:.. ...:.. ...:..
. m L ., L o 1,0 |
2]
[l (el ] (el (el ]
A ALAZHL o % A vaL 248 SUTMC® L ase 3G o O P67 e
1204 ]
o m
o 4
01 o
204
Ay — — — — — e —
S#0-120 -60 0 G0 120 -180-120 60 0 G0 120 -190-120 <60 0 0D 130 -1#0-120 -60 0 G0 120 180
Phi (degrees)
e = Circalar Variare (low vakica signify kigh climtering of the data poiatsl, 3 Acosmible 0 Heried
[ = Acvermaz O-fsctor For the reaiduc (e higher the value the mese fvourable the confanmaiam) hassd on andpeis of bigh-ces. Xatal siractures
Tiata peints cakeured aceceding 1o O-facie: Unfirecurable

Page 19

ASIRT 1 _Cyicel”_8 _ensramach.ps

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue

67



PSVS Software Environment

PROCHECK-MME
Ensemble Ramachandran plots "=
[l (el ] [l ] (el ]
A FRO 28 om0 ase 2 o L =0 SO PRO 3 i
ok
1204 ;
o
o 4 i,
wd e L]
.
[l (Lo ] [l (Lo ]
A ASP 203 oo 0% RO oD% . G i O  ALA Pl
— - : :
1204
o d
o L
a L oL
Rl fo TR |
.
03 [0 ] [0 ] [0 ]
AT 206 e i 257 2 AsP 20 e R Ao T
Wyl L Lom Lt
§ 0+
ui :
4 o ! ]
= = L W
e 401 i
o
A
(i [l (el [l ]
s GLLT 300 '(::-r‘:mz?S ACTYR 301 ::r ||u?‘ S PHE 302 ::r |z?H A ARG 303 :rou.-.?‘
1204
o
o L B
. et
m 1 1 1 1
<40 III = fon TN |
.
0030 71 3 0. ) 3 03 ) 0 )
ALYE 10 Sreos Do AR 305 rotan m o FRO 306 el B A ARG 307 Bt 10 B
120+ . o
o d
0
-4
.
BT e — — —_— — —_— — — —
S80-120 60 0 B0 120 -180-170 60 0 B0 130 -1#0-170 -6 0 G0 130 -1%0-130 60 0 60 120 180
Phi (degrees)
v = Cirealar Veriare (low vaks sigaify high chniering of the data pristsl. 8 Accowible 00 Hosisd
{3 = Acvermee C-ficor For the residu (b higher the value the mees faveurahib: the confmmeiam) hascd e ansysis of kigheres. Kalal siractures
Tt prints cabeures mez cading 16 G-factor: Unfircurable

ASIRT 1 _Cyicel”_8 _ensramach.ps

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue



PSVS Software Environment

PROCHECK-MNMR

Ensemble Ramachandran plots
fISIRT1_CytoC (2 models)

A FRO 308

v 0u3a T 0

Of 042 [

A PHE 308

v 033 {10
ar1m o APHE3LD

e 0o T
ar Cul o

" ALYE 2]

v 000 7 3
af 1M [0

AFHEIL

er 0 T
G oM [

" AALA 22

(Lo ]
O Lvs i

v 0o T

L]
ar 1m0

A GLITALS

v 000 7] 3
af o o

ALE 306

v 000 )
ol -140 |

" ATYRALT

o {7 3
EI-DI!I' A FPROZ1E

v 00000 1)

-
of 0.3 [0

A GLY 3219

v 0000 7] 3
G -0 [

Psi (degrees)

ok

A GLM 330

er 0 T
or-1.20 m

* A PHE32]

or 003 71 3
arcus o A GLN 322

o 0o T
O -0U%4 [

* A PR 323

v 0000 7 3

ar ot o

i,

AEER 34

er 0 7
ar anl o

E A LHLT 325

(Lo ]
o = ® acvE T

o 0o T

m
ar 113 0

A HIS 327

v 000 100
ar 115 o

BEL

F

v = Cirealar Variance (bow valizs signify high chutering of the data pristal.
[3f = Avermgs C-factor For the reaidus (ihe higher the valuz the mess favounible the conformaiam) hassd on ansdysis of kigh-res. Xatal stractures
Dl prints cakeured aczonding 1 G-faston:

Phi (degrees)

Unfaecurahlz

# fwconibk

M Hurizd

= T T T T T T T T T T T T T T T T
SI80-1230 -60 0 G0 120 -1H0-130 .60 00 G0 130 180130 <60 0 G0 130 -1H0-130 .60 00 6D 130 180

Page 21

ASIRT 1 _Cyicel”_8 _ensramach.ps

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue

69



PSVS Software Environment

PROCHECK-MME
Ensemble Ramachandran plots "=
[l (el ] (el (el ]
ALYE 13 o Pz 329 o SO ALA T Pt
1204
o
o ..:.. ..:.. ..:..
2, WL 1, MY m
- fag T g TS | fog TR |
.
[ (Lo ] [l (Lo ]
ALBD 333 oo O® sk 333 o ASR 31 T Lys s =
1204
o d
o ..:.. ..:.. ...:.. ..:..
., O o .. Dk m;
-4 jn B ead II ad
.
03 [0 ] [0 ] [0 ]
AGLL 336 T ® Gy 3w T o s 2 mam o ® a3 Bram
HRREE L o F
§ 0+
[=T] . :
] .
= el
— 30 L
o
A
[l (el ] (el (el
S LHLT 340 E.ny?gﬂ.ﬂktiﬂl :...-nemnnsﬁau :Lnu:?mﬂ'l"fklﬂ :l.nl-l:l?m
1204 o Lok Lomt
L, L 1, W
o
0
401 A
.
[l (el (el (el ]
A THR 344 e g e T IO AN 4G e W a7 e =
1 m m',
j20d 4 ;
o d
-
o )
-4
.
BT e — — —_— — —_— — — —
S80-120 60 0 B0 120 -180-170 60 0 B0 130 -1#0-170 -6 0 G0 130 -1%0-130 60 0 60 120 180
Phi (degrees)
v = Cirealar Veriare (low vaks sigaify high chniering of the data pristsl. 8 Accowible 00 Hosisd
{3 = Acvermee C-ficor For the residu (b higher the value the mees faveurahib: the confmmeiam) hascd e ansysis of kigheres. Kalal siractures
Tt prints cabeures mez cading 16 G-factor: Unfircurable

ASIRT 1 _Cyicel”_8 _ensramach.ps

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue

70



PSVS Software Environment

PROCHECK-MME
Ensemble Ramachandran plots "=
[l (el ] (el ] (el ]
A ASR 348 SO R e o e L 350 e ® G 3 e
1204
604 I
° m o . I]]
404 E L
.
e D01 (0 e 0000 (0 26 e 0001 (026 e Dn (126
AGLNIS2  oromp - AVALIS  orampo AALATH  grempo AGLY35S  nradim
1204
o d
. -
0
m .. ML m
Rl g T |
.
03 [0 ] [0 ] [0 ]
AILE 35 e G st e o ARG 358 e ® i Bram e
W 1 I I 1
@ 1215, @y - T
& ]
&l - :
4 o 3
= 1
— i =3
o
A
[l (el ] (el ] (el
AILE 360 oo G a1 e vy 32 e b 363 i
mdhn Lo
o
m-,
o .
04
.
[l (el ] (el (el ]
A GLY T4 o O SER 368 T P I e ALA T P
1204
o d
0 Wi,
a1 : = I
.
m
BT e — — —_— — —_— — — —
S80-120 60 0 B0 120 -180-170 60 0 6D 130 -1#0-170 -6 0 G0 130 -1%0-130 60 0 60 120 180
Phi (degrees)
v = Cirealar Veriare (low vaks sigaify high chniering of the data pristsl. 8 Accowible 00 Hosisd
{3 = Acvermee C-ficor For the residu (b higher the value the mees faveurahib: the confmmeiam) hascd e ansysis of kigheres. Kalal siractures
Tt prints cabeures mez cading 16 G-factor: Unfircurable

ASIRT 1 _Cyicel”_8 _ensramach.ps

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue



PSVS Software Environment

PROCHECK-MME
Ensemble Ramachandran plots "=
U031 (el ] (el ] (el ]
A THR 368 om0 LA i s 370 o O® s T
— - - -
1 m 1 @ 1
1204 :. :. :. :. m:
o
0
04
.
[ (Lo ] [l (Lo ]
A LD T72 o = 7T SMO® L cvs oo L Lysars Pl
1204
G0+ =
. ., m
0 - Jm
o 1
Rl fog TR | m
.
03 [0 ] [0 ] [0 ]
ACTYR 376 e LYs 37T e e vaL TR e % o Asp 37 nran 2
_— g 1 m ! o . ml
[ o 1 I 1 I
@ 0+
[=T]
4 o
=
— 30
o
A
[ (el (el ] (el ]
S CYE 30 E.M:E‘J\.Eil.[.‘?ﬂ :rom?‘.n\.-\l..’;?ﬂ :rom?sﬂ‘f'.’n.l..?ﬂ :....uet
1204
o
. L o
T . m -
.
[l (el ] (el (el
A ARG 38 oo oLy 34 SO  AsP G SO e am
1204
o d
o ..:.. ..:..
e m S
.
BT e — — —_— — —_— — — —
S80-120 60 0 B0 120 -180-170 60 0 B0 130 -1#0-170 -6 0 G0 130 -1%0-130 60 0 60 120 180
Phi (degrees)
v = Cirealar Veriare (low vaks sigaify high chniering of the data pristsl. 8 Accowible 00 Hosisd
{3 = Acvermee C-ficor For the residu (b higher the value the mees faveurahib: the confmmeiam) hascd e ansysis of kigheres. Kalal siractures
Tt prints cabeures mez cading 16 G-factor: Unfircurable

ASIRT 1 _Cyicel”_8 _ensramach.ps

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue



PSVS Software Environment

PROCHECK-MME
Ensemble Ramachandran plots "=
[ (el ] (el (el ]
A FHIE 88 o % SN Y orMO® oo SO v Pl
1204 5. [+ [
o
. n., m
o i m
I 1
- s :
.
[ (Lo ] (el (Lo ]
A VAL T2 o PRO 3 oo ARG 34 i cvs s Pl
1204 O Lomk o
o d
0
04
.
03 [0 ] [T ] [T ]
A PRI 75 T ARG 397 o ® o cvs TR e O ® . ero 3 Py
— ' ' m! [
e
§ 0+
2
o J
m 1
= g L
e 401 m
o
A
[l (el ] (Lo ] (el ]
S ALA D E.nll?‘a\.ﬂ‘.—'ﬂ’-ﬂ]l :rom?‘.n\til.[.‘-l-ﬂ! :I.D'.‘JE‘-I\'-’RUJ‘J? :rou?‘
1204 T,
o
" iy oY
RAE I o
.
003 7 3 0.0 ) 3 0 T 0. 7
A LHLT 40 rodl O A ALA A0S Brannm IR 406 At D A MET AT Biain
1 T m 1 I
jz04 ) L L )
: -
o d m
. B 1y
a1 :
.
BT e — — —_— — —_— — — —
S80-120 60 0 B0 120 -180-170 60 0 B0 130 -1#0-170 -6 0 G0 130 -1%0-130 60 0 60 120 180
Phi (degrees)
v = Cirealar Veriare (low vaks sigaify high chniering of the data pristsl. 8 Accowible 00 Hosisd
{3 = Acvermee C-ficor For the residu (b higher the value the mees faveurahib: the confmmeiam) hascd e ansysis of kigheres. Kalal siractures
Tt prints cabeures mez cading 16 G-factor: Unfircurable

ASIRT 1 _Cyicel”_8 _ensramach.ps

Ramachandran Plots for each residue

JPEG for residue Ramachandran Plots - page $hum_n

73



PSVS Software Environment

PROCHECK-MME
U031 (el (Lo ] (el ]
ALY 408, o I PR e G4 e O a1 P
1 .|TI. 1 .
o =
o
401
204
[l (el ] [l (Lo ]
AVALAI2 O P13 R T e Gy 41 P
oo | [ o
o
o m
401
2]
03 [0 ] [T ] [0 ]
AGLL 416 e ASN 417 e o 418 e ® L eRo 41 Py
= = - -
m T m;
W o . . F
§ 0+
[=T]
o o
=
— i
o
a7
[ (el (el (el
S GLLT 420 grom?‘a\til.h‘-l-!l :row?‘.n\l’ll]'.-lll :rlz?sﬂ[]EH!H :ruu?‘
1204
o
o L L L ik
. o mi L -
w0 e ] o] <
2]
[l (Lo ] (el (el ]
A ARG A2 o ALa s o MET 470 O Lys4T Pl
1204
o
D ..:.. ...:.. ...:.. ..:..
w{ R M ] | ]
204
Ay — — — — — e —
S#0-120 -60 0 G0 120 -180-120 60 0 G0 120 -190-120 <60 0 0D 130 -1#0-120 -60 0 G0 120 180
Phi (degrees)
e = Circalar Variare (low vakica signify kigh climtering of the data poiatsl, 3 Acosmible 0 Heried
[ = Acvermaz O-fsctor For the reaiduc (e higher the value the mese fvourable the confanmaiam) hassd on andpeis of bigh-ces. Xatal siractures
Tiata peints cakeured aceceding 1o O-facie: Unfirecurable

Page 26

ASIRT 1 _Cyicel”_8 _ensramach.ps

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue

74



PSVS Software Environment

PROCHECK-MME
Ensemble Ramachandran plots ~ "=*
U031 (el ] (el (el ]
ATYR 428 oo O®  aspam T L Lvs 4w SO asp a3l Pyl
1204
o
N i
" . L .
@] b b
.
[l (Lo ] [l (Lo ]
AGLLI 472 O vaL 4T e SR SO L P
i204 n Il_
o d
o o <"
m 1
P
.
b 1001 v (1 0o {10 b 70
ALBL 436 Srean A ILEATT Tt DA WAL 438 Mo AILEAT oty
Wyl m Lm * Lom LE tm
§ 0+
[=T]
4 o
=
— 30
o
A
[ (el ] (el [l ]
A GLY 440 :rols?mﬂ.‘il-m-l-ll :rom?m-l\-‘il'ﬂ-l-ﬂ :rou?g-l\”!-'“-? :..:-:..E‘G
im
1204 E
=1 im , L3
0 k
DYy
04 "
.
[ (Lo ] (el ] (el ]
ALYS 444 O AL 448 O ARG A e O  PROMT P
. e
o d
o Jmn (8
i1 : :
.
BT e — — —_— — —_— — — —
S80-120 60 0 B0 120 -180-170 60 0 B0 130 -1#0-170 -6 0 G0 130 -1%0-130 60 0 60 120 180
Phi (degrees)
v = Cirealar Veriare (low vaks sigaify high chniering of the data pristsl. 8 Accowible 00 Hosisd
{3 = Acvermee C-ficor For the residu (b higher the value the mees faveurahib: the confmmeiam) hascd e ansysis of kigheres. Kalal siractures
Tt prints cabeures mez cading 16 G-factor: Unfircurable

ASIRT 1 _Cyicel”_8 _ensramach.ps

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue



PSVS Software Environment

PROCHECK-MME
Ensemble Ramachandran plots ~ "=*
U031 (el ] (Lo (el ]
A VAL 448 e O ALA T i L 4s T O e Pt
1204
o
o i, m
m [
4411 i o
.
[ (Lo ] [l (Lo ]
A FRO 452 o O siR 453 i s 45 e s Py
1204 mk
o d
. -
it L m
04 '
.
03 [T ] [T ] [0 ]
A PRI 45 T s 437 T G4 e VAL 4% e
o m,
Y md L
§ 0+
iy
o i
=
— 30
o
A
U031 (el ] [l ] (el
S FRO 460 f;'r.mgg S G 6] :I.D-I!Em AILE 462 ::rom?m S LELT 463 :l.nu!:;m
1 ms, 1 1 1
1204 4 L@ ¢ L o Lm F
o
0
04
.
[l (el ] (el (el ]
ATLE 461 O s g o ® A ARG i o O® oL s Pl
T L ! ) i ) i
o d
0
-4
.
BT e — — —_— — —_— — — —
S80-120 60 0 B0 120 -180-170 60 0 B0 130 -1#0-170 -6 0 G0 130 -1%0-130 60 0 60 120 180
Phi (degrees)
v = Cirealar Veriare (low vaks sigaify high chniering of the data pristsl. 8 Accowible 00 Hosisd
{3 = Acvermee C-ficor For the residu (b higher the value the mees faveurahib: the confmmeiam) hascd e ansysis of kigheres. Kalal siractures
Tt prints cabeures mez cading 16 G-factor: Unfircurable

ASIRT 1 _Cyicel”_8 _ensramach.ps

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue

76



PSVS Software Environment

PROCHECK-MME
U031 (el ] (el ] (el ]
A FRO 46 o O i 4 o ® PR 470 SO s 471 e
mE... 1 . 1. . .
. L !
1 il
o
o L [
L 2
204
[ (el ] [l (Lo ]
A LD 472 O s 473 T P a7 e O Asp a7 B =
, o ' mh, )
. .
18
o
. B
10
401 =
2]
03 [0 ] [T ] [0 ]
A VAL 476 T GLL 47T = i 4TR ™ 47 Bram e
woondim Lm ¢ L L m rf
o
[=T]
o o
=
— i
o
a7
[l (el ] (el ] (el ]
S GLY 480 E.n!l?gﬂ.ﬂ‘ﬂ’-lxl :I.DTEEJ\':"I.'S-I-SE :rlll?m.l\ﬂﬁl’-lﬂ? :rou?m
1204 u:!::
o
o L ik
L o kS
-0 1 ] ]
2]
m
[l (el ] (el (el ]
AVAL A8 e BT T e SO A 87 Pt
1204
o
.
Lm ol o ]
] e "] Tl ]
204
Ay — — — — — e —
S#0-120 -60 0 G0 120 -180-120 60 0 G0 120 -190-120 <60 0 0D 130 -1#0-120 -60 0 G0 120 180
Phi (degrees)
e = Circalar Variare (low vakica signify kigh climtering of the data poiatsl, 3 Acosmible 0 Heried
[ = Acvermaz O-fsctor For the reaiduc (e higher the value the mese fvourable the confanmaiam) hassd on andpeis of bigh-ces. Xatal siractures
Tiata peints cakeured aceceding 1o O-facie: Unfirecurable

Page 29

ASIRT 1 _Cyicel”_8 _ensramach.ps

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue

77



PSVS Software Environment

PROCHECK-MME
Ensemble Ramachandran plots "=
U031 (el ] (el (el ]
A GLLT 488 o L 4 o cvs 430 SO s 4l Pt
1204
o
o
i+ m o "L 0]
.
[l (el ] [l (Lo ]
A ARG 493 o O Ly 493 O Gy 4 Sl % gLy e Pl
1204
o d
. s
m B
04 By
.
m m
03 [0 ] [0 ] [0 ]
AGLLT 45 i T ALA 9% T v 4 oo 2
“ jand
§ 0+
iy ;
o J
= o s, WL i1 m
R G .l
o
A
[ (el (el ] (Lo
s LHLT S0 ::rlls?‘-l\c"l.'!iml E.sul?‘a\t'\.‘!ﬁ!ﬂ! ::’rlll\.?‘ A ASN 503 :I-D-H?‘
1204
501 ]
0
.. mL
- fag TR |
.
[l (el ] (el ] (el ]
A FRO 504 o O  vaL s e Ly s e L sy ane
. == - -
1 1 1 Ik, 1 4.
1204 & o’ L L L LIS
o d
0
-4
.
BT e — — —_— — —_— — — —
S80-120 60 0 B0 120 -180-170 60 0 B0 130 -1#0-170 -6 0 G0 130 -1%0-130 60 0 60 120 180
Phi (degrees)
v = Cirealar Veriare (low vaks sigaify high chniering of the data pristsl. 8 Accowible 00 Hosisd
{3 = Acvermee C-ficor For the residu (b higher the value the mees faveurahib: the confmmeiam) hascd e ansysis of kigheres. Kalal siractures
Tt prints cabeures mez cading 16 G-factor: Unfircurable

ASIRT 1 _Cyicel”_8 _ensramach.ps

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue



PSVS Software Environment

PROCHECK-MME
Ensemble Ramachandran plots "=
[l (el ] (Lo (el ]
A SER 508 e ® Aty am e ® Al sl SO TR oo =
myl Lo L omk Lmok
604 1
.
0
w{ g
.
[ (Lo ] [l (Lo ]
AGLLU 512 T Lvssia e PRO S1 o O® o PROSIS P
o d
0
04
.
03 [0 ] [T ] [0 ]
A ARG 516 T ® e 1 e % G 518 e ® o rvs s e
- —— - -
“ jand L
§ 0+
[=T] .
oo [}
= L
e’ 0 m
o
A
[l Lo ] [l ] (el ]
S GLLT 520 E.s:!?g.ﬂuufsll E.n::?aﬂ.ﬂ.l.dsll gl.le‘EJ\'JYR:‘JH ::rolll?g
mdl Lo Lo Lom
- m
0+ - -
0
04
.
003 7 8 0. 1 03 ) 03 7 0
AL SM rnts oo i SHR 525 Sroes D A GLL 53 red @ LHD 53T or.end g
- o I -
]l W L " L n .
o d
0
-4
.
BT e — — —_— — —_— — — —
S80-120 60 0 B0 120 -180-170 60 0 B0 130 -1#0-170 -6 0 G0 130 -1%0-130 60 0 60 120 180
Phi (degrees)
v = Cirealar Veriare (low vaks sigaify high chniering of the data pristsl. 8 Accowible 00 Hosisd
{3 = Acvermee C-ficor For the residu (b higher the value the mees faveurahib: the confmmeiam) hascd e ansysis of kigheres. Kalal siractures
Tt prints cabeures mez cading 16 G-factor: Unfircurable

ASIRT 1 _Cyicel”_8 _ensramach.ps

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue



PSVS Software Environment

PROCHECK-MME
U031 (el ] (el (el ]
A FRO 524 e ™ PRO X SO e 50 e O PR 53] Pl
14 - i m: o
o
o
401
204
[l (Lo ] [l (Lo ]
ALHD 532 oo s 533 T ®  vaLsn ohe O s 33 Pt
1204 . mk Lm o
o
o
401
2]
03 [T ] [0 ] [0 ]
AGLL 53 i AsP 537 2 s 53 o ® s 53 il
1 m
e . .
§ 0+
o o - S Jm'=
= m, 1 1,
— i ] :
o
a7
[l (el (el ] (el ]
s SHR 540 :LnHE‘ A PRO 54 ::r os—.?‘ S GLLT 542 :I.D }J?‘ A ARG 543 :I.D-II 9‘
. ok
o
o < b,
4411 :
2]
003 71 0.0 1 i 0. 7 0. )
A THR 544 Dres oo SR 543 Do o FRO S Sron oo FRO ST Brom
: = = = =
P I I IE:
o
o S
i
01 o
204
Ay — — — — — e —
S#0-120 -60 0 G0 120 -180-120 60 0 G0 120 -190-120 <60 0 0D 130 -1#0-120 -60 0 G0 120 180
Phi (degrees)
e = Circalar Variare (low vakica signify kigh climtering of the data poiatsl, 3 Acosmible 0 Heried
[ = Acvermaz O-fsctor For the reaiduc (e higher the value the mese fvourable the confanmaiam) hassd on andpeis of bigh-ces. Xatal siractures
Tiata peints cakeured aceceding 1o O-facie: Unfirecurable

Page 32

ASIRT 1 _Cyicel”_8 _ensramach.ps

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue

80



PSVS Software Environment

PROCHECK-MME
Ensemble Ramachandran plots ~ "=*
U031 (el ] (el (el ]
A ASR S8 ormO® s s SO s s T vl s o =
o,
1204 ;
o
0 e,
4411 b L -
.
[ (Lo ] [l (Lo ]
ALE 552 oImMO®  vaLss: T T Sl L sss Pl
1204
o d
o |I iy
2, Mk 1y L 1
Rl g T | -
.
03 [0 ] [0 ] [0 ]
ALBL 55 v ® . asp 57 O G s T ALA S Bram D
= : - -
1 1 @ m1,
woand H
@ 0+
L o o
= 2 -
[, < .I...
o
A
[l (el ] (el ] (el ]
ALA SO0 E.nl:?‘a\f.‘fﬁjﬁ] gl.nr.'?‘ﬂ.‘.il-m."ﬁl ;.nn?sﬂn‘_ﬁi:‘im :rom?‘
: m 1 5 m :
1204 1 1
o
. b,
m L lIr::
- fog TR |
.
003 7 0.0 ) 3 0. ) 3 0.3 ) i
A ASP %64 e E Bz m o LHL 5 At O AR 56T arom B
: = . -
. 1
o d
ol
m it
-4
.
BT e — — —_— — —_— — — —
S80-120 60 0 B0 120 -180-170 60 0 B0 130 -1#0-170 -6 0 G0 130 -1%0-130 60 0 60 120 180
Phi (degrees)
v = Cirealar Veriare (low vaks sigaify high chniering of the data pristsl. 8 Accowible 00 Hosisd
{3 = Acvermee C-ficor For the residu (b higher the value the mees faveurahib: the confmmeiam) hascd e ansysis of kigheres. Kalal siractures
Tt prints cabeures mez cading 16 G-factor: Unfircurable

ASIRT 1 _Cyicel”_8 _ensramach.ps

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue

81



PSVS Software Environment

" Ensemble Ramachandran plots P
fISIRT1_CytoC (2 models)

o o T oo 0o {71 8 e D0 T o s T 8
AVAL S ez p A SER 560 Sroam D A GLLTET0 Prom D A SER 571 o e
; = T = -
w]l mE L
o
o o,
11 m ‘
-
v 0o 1 v 0o 1 0 e D 1 v o0 (1 8
ALYE T2 o b A GLY 573 B A CTE 5T Sros D A M 575 it T
. L Lomk
o
of dp- i,
i 4 : ’
-
v (7 48 000 (1) 48 000 (1) 48 000 (7 6
AGLL 576 arom D A GLLISTT s o A LYS 5TR ol B PR 579 g
] b ] b ] L Pom
- Lom - o

Psi (degrees)

v 003 ) or 0u {7 3 v 03 T or 0 7
A GLEN SH0 or.par o A GLLTS#] or-1ao @ A VAL 582 ar oo A GLR SH3 0f 014 [

ml Il._ Lo F Lm F

er 0030 1 3 er 03 {71 36 er 0030 71 3 er 3 ) 3
A THR 584 arose o A SHR SRS arcan o A ARG SED or-pal o A ASNSHT ar o [

1 1 . 1 1
=2 0

=140 T T T T T T T T T T T T T T T T
SI80-1230 -60 0 G0 120 -1H0-130 .60 00 G0 130 180130 <60 0 G0 130 -1H0-130 .60 00 6D 130 180

Phi (degrees)

v = Cirealar Variance (bow valizs signify high chutering of the data pristal. # Accomibl: 0 Huisd
[3f = Avermgs C-factor For the reaidus (ihe higher the valuz the mess favounible the conformaiam) hassd on ansdysis of kigh-res. Xatal stractures
Dl prints cakeured aczonding 1 G-faston: Unfirrcurshlz

ASIRT 1 _Cyicel”_8 _ensramach.ps

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue



PSVS Software Environment

PROCHECK-MME
Ensemble Ramachandran plots ~ "=*
[l (el ] (el ] (el ]
A VAL SHE SO G s oo % sim s T O® P
1204
o
o a m
P it e o
204
[l (Lo ] [l (Lo ]
A ALA 2 ot % A Gy s ol % G SO T su P
= = = -
.
o
o i L
. Wi 1, | m,
01 4 e d : T |
2]
03 [0 ] [0 ] [T ]
A GLL? 55 T D SN S TR eRo sy T W AsP su a2 ¥
“ jand
§ 0+
&b , ) ) o
o g g =
= o, o 1,
e’ 01 fo TN | fag T |
o
A
[l (el (el ] (el ]
s LHLT &0 E.n:ﬂ?‘a\f.‘f‘im] :I.II&E“J\J'IEL‘\CWJ :LD!!E‘J\‘!'M.UJR :....ue‘
oy, 1 b, b,
i204 ) H .
L, =
o
. by
401 -
2]
[l (Lo ] (el (el ]
A GLY 604 oo O . sim s i % s 06 S e o Pl
- = - -
120+ 3 4 ;
Iy
o
L
o 4 h
-4
204
-1 L
TUM0-120 B0 0 6D 130 -1%0-130 60 0 6D 120 -1%1-130 60 0 60 120 -180-120 -0 0 6D 130 150
Phi (degrees)
e = Circalar Variare (low vakica signify kigh climtering of the data poiatsl, 3 Acosmible 0 Heried
[ = Acvermaz O-fsctor For the reaiduc (e higher the value the mese fvourable the confanmaiam) hassd on andpeis of bigh-ces. Xatal siractures
Tiata peints cakeured aceceding 1o O-facie: Unfirecurable

ASIRT 1 _Cyicel”_8 _ensramach.ps

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue

83



PSVS Software Environment

" Ensemble Ramachandran plots P
fISIRT1_CytoC (2 models)

e o (7 8 e 000 (0 er b (7 8 oo o {1 8
A GLY 608 St Do A GLL B0 Mo m A LYSEID it @ ASN G P
1204
aod [ ]
o m L L
- m.:.
204
e o (71 48 o L0 (88 e D00 (71 88 o (1 88
AGLUGI2 Dratsm A ARG 613 St D A THR Bl Orame Do A EER G615 BT
1204
o
m . .
o S :.. :..
L . mL
401 - o i
2]
no (7 88 0% (7 88 0% (7 88 0000 7 88
A VAL 616 Gram D A ALAGIT Tt o A GLY 618 Trae A THRGLS it

Psi (degrees)

000 {71 88 oo 1 0 oo 1 0 000 ) 88
AVAL G0 :I.D!I o AARG G2 :I.Dd.l o A LYEG2 ::r o 0 A CYSEG23 :I.:‘!CI ]

v 003 (1 8 v 03 {71 8 er 0030 1 3 er 003 7 3
ATRP 624 gr-zvam A PROG2S aroi 0 A AEN GIG ar 17 o AARGOI? Gf -0 [

=140 T T T T T T T T T T T T T T T T
SI80-1230 -60 0 G0 120 -1H0-130 .60 00 G0 130 180130 <60 0 G0 130 -1H0-130 .60 00 6D 130 180

Phi (degrees)

v = Cirealar Variance (bow valizs signify high chutering of the data pristal. # Accomibl: 0 Huisd
[3f = Avermgs C-factor For the reaidus (ihe higher the valuz the mess favounible the conformaiam) hassd on ansdysis of kigh-res. Xatal stractures
Dl prints cakeured aczonding 1 G-faston: Unfirrcurshlz

ASIRT 1 _Cyicel”_8 _ensramach.ps

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue

84



PSVS Software Environment

PROCHECK-MME
Ensemble Ramachandran plots "=~
[l (el (el ] (el ]
A VAL GIH e A ALAGE o LY SO . GLoss Pl
: = - -
]
"
o
o ": B
. W B
i+ e ]
.
[l (Lo ] [l [l ]
A GLN 632 oM O® e SO s 3 om0 ARG 63 Pt
1204
o d
0
m m
401 - -
.
03 [T ] [0 ] [0 ]
A ARG 636 e T % AsP 63 e ® . GLy 6w e
“ jand
§ 0+
[=T] .
o o N
= L
et 441 o -
o
A
[ [l ] (el ] (el
S ASN (D E.nal?sﬂtil.h‘ml :I.DI!E‘J\']YRH] :..nm?‘nuu:ua :..muet
" 1 L ] |
il 1 ] 1 ] 1 1
o
0
04
.
003 7 0 ) 0. ) 3 0.0 ) i
A FHE B4 rpa o LHLT 645 Broal o FRO 646 Sros oo FRO 6T Broio B
1 g 1 L 1 L 1 .
1207 ...... . f ......m. f E f ...... - f
o d
0
-4
.
BT e — — —_— — —_— — — —
S80-120 60 0 B0 120 -180-170 60 0 B0 130 -1#0-170 -6 0 G0 130 -1%0-130 60 0 60 120 180
Phi (degrees)
v = Cirealar Veriare (low vaks sigaify high chniering of the data pristsl. 8 Accowible 00 Hosisd
{3 = Acvermee C-ficor For the residu (b higher the value the mees faveurahib: the confmmeiam) hascd e ansysis of kigheres. Kalal siractures
Tt prints cabeures mez cading 16 G-factor: Unfircurable

ASIRT 1 _Cyicel”_8 _ensramach.ps

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue

85



PSVS Software Environment

PROCHECK-MME
Ensemble Ramachandran plots ~ "=*
U031 (el (el (el ]
A AEK B8 om0 ARG 49 T e® v D Toem O e i
m
1204 5
e .
'u] "
0 ™
04
.
|
[l (Lo ] [l (Lo ]
A FHE (52 oMO® s as3 SraMO® L Gy as ol R ALasss Pl
- - - —
120 4
=
e .
m -
0
04
.
03 [0 ] [0 ] [0 ]
A GLL? 5 T vAL ST T e v o e s sy P
ok i & im i ,
W o T L . L . L =
@ 0+
iy :
o .
= -
— 30
o
A
[ (el ] (el (el ]
A ASP G0 o O® s Gl omO® o e e = ® 4 ASP 63 oyl
1204 o
o
o o o
4411 o
.
[l (el ] (el (el ]
A ASP 6 O vaL s o L e O SER 67 e =
. - = -
1 m 'k
1204 & ; - ;
s
o
0
-4
.
BT e — — —_— — —_— — — —
S80-120 60 0 B0 120 -180-170 60 0 B0 130 -1#0-170 -6 0 G0 130 -1%0-130 60 0 60 120 180
Phi (degrees)
v = Cirealar Veriare (low vaks sigaify high chniering of the data pristsl. 8 Accowible 00 Hosisd
{3 = Acvermee C-ficor For the residu (b higher the value the mees faveurahib: the confmmeiam) hascd e ansysis of kigheres. Kalal siractures
Tt prints cabeures mez cading 16 G-factor: Unfircurable

ASIRT 1 _Cyicel”_8 _ensramach.ps

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue



PSVS Software Environment

PROCHECK-MME
[l (el ] (el (el ]
A SER GG ot O SER 69 o sER 670 o O cysaT] e
1204
o
. ' e
L o, L
= — Lol ]
- fag TR | fag TR | -
204
[ (Lo ] [l (Lo ]
A GLY 672 o O sER 73 o ASH 674 e O SR 73 Pl
- - - T
121 L,
o
o
401
2]
m
03 [T ] [0 ] [T ]
A ASP 670 T s 677 T ® Gy aTa T R e oo 2
- - - ——
“ jand L
@ &0+ i
o o & i
=] i .
e’ 0 T )
o
a7
[l (el (el (el
S TSGR0 :l.b-}j?‘ A GLI GH] ::r ‘:uls?s A SER 0E2 :‘:’r‘:\lsgS A PROGHE ::r os—.?‘
S - L =
1 ] o
1204 :
o
° my
401 1
2]
003 7 0.0 ) 3 0.0 7 i 0.3 )
A SER (i rpaz o LHLT 68 Brper oo A GLLT G St A GLLGET oraosd §
- = - -
o] m,
1204 m, ;
o
o L
W
-4 o .
204
Ay — — — — — e —
S#0-120 -60 0 G0 120 -180-120 60 0 G0 120 -190-120 <60 0 0D 130 -1#0-120 -60 0 G0 120 180
Phi (degrees)
e = Circalar Variare (low vakica signify kigh climtering of the data poiatsl, 3 Acosmible 0 Heried
[ = Acvermaz O-fsctor For the reaiduc (e higher the value the mese fvourable the confanmaiam) hassd on andpeis of bigh-ces. Xatal siractures
Tiata peints cakeured aceceding 1o O-facie: Unfirecurable

Page 39

ASIRT 1 _Cyicel”_8 _ensramach.ps

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue

87



PSVS Software Environment

PROCHECK-MME
Ensemble Ramachandran plots "=
[l (el ] (el ] (el ]
A PR G oo e oD% . Lo e % asp ol Pl
o, 1 b, 1 L
jz04 i Lom L )
o
o “m"
4411 :
.
[ (Lo ] [l (Lo ]
A GLU 62 om0 . s 3 oI ® G e o = A =
1204
o d
. ' s s .
.
03 [0 ] [0 ] [0 ]
A GLLT 6 T G ™ i G T v e
“ jand
@ 0+
oo =.. - - =..
= ., 0L 1, 0L G @5 . MY
o
A
[ (el ] (Lo ] (el ]
S ASN 00 f;'m»?mncil.'rml ::rruu?mnuu:?u: :I.D-I!Em-l\cil.[.'TUR :I.!!!Em
I,
1204
G0+ 1.
o <8
0 2
WY
- e
.
[l (el ] (el ] (el ]
A ASR 704 oo ® gL Tos o PR TO o O ® a ASP 707 it
1204 o
o d
0 by Ty
i Lmh
-0 o T
.
S80-130 60 0 B0 120 -180-170 60 0 6D 130 -1#0-170 -6 0 G0 130 -1%0-130 60 0 60 120 180
Phi (degrees)
v = Cirealar Veriare (low vaks sigaify high chniering of the data pristsl. 8 Accowible 00 Hosisd
{3 = Acvermee C-ficor For the residu (b higher the value the mees faveurahib: the confmmeiam) hascd e ansysis of kigheres. Kalal siractures
Tt prints cabeures mez cading 16 G-factor: Unfircurable

ASIRT 1 _Cyicel”_8 _ensramach.ps

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue

88



PSVS Software Environment

PROCHECK-MME
Ensemble Ramachandran plots "=
[ (el ] (el (el ]
A VAL TOH % RO e Gl TIo e e ® ARG e
: = : . =
mllg 1
01 [ ]
0 .
04
.
[ (Lo ] (el (Lo ]
AALATIZ oo Gy iz T e Gy TIs T ALATIE e
L .. " .. " .. " ..
P Lo Lo Lo
o d
o
0
04
.
m
03 [0 ] [T ] [T ]
AGLY TG T 717 e GLY 718 T e 1 nran 2
[ L o
@ G L
[=T] ] = o
4 o m
=
— 30
o
A
[l (el ] (el (el ]
S ASP 720 grogE‘nEiI.YTll :rou?‘a\.ﬂﬁ??!! ;.nae.?‘.n\.ﬂ‘.—l??!? :I.DII?‘
d . o d
1204 n
G0+ e
o i, =
4411 :
.
0030 71 i 0.0 1 i 0.0 1 il 0. )
AGLNTH Hroee oA GLL T2 Grewe D A ALA TH Ao A ILE TIT Bt 101 B
1204
o d
. -,
) .m L m
0+ = o
.
BT e — — —_— — —_— — — —
S80-120 60 0 B0 120 -180-170 60 0 B0 130 -1#0-170 -6 0 G0 130 -1%0-130 60 0 60 120 180
Phi (degrees)
v = Cirealar Veriare (low vaks sigaify high chniering of the data pristsl. 8 Accowible 00 Hosisd
{3 = Acvermee C-ficor For the residu (b higher the value the mees faveurahib: the confmmeiam) hascd e ansysis of kigheres. Kalal siractures
Tt prints cabeures mez cading 16 G-factor: Unfircurable

ASIRT 1 _Cyicel”_8 _ensramach.ps

JPEG for residue Ramachandran Plots - page $hum_n

Ramachandran Plots for each residue



PSVS Software Environment

PROCHECK-MME
U031 (el ] (el (el ]
A ASN 738 a2 ® L Goe rom D A ALATI0 Sromp T ALETIL Sramp
1204
o
o g L ": B
ML 1 . ml L
14 | L L el
204
0030 71 3 0.0 7 i 0. ) 3 0.0 )
A SR 732 Grate o AVALTE Sroanm A LYE T Arows Do AGLNTIS =t
1204
o
o ..:.. : ..:..
D 2 L m m
404 b B
2]
v (7 % nosa (7 i v (7 0000 1) i
AGLL T3 roe D A WAL TIT Troes oA THR 738 Trear o AASH 739 e
E 1204
o
£l : ., b
_ﬂé o “, m"
1 WL L o
=] ] L i
o
A
003 7 0.3 ) 3 0. ) 0 7 4
S MET 740 :I.DICI m AASN T4 :I.DI-J o ATYR 742 :I.D!CI m APROT43 ::r O [
1] '@ mk I
o
o S
.
401 S|
2]
[l (Lo ] (el
A SHR 744 T AN T e LYE TS o
1204 & m
o
o i Ty
1. 11} ':. I :
ol ik Sl
204
Ay — — — — —
S#0-120 -60 0 G0 120 -180-130 60 0 G0 130 -180-120 -t 0 B0 10
Phi (degrees)
e = Circalar Variare (low vakica signify kigh climtering of the data poiatsl, 3 Acosmible 0 Heried
[ = Acvermaz O-fsctor For the reaiduc (e higher the value the mese fvourable the confanmaiam) hassd on andpeis of bigh-ces. Xatal siractures
Tiata peints cakeured aceceding 1o O-facie: Unfirecurable

Page 42

ASIRT 1 _Cyicel”_8 _ensramach.ps

Ramachandran analysis for each residue from Molprobity

Chi1-Chi2 Plots for each residue

Ramachandran analysis for each residue from Molprobity

90



PSVS Software Environment

JPEG for residue Chi1-Chi2 Plots - page $num_n

ASIRT 1 _Cyicl”_1F _ensch lch2.ps

JPEG for residue Chi1-Chi2 Plots - page $hum_n

Chi1-Chi2 Plots for each residue

PROCHECK-MME
Ensemble chil-chi2 plots
o 71 i 71l i 71 [T F
0T | Drem D @A ASP 2 e TR M AGLITA or.adl g
004 o
240
180
1204
m
o) o LHCN
003 71 i 0.3 1 0. ) 3 0. ) 3
B LY Drois o A LT Drewr D BALYET i o BALYSE @iy
0
2404
180 o m t | - |
1204
o
v (7148 v (7 0o (7188 no0n 1) 4
— LI Grow o BAILED Growe o @AGLE IO Grosmn @AFHEID  ares
W
§ 10 m
) 2404
L¥
= m &
Lo My
1
LI
-—
o oo (1 46 v 7 4 v 7 8 no0a 1 86
LW INER T roae T @A MET 12 Troer o @ALYS 13 Aroee o @A GLH 16 arem g
0
204
m
18D L m i ;
1204
o
003 {71 0. ) 3 0. 1 3 0. ) 3
oS 18 Dram - @A ASP 20 Dt D @A GLLT 2] Mz m  BAARGI]  arewn
L]
m
0 i s
240
180
1204
o
0 —t — —t —r —t —t —t
0 G0 120 1A0 230 300 0 G0 120 180 24D 300 0 6D 130 IR0 M0 300 0 G0 120 IR0 230 300 M0
Chi-1 (degrees)
e = Circalar Veriare (low vakica signify kigh clintering of the data poiatsl, 46 Acosmible (0 Heried
[ = Acvermaz O-sctor For the reaiduc (e higher the value the mese fvourable the confanmaiam) hased on andpeis of bigh-ces. Xatal siractures
Tiata peints cakeured aceceding 1o O-facie: Unfirecurable

Page 1

91



PSVS Software Environment

-NMRE

PR

Page 2

Ensemble chil-chi2 plots
fISIRT1_CytoC (2 models)

. T g [T gy [T g [T g [—T———T———§
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1
Drl.ul_.lll._.lllmlumﬂu _.|||._.||||_||D_M*| _.|||m-.||||_||wm_| _.|||.m||||_||Dwul_.ﬂ.ll._.llln_lu.m

mm 1 1 mn 1 1 1 mu 1 1 1 s 1 1 1 mm 1 1 1
(¥ 1 1 1 Ed 1 [ 1 [ 1 1 1 kG 1 1 1 (¥ 1 1 1 w
1 1 1 1 1 1 1 1 1 1 1 1 1 1
pERoscges=g =g FERressgesssg =g PEFresegesssg =g - ..|||.F|||..|| ||T|||+|||._||.m.
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1
A 1 1 1 i 1 1 1 B 1 1 1 H] 1 1 1 3 1 1 1 LE
I 1 1 1 w 1 1 1 4 1 1 1 g 1 1 1 L] 1 1 1 -
m [P L - 2 e e e mle m - =L = M e et -] (PSP S M [P - ]
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1
- _ ] - _ ] - _ i | I _ | - _ |
- T T T " T T T # T T T " T T T # T T T
o 1 L 1 e 1 1 1 am| ! 1 1 o 1 1 .ﬂ_ ae 1 1 1 m
“r---g---1-1 r-r-———1---171-1 F-r-——--T---a--gegf-r-——--T1T--#A1-Qg=f-r--"71---°-°7
mmﬁ 1 1 1 mw 1 1 1 mm 1 1 1 m.u 1 1 1 mL_ 1 1 1
ES 1 1 1 G 1 1 1 Ed 1 1 1 ES 1 1 1 EG 1 1 1 .M
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1
PERoscges=g =g F-rgg--t---1-- - T|||+|||m|| PEFeseg=s=g =g ||T|||+|||._||.m.
1 1 1 - 1 1 1 1 1 1 1 1 1 1 1
ﬂ 1 1 1 m 1 1 1 m 1 1 1 " 1 1 1 g 1 1 1 LE
1 1 1 1 1 1 1 1 1 1 1 1 ] 1 1 1 -
" | PPSAPIN SRR, L-| < [SpNSpRRpI Ep— - < | PR FE Y Hp m | PN E L-| < oo ool == ok o1
s . _ . : B _ L& _ | _ N
T T T T T T T T T T T T T T T
MD 1 1 1 Ml 1 1 1 Ml 1 1 1 %D 1 1 1 Ml 1 1 1
af-r---T1---a-qggf-r---1--®a-q4e_f-r---T1---31-1 gf —r-~8®---171-1 uul_.lll._.llln_lu.m
m.u g 1 1 m.u 1 1 1 m_.m 1 1 1 m.. 1 1 1 mq. 1 1 1
Ed 1 1 1 Ed 1 1 1 ES _l 1 1 E3 1 1 1 ES 1 1 1 .m
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1
pERoscges=g =g FERessgesssg =g PEFresegess=g =g pEReseg=ssg =g ||T|||+|||._||.m.
A P R R T
o o Ll -
1 1 1 1 1 1 7] 1 1 1 g 1 1 1 1 1 1
a [P . lm el L | T | (SR [ . [P i [P - ]
=2 1 1 1 = 1 1 1 =2 1 1 1 =% 1 1 1 =2 1 1 1
e _ ] - _ ] - _ | - _ | - _ |
- T T T - T T T o T T T o T T T 5 T T T
ae 1 1 1 o 1 1 1 o 1 1 1 o 1 1 1 Ao w 1 1 m
F-r-——=—T1---17-"1 F-r-——-1--=-a-qgzF~-r-———~®m ~--71-1 F-r-——=-T1---17-"1 F-P--=-17---21-1
mw 1 1 1 mm 1 L] 1 mm 1 _m 1 mm_ 1 1 1 mm_ 1 1 1
] 1 1 1 E3 1 1 1 ES 1 1 1 E3 1 1 1 E3 1 1 1 .m
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1
F-r - -8B - PEFreosgessg =g FEFesegessg =g F-Fr---+---B- ||T|||+|||._||.m.
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1
m._ 1 1 1 m 1 1 1 " 1 1 1 B 1 1 1 m 1 1 1 LE
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 -
m | PEPSPIN SRR, L - m | JRPNRUEN EPEpE | Hps m | PR F Y | Hp m | PN LR | Hp M loo ool oo ok |k
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1
8 _ ] - _ ] - _ | _ | _ |
R EEHS R EES FFZH S F R 2R S CHE I B

Chi-1 (degrees)

M Hurizd

# fwconibk

O = Acvecrags O-facior For the raidue (ike higher the value the mees faveunhbke the confonmaiond hassd en aralysie of kigh-rou. Xaial siractures

Unfre curahl

v = Cirealar Variance (bow valizs signify high chutering of the data pristal.

Dl prints cakeured aczonding 1 G-faston:

ASIRT] Cytol_9_ensch1ch2ps

JPEG for residue Chi1-Chi2 Plots - page $hum_n

92

Chi1-Chi2 Plots for each residue



PSVS Software Environment

-NMRE

PR

Page 3

Ensemble chil-chi2 plots
fISIRT1_CytoC (2 models)

L=
- R |- D | D M+" SR |- D R
= ---a-qzaf-r--- —a-qgnf-r---T---a- -r---Tg~-7-1g=f-r---B---31-7
80 Ey T E T E T E
Ed 1 1 1 Ed 1 1 1 Ed 1 1 1 Ed 1 1 1 Ed 1 1 1 .m
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1
- -~ + = = —EH - F-F -t =-=-a- F-F - =4 - -a- F-F -4 -=--1- ||T|||+|||..||.m.
8 " I | I | I | ol " R
m 1 1 1 m 1 1 1 2 1 1 1 m 1 1 1 m 1 1 1 =
P P E le el L _| B P N P Y T lm oo - - L =
M 1 1 1 M 1 1 1 M 1 1 LT M 1 1 1 M 1 1 1 2
t t t t t t t t t — t t t t —=
- IR -~ IS - IC R -~ DL -~ D
mm 1 ._m 1 mm 1 1 1 mw 1 1 1 mu 1 1 1 mmﬁ 1 ._m_l 1
ES 1 1 1 ES 1 1 [} ES 1 1 1 ES 1 1 1 B3 1 1 1 .M
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1
L - —— =g =] Loepoocanooaaad L -4 - -4 - I L - - - =]
/R .| SRR , AN At , AN . AN R
gl | | | <1 I " | I | | 3 " | .
E (e o S o | ] [ ———— T [ Ep——— 1 | PPN TSP e S - ]
M 1 1 1 M 1 1 1 M 1 1 1 M 1 1 1 M 1 1 1
g : — o — : — : — : — : —t=
T e L e I R .
- 1 1 1 g 1 1 1 g 1 1 1 g 1 1 1 ¥ 1 1 1
Ed 1 1 1 EG 1 1 1 EO 1 1 1 kB 1 1 1 (] 1 1 1 m
1 1 1 1 1 1 1 1 | 1 1 1 1 1 1
Rcin it B Rk ARkt bk I S hits bhb bt B it e I et et 1
<1 [N S | T U 1 S S I/ S S - O R -
m P P E m R P E m P P T m P Y T M [P . ]
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1
e . . . e . . . o . . . e . . . e . . .
E T T T ‘ T T T ' T T T ‘ T T T ‘ T T T =
= DRSS (T NS SRR 1~ DRSS - R SN - DR S
mm 1 1 1 mm 1 1 -, mul._ 1 1 LT mwﬁ 1 m. 1 MM 1 1 m_
Ed 1 1 1 Ed 1 1 1 Ed 1 1 1 kG 1 1 1 Ed8 1 1 1 .m
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1
- -~ + === 8- 1 F-F -4 =-=-a- F-F -4 =-=--a- F-F -4 -=--a- ||T|||+|||..||.m.
3 1 1 1 = 1 1 1 z 1 1 1 = 1 1 1 3 1 1 1 .
3 " | | | | " | | 1 | .
e cle——_L_| & (1P [ | I | e oo oo oab | lo oo ol o ool | JRY loo ook oo ol o i
N _ | : | _ | _ - _ e
FREA S E R 2R S FFZH S F R 2R S E 2R 8=

(saa1dap)

o

Chi-1 (degrees)

M Hurizd

# fwconibk

O = Acvecrags O-facior For the raidue (ike higher the value the mees faveunhbke the confonmaiond hassd en aralysie of kigh-rou. Xaial siractures

Unfaecurahlz

v = Cirealar Variance (bow valizs signify high chutering of the data pristal.

Dl prints cakeured aczonding 1 G-faston:

ASIRT] CytoC_(9_enschlchlps

JPEG for residue Chi1-Chi2 Plots - page $hum_n

93

Chi1-Chi2 Plots for each residue



Page 4

or 0 {7

O DT

B LHLT G

v 03 T
GF -0 [

&0 TYR 67

PSVS Software Environment
v 03 T 3

O -1.92 l

@ GLLT 66

fISIRT1_CytoC (2 models)

or 003 1

Ensemble chil-chi2 plots
el

-NMRE

@ MET 05

PR

= B
T T - T T T - T T T " T T T " T T T = E]
RERT T R | R R - B
1 1 mm 1 1 1 mm 1 1 1 mw 1 1 1 mm 1 1 1 .m
1 1 Ed 1 1 1 ES 1 1 1 ES 1 1 1 Ed 1 1 1 .m #
1 1 1 1 1 1 1 1 1 B 1 1 1 1 i
F-F -+ -=--1- F-F - =t - = =-a- F-r-g-t---4-1 F-F -4 -=--1- ||T|||+|||.G||.m. &
A - I R | I
SN | RO A | N N A I NN S -1 NN N PO -
1 1 = 1 1 1 =% 1 1 1 ] 1 1 1 = 1 1 1 = A
L L o L L L o L L L o L L L o L L L - ek
T T ™ T T T " T T T - T T T ™ T T T 1
USSR - ISR - DR SO -~ IR AU - IR
ﬂ " .". |" mm ". .". |" mmﬁ ". 1 1 mmﬁ 1 1 1 mm 1 -] 1 m .n,.m
| N " T e | o I | o | c | mm
F-=-=-1----8 4 F-F =t =-=-a- F-F -4 -=--a- F-F -4 -=--a- ||T|||+|||._||M....__...|af &
1 1 . 1 1 1 1 1 1 1 1 1 ™ 1 1 1 e
1 1 P 1 1 1 il 1 1 1 [ 1 1 1 = 1 1 1 .Mm i
1 1 4 1 1 1 3 1 1 1 4 1 1 1 3 1 1 1 - Mh
P Epp——_——] | ——— H [ Ep—— _||||"D|||_|| g [P . L
1 1 1 = 1 1 1 =2 1 1 1 =2 1 1 = 1 1 1 i) EN-E
; ; ; L - ; ; L - ; ; L - ; ; L - ; —d.g fi:
T T T ™ T T T M T T T ™ T T T ™ T T T =, EaE
L N 11 |_|||_|||_||_m_m_||_|||_|||_||_m_u1||_|||_|||_||_m_m_||m|||_|||_||.m i
_w HE T DA T I | A B | I A [ |-
1 1 E3 1 1 1 ES 1 1 1 ES 1 1 1 Ed 1 1 1 .m”.m H_m
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 2
Iaa e I al ARkl I B bl W Bk el I it St LSO |
" I = i U
| | o | | 3 | | | | - | N o
P [ — R P E -l —_L_| & el L | B [P . ] _m..mm
S | IS | RN | A R | AN M S
R T - U T - U o 1 I U A - I U A M |
R R 11| S F | A 1 I A | I 133
[ ] 1 1 B3 1 1 1 ES 1 1 1 E3 1 1 1 E3 1 1 1 .m ,mmm
e T e T L i N e e )
1 1 g 1 1 1 o 1 1 1 ~ 1 1 1 = 1 1 1 2ol
1 1 1 1 1 - 1 1 1 L 1 1 1 = 1 1 1 LE I.-.Wm
1 1 3 1 1 1 4] 1 1 1 g 1 1 1 g 1 1 1 - mn..m
oo ool o ool o| Y e sle——_L_| & e oo oo oab | | PPN FARUGPY e m loo ook oo ol o i 5 e
_ - _ - _ - : | _ i tad
320 8 R EES FFZH S F R 2R S CHE I B

(sa2132p) Z-14D

ASIRT] CytoC_(9_enschlchlps

94

JPEG for residue Chi1-Chi2 Plots - page $hum_n

Chi1-Chi2 Plots for each residue



PSVS Software Environment

-NMRE

PR

Page 5

Ensemble chil-chi2 plots
fISIRT1_CytoC (2 models)

L=
™ T T T % T T T 8 T T T o T T T ™ T T T £
o Qe T e T
mm 1 1 1 mm 1 1 1 mm 1 1 1 mm 1 1 1 mm | B 1 1
e5| 1 1 eS| 1 1 vd| 1 1 g3 1 1 ed| I " w

1 1 1 1 1 1 1 1 1 1 1 1 1
F-r - P - F-r--—4+---a- ||T|||+|||.ﬂ|| F-r---t+---4a- F-r---4---a-13
| " - | . " Co| B | I " R
4 S R G i m IR R 4 O SN | B PR S P
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1
o . . . e . . . e . . . e . . . & . . .
‘ T T T ‘ T T T S T T T E T T T ‘ T T T =
- RURIN - IR - NS SN i S - IR A,
mw 1 lmu_ 1 mu 1 1 1 muu 1 1 1 mw- 1 1 1 muﬁm_ 1 1
EG 1 1 1 ES 1 1 1 ES 1 1 1 ES 1 1 1 ES 1 1 1 .M
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1
F-r- -4 ---a- F-r---4---a- F-r---t+---a- F-r-- -+ ---a- F-r---4---a-13
5l " - | i oS " Co|oE " B | IR
4 1 1 1 3 1 1 1 B 1 1 1 w 1 1 1 B 1 1 1 -
J o _le-_-_L_| @ [ ——— I T [ ——— - 165 = o =15 e e o (5 | B
5| ;ISR NS T 5B ]
Ml 1 1 1 MD 1 1 1 MD 1 1 1 MD 1 1 1 MD 1 1 1 g
F-r---1--ga-qdgaF-r---8---1-q43af-r---TtB--"-J§gfF-r---7T---1-1 spe=spsosg=qy
L B B | L I u N | I | | I S | - I
" | R | R | CoE | Do " N
F-r- -4+ ---a- F-r--—4---a- F-r---t+---a- PEressg===mg F-r-- By - - -4 - 13
5| | | -1 " -] | o | R | s
4 1 1 1 a 1 1 1 a3 1 1 1 4] 1 1 1 4 1 1 1 -
M I T m I T m e T m e T M S - ]
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1
L] . . . e . . . e . . . e . . . e . . .
T T T T T T T T T T T T T T T =
MD 1 ] 1 “D 1 1 1 MJu 0~ 1 1 %D 1 .W: 1 Ml I 1 1 g
aF-r---7T---a-qgef-r---g---1-qggf-r@--T---71-1 mﬁl_.lll “-a-qggf-r---T1---a- 7
g z z 3
/N | I | A A |- DR | - I R I
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1
F-r- -4+ ---a- F-r- -4+ ---a- F-r--—t---a- F-r-- -+ ---a- F-r---4---a-13
1 1 1 1 1 1 — 1 1 1 1 1 1 = 1 1 1
4] 1 1 1 ' 1 1 1 < 1 1 1 £ 1 1 1 = 1 1 1 LE
= 1 1 1 o " 1 1 g 1 1 1 o 1 1 1 4 1 1 1 -
H e ) e — oo -L - M I T H I T m e e e 1 e e 1 | B
{15 ] | o | 5 | o | <
F R 2R S E R 2R S FFZH S F R 2R S E 2R 8=

(sa2132p) Z-14D

Chi-1 (degrees)

M Hurizd

# fwconibk

O = Acvecrags O-facior For the raidue (ike higher the value the mees faveunhbke the confonmaiond hassd en aralysie of kigh-rou. Xaial siractures

Unfaecurahlz

v = Cirealar Variance (bow valizs signify high chutering of the data pristal.

Dl prints cakeured aczonding 1 G-faston:

ASIRT] CytoC_(9_enschlchlps

JPEG for residue Chi1-Chi2 Plots - page $hum_n

95

Chi1-Chi2 Plots for each residue



PSVS Software Environment

-NMRE

PR

Page 6

Ensemble chil-chi2 plots

fISIRT1_CytoC (2 models)

L=
™ T T T o T T T w T T T w T T T B T T T £
C NI - (RN - N " N - U SR,
mm 1 1 1 mm B, 1 1 mm 1 1 1 mm 1 1 1 mm 1 1 1
Ed 1 1 1 Ed 1 1 1 [ 1 1 1 Eg 1 1 1 (¥ 1 1 1 .m

1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 5
I I - —-g---a- I o o4 — - . | k- 4--—a-4
) [ E i I I S [ B S T T E
= 1 1 1 = 1 1 1 L} 1 1 1 1] 1 1 1 il 1 1 [
] [T SIS -1 N PR S S (| BN PSR S S " | A i =] B S P
M 1 1 1 M 1 1 1 M 1 1 1 M 1 1 1 M 1 1 1
3 ey ) T - ey ) T | R
R | -_1---4_--1."--mm_.-_q---q---."--mu L L i
EG 1 1 1 G 1 1 1 Ed 1 1 1 B8 1 1 1 EG 1 1 1 .M
1 1 1 1 1 1 ™ 1 1 1 1 1 1 1 1
F-r- -4 ---a- F-r--—4---a- F-F---+---a- F-r---t+---a- F-F---4---4-18
- 1 1 1 1 1 1 1 1 1 1 1 1 — 1 [ =
= 1 1 1 ] 1 1 1 " 1 1 1 A 1 1 1 " 1 1 [
[ - = S - S U = [ B
M 1 1 1 M 1 1 1 M 1 1 1 M 1 1 1 M 1 1 1
- o ) R - ey ) S - R
T | | ARl | R St | R SR ARl [ RS
Ed 1 1 1 Ed 1 1 1 [ 1 1 1 Ed 1 1 1 (¥ 1 1 1 .m
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1
F-r- -4+ ---a- F-r--—4---a- F-r-- - g F-r---+---4a- F-r---4---a-13
Bl | =] " | " | | T | | s
" 1 1 1 I 1 1 1 - 1 1 1 . 1 1 1 o 1 1 1 -
w I T w et I - e T m T ! S - ]
5 1 1 1 5 1 1 1 ) 1 1 1 = 1 1 1 a 1 1 1
‘ T T T ‘ T T T S T T T ‘ T T T s T T T =
o R W R A [ ——
3 il 3
2o I 1 ol o ]
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1
F -k - ==t - = =4 - F-F - - B-- -4~ F-F---+4--- 8- F-F---+4---484 F-r---B--a-13
3 1 1 1 - 1 1 1 1 1 1 1 1 1 - 1 1 1
a 1 1 1 = 1 1 1 A 1 1 1 A 1 1 1 il 1 1 1 IR
gl . W " o =1 " o | | o =1 " L s
M I M I 5 T T T T T M T T T T T M I
— T T — T 1T — T 1T — T 1T — T T o
F R 2R S E R 2R S F R 2R S F R 2R S E 2R 8=

(saa1dap)

o

Chi-1 (degrees)

M Hurizd

# fwconibk

Unfaecurahlz

O = Acvecrags O-facior For the raidue (ike higher the value the mees faveunhbke the confonmaiond hassd en aralysie of kigh-rou. Xaial siractures

v = Cirealar Variance (bow valizs signify high chutering of the data pristal.
Dl prints cakeured aczonding 1 G-faston:

ASIRT] CytoC_(9_enschlchlps

JPEG for residue Chi1-Chi2 Plots - page $hum_n

96

Chi1-Chi2 Plots for each residue



Page 7

or 0 {7 3
O Qi

or 0 T 0

af o [
or 0 7

O DT

or 0 {7 4
ar oss o

ATYR 142
A LELT 146
A GLLT 151
A PHE 157
A& GLLT 16

RENDEN

v 03 T 00

ar asl [0
v 03 )

or-zH m
ov 000 71 3

DTMI
v 003 ) 3K

I:lr-a_u_rl

v 003 1 3
oI008 [0

A LE 140
A AEN 145
A ASP 150
A AEN LSS
A ASP 163

PSVS Software Environment
v 03 {710
v 03 {710

ol -0al_ [

e

v 0000 71
or-1iem
er 0l {7 i

oro49 0
or 0u {7 3

T s
o -0l [

A ASP 144
A PHE 148
A LE 153
1
1
1
1
1
r---
1
A GLLT 160

A GLLT 134

=
1

or 003 1

af asl_ [

fISIRT1_CytoC (2 models)

v 0u3aa T 00
G -0 [
v 0u3aa T R
ar 11T o
v 0000 71 3
1= il u
or 03 1 i

oo o

Ensemble chil-chi2 plots

e & T

w

1
1
[ [ E—
1
1

-NMRE

A GLLT 133
A ARG 143
A LELT 147
1
1
1
1
r
1
1
1
r
1
AILE 152
i
1
1
1
r
1
A HIS 158

+-----7-=-=9-4-

i
1
1
1
r
1
1
1
r
1

JEUE S
B0t —
120+

PR

A -
240
1804 —
120
G —
o

97

M Hurizd

# fwconibk

Unfaecurahlz

0 60 120 180 240 300 0 G0 130 150 240 W0 0 60 130 180 M0 300 0 60 130 180 240 300 360
Chi-1 (degrees)

O = Acvecrags O-facior For the raidue (ike higher the value the mees faveunhbke the confonmaiond hassd en aralysie of kigh-rou. Xaial siractures

Dl prints cakeured aczonding 1 G-faston:

v = Cirealar Variance (bow valizs signify high chutering of the data pristal.

ASIRT 1 _Cyiesl”_F _ensch lch2.ps

JPEG for residue Chi1-Chi2 Plots - page $hum_n

Chi1-Chi2 Plots for each residue



Page B

er 0 7 i
araTs o

A HIS 170

or 003 1
ar 11 [

A ARG 167

PSVS Software Environment
er 031 T

Dr-l&_.lrl

A ASP 160

fISIRT1_CytoC (2 models)

or 003 1
o004 [

Ensemble chil-chi2 plots

-NMRE

A& GLLT 165

PR

SRR - DU RN |- NN |- BRSNS | B
[l ndatalai T lab s -r---B---11-1 SRkl ] el ndadiade Mifadada Lok Akl
1 1 1 mm 1 1 1 mm 1 1 1 mm 1 m_. 1 mm 1 1
1 1 1 E3 1 1 1 ES 1 1 1 ES 1 1 1 E3 1 1
1 1 1 1 1 1 1 1 1 1 1 1 1 1
R F-F -t =-=-a- F-F - =4 - -a- F-F -4 -=--1- F-F=-=-=+--
1 1 1 — 1 1 1 P 1 1 1 - 1 1 1 1 1
1 1 1 =] 1 1 1 1 1 1 L] 1 1 1 = 1 1
- - o A
1 1 1 1 1 1 = 1 1 1 = 1 1 1 1 1
e | e | I el | NN SECE R - IE SRR
_ _ ] _ ] _ ] _ ] _
SN - IR - I - I —— Y —
-r---B---7-1 -r---T---a-g=g-r-—-—-~T1----dgzxf-r--- “-a-qgxf-r---
| 1 1 1 mu 1 1 1 mu 1 1 1 mm 1 ._m| 1 mm 1 ﬂ
1 1 1 ED 1 1 1 ES 1 1 1 ES 1 1 1 ES 1 1
1 1 1 1 1 1 1 1 1 1 1 1 1 1
F-F -+ =-=-a- F-F =t =-=-a- F-F -4 -=--a- F-F -4 -=--a- F-F-=-=-+
1 1 1 - 1 j_ 1 - 1 1 1 - 1 1 1 = 1 1
1 1 1 it 1 1 = 1 1 1 = 1 1 1 = 1 1
N - ORI - A I [N St I [ S
1 1 1 M 1 1 1 p 1 1 1 p 1 1 1 M 1 1
BRI - IR - - - .
1 1 1 mm 1 1 1 mm 1 1 1 mm = 1 1 mm 1 1
= | T e | T e | T e | T e I |
F-F -+ -=-a- F-F -t =-=-a- F-F - =4 - -a- F-F -4 -=--1- F-F-=-=-+
1 1 1 = 1 1 1 - 1 1 1 1 1 1 - 1 1
1 1 1 = 1 1 1 = 1 1 1 & 1 1
" " " = 1 og ! = 1 1 1 i 1 1 1 = 1 1
I T T m e I - 8 _ - ___L_| B el B I T T
1 1 1 p 1 1 1 p 1 1 1 m 1 1 1 M 1 1
| u L | R _W_ C |2 | I |
A |1 I A 1 I 1 R S 1/
1 1 1 B3 1 1 1 ES 1 1 1 E3 1 1 1 E3 1 1
1 1 1 1 1 1 1 1 1 1 1 1 1 1
F===t=-==4-- F-F -4 =-=-a- F-F -4 =-=--a- F-F -4 -=--a- F-F-=--+
1 1 1 1 1 1 1 1 1 1 1 1 1 1
1 1 1 = 1 1 1 o 1 1 1 m 1 1 1 3 1 1
(R T I IS U - A I N SO U - S N
| -SSR - (I | |
53203 523203 EREK 53203 R

(sa2132p) Z-14D

98

M Hurizd

# fwconibk

O = Acvecrags O-facior For the raidue (ike higher the value the mees faveunhbke the confonmaiond hassd en aralysie of kigh-rou. Xaial siractures

Unfaecurahlz

0 60 120 180 240 300 0 G0 130 150 240 W0 0 60 130 180 M0 300 0 60 130 180 240 300 360
Chi-1 (degrees)

v = Cirealar Variance (bow valizs signify high chutering of the data pristal.

Dl prints cakeured aczonding 1 G-faston:

ASIRT 1 _Cyiesl”_F _ensch lch2.ps

JPEG for residue Chi1-Chi2 Plots - page $hum_n

Chi1-Chi2 Plots for each residue



Page 9

v 00 {7 0

O DS

or 0l 7 i

O QA2

A GLLTZ14

A LHLT 205

v 03 )

ar o [
v 003 1 3K

ar oMM [0

AASP 204
ALE 210

PSVS Software Environment

or 0up {7 3
Dr-\Z'Nl

B s

or 0 {7 3
af oss o

ALYE 03
A GLLT 308

Ensemble chil-chi2 plots
fISIRT1_CytoC (2 models)

v 03 T 0

ar opl [
v 003 T

coomo=oqodbs
oI -DalL T

-NMRE
A LELT 206

A LHLT 202

o - -

PR

T T T

1 1
|_.|||m|||._||

1 1 1

1 1 1

1 1 1
F-F -t =-=-a-

1 1 1

1 1 1

1 1 1
R Y S

1 1 1

L L L

T T T

1 ._m 1
- -@---q-

| 1 1 1

1 1 1

1 1 1
F-F =t =-=-a-

1 1 1

1 1 1

1 1 1
| PESPSSURPEN, PSP L.

1 1 1

t t t

1 1 1
[l ndatadatrialada Lok

1 1 1

1 1 1

1 1
||..|||.T|||._||

1 1 1

1 1 1

1 1 1
R P E

1 1 1

L L L

T T T

1 1 1
F-r-——-71---171-1

| 1 1

1 1 1

1 1 1
F-Fr---+---48 4

1 1 1

1 1 1

1 1 1
| PESPSSURPEN, PSP L.

1 1 1

! ! !

CEE I

99

v 0000 7] 3

Cif DL

v 00 {7 0
ar sl o
v 00 {7 0

Dr-I.LIrl_

——— 4 == -m -

A BET 218
ALE 223
A LHLT 228

M Hurizd

ov 0000 71 3
af 114 0
i)
1
v 03 {1
ar e o
=
1
v 03 T R

ar sl [0

# fwconibk

O = Acvecrags O-facior For the raidue (ike higher the value the mees faveunhbke the confonmaiond hassd en aralysie of kigh-rou. Xaial siractures

B e s
B e s

A ASP 217
A GLM 222
ALE 227

Unfaecurahlz

v 0000 7]
or-o7 g
or 0u {7 3
ar am o
o
1
v 0u {7

O 072 l

Chi-1 (degrees)

B e s
B s

A ASP 210
A TRP 221
A AEN 126

v 000a 71 3
=
1

G OHT [0
v 003 1

I OHT [
v 003 T 0
ar o6z [0
coomo=oqodbs

A LHLT 220
ALE 225

A LB 21S
0 60 120 180 240 300 0 G0 130 150 240 A0 0 60 130 180 M0 300 0 60 130 180 240 300 360

v = Cirealar Variance (bow valizs signify high chutering of the data pristal.
Dl prints cakeured aczonding 1 G-faston:

JEUE S

amod - -
ASIRT 1 _Cyiesl”_F _ensch lch2.ps

JPEG for residue Chi1-Chi2 Plots - page $hum_n

Chi1-Chi2 Plots for each residue



PSVS Software Environment

-NMRE

PR

Page 10

Ensemble chil-chi2 plots
fISIRT1_CytoC (2 models)

+ B & - S ¢ G &
od oo fed el e e el e
mw 1 1 1 mm 1 1 1 mm 1 1 1 mm 1 1 1 mu 1 1 1
ED 1 1 1 ED 1 1 1 Ed 1 1 1 ES 1 1 1 EG 1 1 1 .m
QR S Yl [N S| | A [ +---1-18
al " I " 1 " -1 " | " R
<f ISP N IO [ SN SOt N (-1 I RO S o I - RO Mo | B S NN ) P
M 1 1 1 M 1 1 1 m 1 1 1 .A 1 1 1 M 1 1 1
: : : : : : : : : : : : : : —ta
- IR - ISR -~ DA -~ DR - D
IR | AR S | IR | AL BRI | & IR I
--_T-l_--.m;_-- S IR SO ) [N | | IR | [ E 5
A I " ol al " " o " " -1 " 1 " s
M 1 1 1 n 1 1 1 1 1 1 1 1 1 n 1 1 1 -
| I m TRt e m TR M e m TR R e m et ]
g “ — g : — g — “ g : g “ —ta
1 I [ O |- N |1 R =T e 1---1-1B
mmﬁ 1 @ 1 mm 1 1 1 mm 1 1 1 mm 1 1 1 mm 1 1 1
EGQ 1 1 1 Ed 1 1 1 Eg 1 1 1 E g 1 1 1 Ed 1 1 1 .w
L feccgocea- L -l o Il o _G_ Ml ¢ +---1-18
al : -1 : -] i | : o -] : g
| I " o - " o 1 " - " =1 " M
= _IIII_IIII_I = _IIII_IIII - = _IIII_IIII_I = _IIII_IIII_I = _IIII_IIII_I
2 _ 1 _ LI 1 _ ] _ ] _ _
mn_--"--m"---"--mn--"---w---"- o 0 B A m
g3 b TR _ TR T b T mw ] b Tw|BECT T
EGQ 1 1 1 EGQ 1 1 1 Ed 1 1 1 E g 1 1 1 EGQ 1 1 1 .w
|I_III_III_I| |I_III_III_I |I_III_III_I| |I_III_III_I| |I_ _III_I|m
- i b T i b t i i T 1 b il I b T TE
[} 1 1 1 m 1 1 1 g 1 1 1 g 1 1 1 ¥ 1 1 [
al | : -1 " o I ] i 7] " o | : Lols
m _IIII_IIII_I M _IIII_IIII_I M _IIII_IIII_I M _IIII_IIII_I m _IIII_IIII_I
— 71— — 71— — 1 — 71— T — o
R 2R % §F R 2R 3 R 2R % §F R 2R 3 E g H 3=

(saa1dap)

o

Chi-1 (degrees)

M Hurizd

# fwconibk

O = Acvecrags O-facior For the raidue (ike higher the value the mees faveunhbke the confonmaiond hassd en aralysie of kigh-rou. Xaial siractures

Unfaecurahlz

v = Cirealar Variance (bow valizs signify high chutering of the data pristal.

Dl prints cakeured aczonding 1 G-faston:

ASIRT 1 _Cyiesl”_F _ensch lch2.ps

JPEG for residue Chi1-Chi2 Plots - page $hum_n

100

Chi1-Chi2 Plots for each residue



Page 11
ot AT ;',“?‘.2'3“

ar 083 [0

PSVS Software Environment

v 0ua {71
af a6l [

fISIRT1_CytoC (2 models)

Ensemble chil-chi2 plots

or 0u3aa T R
af s [

-NMRE

AILE 256

PR

er 0 7 i

ar oss o
v 0000 7] 3

ar e o
or 003 7
or-171 |

ACARG 270
A ARG 282
A ASP 289

1 1 1
r——-T1---171-1
1 1 1
1 1 1
1 1 1
FPesogoo=q=9
1 1 1
1

v 0030 )

af o o
o 00000 ) 3
or-nm g

v 003 1 3K
OFnsd [

ACARG 374
A TYR 28D

A PHE 287

v 0u {7
dross o
v 0000 7] 3
ar oz o
==
1
er 0l {7 i

arasl o

ALE 2T
A ASP 280

A PHE 273

v 0u3a T 0
or-zi m

T
v 000 71 3
or-171 |

T

1
or 003 )

ar osk o

A ASP 272
A ASP 2T
A LHLT 283

I—Illlmllll_ll

1 1 1

1 1 1

1 1 1
F-F - -4 - - —4-

1 1 1

1 1 1

1 1 1

| [ (R

1 1 1

1 1
[

1 1 1
F-F - -4 -——+4-

1 1 1

1 1 1

1 1 1

| SRR A

1 1 1

1 1 1
[

1 1 1

1 1 1
F-F - -4 - - —+4-

1 1 1

1 1 1

1 1 1

| [ (R

1 1 1

1 1
(R

1 1 1

1 1 1
F-F - -4 - - —+4-

1 1 1

1 1 1

1 1 1

| SRR A B

1 1 1
HEERE N

B0t -~

101

v 00 {7

[=ig=tr]

A BT 290

v 03 )
ar sz [0
=
1
M Hurizd

A GLM 75
# fwconibk
O = Acvecrags O-facior For the raidue (ike higher the value the mees faveunhbke the confonmaiond hassd en aralysie of kigh-rou. Xaial siractures

Unfaecurahlz

o 3 ) i
O -3 73 l
T

Chi-1 (degrees)

or DoX
T o ® e 202
=
1
(S

A LB ZH0
0 60 120 180 240 300 0 G0 130 150 240 W0 0 60 130 180 M0 300 0 60 130 180 240 300 360

v = Cirealar Variance (bow valizs signify high chutering of the data pristal.
Dl prints cakeured aczonding 1 G-faston:

amod - -
ASIRT 1 _Cyiesl”_F _ensch lch2.ps

JPEG for residue Chi1-Chi2 Plots - page $hum_n

Chi1-Chi2 Plots for each residue



Page 12

or 0 {7 3

oI -1.19 |

A GLLT 300

v 03 )
GF 082 [0

ALE ZFE

PSVS Software Environment
v 03 1)

Dr-l.l_ﬂrl

A ASP 298

Ensemble chil-chi2 plots
fISIRT1_CytoC (2 models)

v 03 T 0
ar o= o

-NMRE
A FHIE 257

PR

| " - " c B " P | c |2 "
_.|||._.||||_||DW-l_.lllmllln_l-Dn_-lmlll._.llln_luD..uI.-I..lll...nll..l-Dn*vlﬂm.ll._.
" 1 1 mu 1 1 1 mm 1 1 1 mu 1 1 1 mm 1 1
1 1 1 EG 1 1 1 £S5 1 1 1 kB 1 1 1 EG 1 1
1 1 1 1 1 1 1 1 1 1 1 1 1 1
Fe===t=-==4-+ F-F -t =-=-a- F-F - =4 - -a- F-F -4 -=--1- F-F-=-=-+
1 1 1 1 1 1 1 1 1 1 1 1 1 1
1 1 1 ..m 1 1 1 =] 1 1 1 m 1 1 1 =1 1 1
1 1 1 " 1 1 1 o 1 1 1 o 1 1 1 o 1 1
i I R Y S m R et I P Y T m - - - =
1 1 1 1 1 1 1 1 1 1 1 1 1
_ ] _ AL _ ] _ ] _
T T w T T T " T T T w T T T ™ T T
R |- DR -~ DR S -~ DRI SN -~ I
= 1 ]
1 1 m_u 1 1 1 mm 1 1 1 mm 1 1 1 m.u 1 1
1 1 ES 1 1 1 ES 1 1 1 ED 1 1 1 ED 1 1
5 1 N 1 1 1 N 1 1 1 ° 1 "I 1 . 1 1
F===t-=-=4-- F-F =t =-=-a- F-F--=-4---g- 1 F-F === 4 -=-a- F-F-=-=-+
1 1 1 1 1 1 1 1 1 1 1 1
1 1 m 1 1 1 m 1 1 1 ...m._ 1 1 1 m 1
1 1 1 1 1 1 1 1 1 1 1 = 1
U | ST L, 2 | PESPSSURPEN, PSP L. m e emlee——L_| B (g EpE——— | [EPS.
1 1 M 1 1 1 p 1 1 1 M 1 1 1 M 1 1
: — : — : — o — : — o — :
1 1 o 1 1 1 s 1 1 o 1 1 1 s 1
|_.|||._.||||_||Mmﬁl_.lll._.lll._l-M_xul_.lll._.lll._l-Muﬁl_.lll.qlll._l-Mm-l_.lll._.
1 1 - 1 1 1 = 1 1 1 1 1 1 1 1
1 1 Ed 1 1 1 Ed 1 1 1 Ed 1 1 1 (¥ 1 1
1 1 1 1 1 1 1 1 1 1 1 1
F-F -+ -=-1- F-F-=-=+--81- F-F - =4 - -a- ||T|||+|||.T|| F-F-=-=-+
1 . 1 1 1 - 1 1 1 1 1 1 . 1 1
1 1 =] 1 1 1 ] 1 1 1 o 1 1 1 = 1 1
1 1 o 1 1 1 “ 1 1 1 P 1 1 1 o 1 1
-3
Y [ m R P E 2 P P T m R it I - — — -1
1 1 1 1 1 1 = 1 1 1 1 1 1 1 1 1
. . . ] . . ] I . . A . . ] I . .
T T T - T T T " T T T - T T T M_ T T T
T 1 1 o 1 1 1 o 1 1 1 10 1 1 1 o 1 1 1
il Bl Bl F-r-——-71---171-1 “Sr-- - T- - -] mﬁl_.lll.qm.ll._l- aF-r---T1---7-1
1 1 1 mm 1 1 1 mm 1 1 1 m.u 1 1 1 ma 1 1 1
1 1 1 E3 1 1 1 ES 1 1 1 E3 1 1 1 ] 1 1 1
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1
F===t=-==4-- F-r---+---g- B T F-F -4 -=--a- F-F-=-=-t+--=-4a-+
1 1 1 _ 1 1 1 - 1 1 1 . 1 1 1 1 1 1
1 1 1 o 1 1 1 = 1 1 1 - 1 1 1 ) 1 1 1
1 1 1 o 1 1 1 m 1 1 1 o 1 1 1 L] 1 1 1
oo B e 3 e g | B e
. , . ] I , . ] I , . <L , . ] I ,
F R 2R S E R 2R S FFZH S F R 2R S § A2

(sa2132p) Z-14D

102

M Hurizd

# fwconibk

O = Acvecrags O-facior For the raidue (ike higher the value the mees faveunhbke the confonmaiond hassd en aralysie of kigh-rou. Xaial siractures

Unfaecurahlz

0 60 120 180 240 300 0 G0 130 150 240 W0 0 60 130 180 M0 300 0 60 130 180 240 300 360
Chi-1 (degrees)

v = Cirealar Variance (bow valizs signify high chutering of the data pristal.

Dl prints cakeured aczonding 1 G-faston:

ASIRT 1 _Cyiesl”_F _ensch lch2.ps

JPEG for residue Chi1-Chi2 Plots - page $hum_n

Chi1-Chi2 Plots for each residue



Page 13

v 00 {7 0

Leigelic]

ALYE A

v 03 T 00

GF-08 [0

A HIS 327

PSVS Software Environment

v Dua {7
G ONT [

103

M Hurizd

# fwconibk

Unfaecurahlz

Chi-1 (degrees)

-NMRE

PR

Ensemble chil-chi2 plots
fISIRT1_CytoC (2 models)

A LHLT 325

or 003 1
ar auz [

A GLM 322

(saa1dap)

o

T T T w T T T o T T T ) T T T ) T T
A R .
1 1 1 mm 1 1 1 mm 1 1 1 mm 1 1 1 mm 1 1
1 1 1 (] 1 1 1 £S5 1 1 1 EG 1 1 1 (] 1 1
1 1 1 1 1 1 1 1 1 1 1 1 1 1
Fe===t=-==4-+ F-m---t+---1-- F-F--=-+---B- F-F -4 -=--1- F-F-=-=-+
| " 1 | | | - | I "
A N U 1 S O | S A - [ S AR I S S
1 1 1 M 1 1 1 p 1 1 1 p 1 1 1 M ] 1 1
e ) s e e N o e e - e e e s - s e
I T R | T/ R S | | I T | 1 I R | I
1 1 1 ES 1 1 1 ES 1 1 1 ED 1 1 1 ED 1 1 1
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1
F==—=t=-==4-+ F-F =t =-=-a- F-F -4 -=--a- F-F -4 -=--a- F-F-=-=-t+--=-a-+
1 1 1 - 1 1 1 1 1 1 o 1 1 . 1 1
] =
" | I | CLE " I | ] |
(e o e o e o [ m R e I | PGP FNUUY m [P T B | | ———"
: i ] i ] I _ i ] I _ < _ _
" e wmH et - .
[+ 1Ry 1EY T E T L R
1 1 Ed 1 1 [ 1 1 1 Ed 1 1 (¥ 1 1 1
1 1 1 1 1 ﬂ 1 1 1 E 1 1 1
Fe-==t=-==4-- F-F -t =-=-a- F-F-=-=-3F---1- F-F -4 -=--1- F-F-=-=+= -
1 1 1 1 1 1 1 1 1 1
# I 2
| f ol | o | ) I " |
1 q g I T m P T T m I T T
: = < : ] : o : :
T ) - T T T H_ T T ) T T T
| oel _ -7 R [ DR - U S S
% mmﬂ mm. 1 1 a8 mm- 1 1 mw 1 1 1
1 Ed Ed 1 1 1 kG 1 1 Ed 1 1 1
1 1 1 1 1 1 1 1 1
[ FEFesegessg =g Pooog===q bg FPooog===g=q
| 5 ol " - | gl | |
1 m - 1 1 1 M 1 1 7 1 1 1
1 1 1 | PGP FNUUOY | PPN FARUGPY e (e = o S o e o
1 1 p 1 u 1 1 1 p 1 1 M 1 1 1
I E EREE RN 5R 288 °

0 60 120 180 240 300 0 G0 130 150 240 A0 0 60 130 180 M0 300 0 60 130 180 240 300 360
Qf = Arverage O-factor For the reaiduc (the higher the value the meee favourble the confanmaions) hascd on ansdysi of kigheces. Xatal iracturea

v = Cirealar Variance (bow valizs signify high chutering of the data pristal.

Dl prints cakeured aczonding 1 G-faston:

ASIRT 1 _Cyiesl”_F _ensch lch2.ps

JPEG for residue Chi1-Chi2 Plots - page $hum_n

Chi1-Chi2 Plots for each residue



Page 14

or 0 {7 4

AILE 356

v 03 T
ar M [0

A GLM 352

PSVS Software Environment
er 33 {10

O -1.92 l

A& GLLT35]

fISIRT1_CytoC (2 models)

™" Ensemble chil-chi2 plots

PR

m_ | mn__,%_ " | Mn__, | | | Mn__. | " | M+ | "
cpocellocoqoqffirsicssgmco gy e ke ek cpososoegeq cposogooo
1 1 mm 1 1 1 mm 1 _m 1 mm 1 m__ 1 mm 1 1
1 1 ed| 1 1 | B 1 1 1| B 1 1 ed| 1
1 1 1 1 1 1 1 1 1 1 1 1 1
S e R e A e e e F-F--=-4---
1 1 1 1 1 1 i 1 1 1 1 1 i 1
AR - I B IR - IE R - I
]
[P T T I | I T R S, w e o | IR P m [ I T
_ _ N ] I _ N ] I _ N I I _ N ] I _
} } } 8 } } } 8 } } } - } } } % } }
ENERNEN SR . IS " IS -
| 1 1 1 mm 1 1 1 mm_ 1 1 m_ mm 1 1 1 mmﬁ 1 W
| | N R | I e | N R | N R |
F-==t-==- F-F - —@t - -~ R e A s - F-F -4 ===~
| | I | o | " - | -1 |
1 1 1 1 1 1 1 1 1 el 1 1 gl 1
i m i m e ! e i | I B
} } i } } } 8 } } } - } } } - } }
LN T RN - R R -
". .". |" mm 1 1B 1 mm _m 1 1 mm 1 1 1 mm 1 1
| | T e | T e | T e | T e |
S e R e A e R e F-F -4 ===~
1 1 1 I 1 1 1 1 1 1 1 1 | 1
1 1 1 ] 1 1 ol 1 1 gl 1 1 = I 1
RS | N TR SR (| IR S SO ! [ AR S =] B S
1 1 1 M 1 1 1 m 1 1 1 M 1 1 1 m 1 1
| m"_ N .w S | | m-_. | " |
Fooclesaqgeg cpocayloocaqgeg PEFeeegsoageq cpocagooaqeg PEFSoogsosqeyg
[ 1 1 mmﬁ 1 1 1 mm 1 =] 1 mm 1 1 1 mm 1 1
1 1 1 I 1 1 L B 1 1 | 1 1 ed| 1
1 1 1 1 1 1 1 1 1 1 1 1 1 1
F--=t-==- e e e e R e F-F -4 ===~
1 1 1 1 1 1 -1 1 1 1 1 1 N 1
1 1 1 Bl 1 1 = 1 1 Bl 1 1 gl 1
1 1 1 =l 1 1 1 1 1 1 1 1 1 1
[ EDE (| RV R | P R i N | B SR [ | I DR
1 1 1 m 1 1 1 m 1 1 1 b= 1 1 M 1 1
- R 572A s R N

(sa2132p) Z-14D

104

M Hurizd

# fwconibk

O = Acvecrags O-facior For the raidue (ike higher the value the mees faveunhbke the confonmaiond hassd en aralysie of kigh-rou. Xaial siractures

Unfaecurahlz

0 60 120 180 240 300 0 G0 130 150 240 W0 0 60 130 180 M0 300 0 60 130 180 240 300 360
Chi-1 (degrees)

v = Cirealar Variance (bow valizs signify high chutering of the data pristal.

Dl prints cakeured aczonding 1 G-faston:

ASIRT 1 _Cyiesl”_F _ensch lch2.ps

JPEG for residue Chi1-Chi2 Plots - page $hum_n

Chi1-Chi2 Plots for each residue



Page 15

er 0 7 i

Leige) ]

G 7590

or 003 1 i
GF-0:29 [0

A AEN IHD

PSVS Software Environment

er 0l {7 i
O -7l l

A PHE 388

Ensemble chil-chi2 plots
fISIRT1_CytoC (2 models)

v 003 )
af anl [

-NMRE

AILE 3ET

PR

SR SN Y W —— P A - ——
1 1 1 mw 1 1 1 ma 1 1 1 mm 1 1 1 mm 1 1 1
1 1 1 Ed 1 1 ES 1 1 1 ES 1 1 1 E3 1 1 1
1 1 1 T 1 1 1 B’ 1 1 1 1 1 1 1
Fe===t=-==4-+ F-F -t =-=-a- F-F === 4= -a- F-F -4 -=--1- F-F-=-=-+--=-a-+
1 1 1 - 1 1 1 1 1 1 1 1 1 1 1 1
SRR | O | A I/ S | R
[ [ T e clee L | B P P T m | Y TR T lm oo - - L =
1 1 1 M 1 1 1 M 1 1 1 p 1 1 1 M 1 1 1
SR - I ) O - R -
AL | I N | | O | N R | 1 I
1 1 1 ED 1 1 1 ES 1 1 1 ED 1 1 1 ED 1 1 1
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1
RS R I I (Y S S R ) I ) I B S A
" | | | - " <1 | v E | |
(e o e o e o [ m | PESPSSURPEN, PSP L. m | PGP FNUUY m | PPN TSP e w (e o el o o o [
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1
_ _ | _ | _ | ; | _ _
in | - | R J_mr C B b"m e | |
R | 1 I N | | N | | I SR | 1 I
1 1 1 E3 1 1 1 ES 1 1 1 ES 1 1 1 E3 1 1 1
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1
F-F - t+-=--1- F-F---B---11-- F-F - =4 - -a- F-F -4 -=--1- F-Fr---+----8 4
1 1 1 - 1 1 1 1 1 1 1 1 1 . 1 1 1
| " g | C 8 | T EH " N B " |
et I [P T T B | [P T T B | P T T m I T T
1 1 1 1 1 1 ] 1 1 1 ] 1 1 1 1 1 1
: _ | : | _ | _ | _ _
T T T ) T T T " T T T " T T T S T T T
RN 1. NR TN (- NN - IR - I
| m 1 mm ﬂ 1 1 mw_ 1 1 1 mm 1 1 1 mmﬁ 1 1 1
1 1 1 B3 1 1 1 ES 1 1 1 ES 1 1 1 E3 1 1 1
e I o i [ S s s s ) ) Sy S
| | o E | I " ! | I | |
1 1 1 g 1 1 1 1 1 1 q 1 1 1 5 1 1 1
(e o o e o e o [ | PESPSSURPEN, PSP L. w (g Ep——— lo oo ol o ool | (e = o S o e o
1 1 1 M 1 1 1 p 1 1 1 M 1 1 1 M 1 1 1
5% 2R3 5F 2R3 EREE 5% 2R3 5R 288 °

(sa2132p) Z-14D

105

M Hurizd

# fwconibk

O = Acvecrags O-facior For the raidue (ike higher the value the mees faveunhbke the confonmaiond hassd en aralysie of kigh-rou. Xaial siractures

Unfaecurahlz

0 60 120 180 240 300 O G0 130 150 240 A0 0 60 130 180 M0 300 0 60 130 180 240 300 360
Chi-1 (degrees)

v = Cirealar Variance (bow valizs signify high chutering of the data pristal.

Dl prints cakeured aczonding 1 G-faston:

ASIRT 1 _Cyiesl”_F _ensch lch2.ps

JPEG for residue Chi1-Chi2 Plots - page $hum_n

Chi1-Chi2 Plots for each residue



PSVS Software Environment

-NMRE

PR

Page 16

Ensemble chil-chi2 plots
fISIRT1_CytoC (2 models)

er 0 7 i
ar 11T [

A ARG A2

or 0o {7

Of Q7T
1

A ALP 429

er 0 T

or.owr o

ALE 47

or 0 {7

O DT
1

A LHLT 450

v 0030 1
ar 133 [0

A HIS 423

STTIERFOE B

o 000 71 i
ar Qi [
=
1

A TYR 428

v 00000 ) 3

o 000 {71 3
o o
=
1

ALE 437

v 000 71 3
ar 11 [
=
1

A ARG 440

B e s

or 0up {7 3
af 07 0

A PHE 422

B s

or 0 {7 3

Dr-l.l_ﬂrl

ALYE 42T

v 0000 7] 3

v 0ua {71
ar oxs o

A LHLT 43

o 000 ) 3
oI -0 [
=
1

ALY 444

B s

or 003 1 K
O =149 l

A GLM 421

B e s

v 003 T
Of-n72 l

A BET 4260

v 0000 )

1
1
1
A= dl o
1
L
v 0u3ad T R
ar alh o

1
1
1
4 - - =
1
1

A LHLT 435

v 0000 (T8
af 03 [0
=
1

A LHET 443

B e s

0 60 120 180 240 300 0 G0 130 150 240 W0 0 60 130 180 M0 300 0 60 130 180 240 300 360

o - -

JEUE S

B0t -~

T T
1 1
aF-r---7T-
M*v 1 1
g8 1 1
1 1
Lopoocona
1 1
= 1 1
= 1 1
m l---l----bal
]
T
o
F-r
g =
=] 1
1
[
- 1 1
jul 1 1
5 1 1
t
o 1
L ar
B=
5 1
1
[y g
1 1
m 1 1
1 1
& - - — -1
= 1
]
T
o 1
- I
1
B8 1
1
Lopaoa
1
al
n 1
7l
] I

(saa1dap)

1
1
1
o -p---+---4-1-
1
1
1
P
1

il

B0t —

o - -

Chi-1 (degrees)

M Hurizd

# fwconibk

O = Acvecrags O-facior For the raidue (ike higher the value the mees faveunhbke the confonmaiond hassd en aralysie of kigh-rou. Xaial siractures

Unfaecurahlz

v = Cirealar Variance (bow valizs signify high chutering of the data pristal.

Dl prints cakeured aczonding 1 G-faston:

ASIRT 1 _Cyiesl”_F _ensch lch2.ps

JPEG for residue Chi1-Chi2 Plots - page $hum_n

106

Chi1-Chi2 Plots for each residue



PSVS Software Environment

-NMRE

PR

Page 17

Ensemble chil-chi2 plots
fISIRT1_CytoC (2 models)

v 0000 T 88
[FTE1N |

A GLLT 458

ALE 464

v 00000 7] 4

A LB 468
i
1
1
1
r
1
1
1
&
1
A PHE 474

or 0 T R

[=ig=tr]
1

A LHLT 479

v 03 )
Of -1 l

A HIS 457

v 003 T 00
ar o6 [0
=t

A LHLT 483

o 00 )
or-na g

B e s

A GLLT 487

1
1
1
1
r
1
1
1
r
1
A HIS 473

u
or 0000 (7 8

. I:lr-l_li.

B e s

v 003 T 00
ar T [

A LHLT4TH

B e s

or 0ua {7 3
-
1

ol -0 [

ALE 455

or Du {71
ar om0

AILE 462

v 000 7]
dros o

B e s

A ARG A6
i
1
1
1
r
1
1
1
r-
1
A LHLT 472

v 0u {7
ar asl o

B s

v 0o 1
af o [
=
1

A GLLT4TT

B s

v 003 (T80
G OHH [
=T
1

A LE 451

B e s

r
1
1
1
r
1

1
1
1

v 0u3aa T 00
ar o o

A GLM 461

LI

1
coodooo

r
1
1
1
r
1

v 0000 T
=
1

af aulh [

A AEN A5

r
1
1
1
r
1
A HIS 471

v 000 7 3
Dr-&lll

v 0u3aa T 00
o -137 l

B e s

A ASP 475

r
1
1
1
r
1

0 60 120 180 240 300 0 G0 130 150 240 W0 0 60 130 180 M0 300 0 60 130 180 240 300 360

o - -

JEUE S

B0t -~

120+

EE A
2400+
®ot —

(saa1dap)

Aoz
(L

o - -

JEUE S

Chi-1 (degrees)

M Hurizd

# fwconibk

O = Acvecrags O-facior For the raidue (ike higher the value the mees faveunhbke the confonmaiond hassd en aralysie of kigh-rou. Xaial siractures

Unfaecurahlz

v = Cirealar Variance (bow valizs signify high chutering of the data pristal.

Dl prints cakeured aczonding 1 G-faston:

ASIRT 1 _Cyiesl”_F _ensch lch2.ps

JPEG for residue Chi1-Chi2 Plots - page $hum_n

107

Chi1-Chi2 Plots for each residue



Page 15

er 0u T

O -0an l

AILE 485G

v 03 T 00
ar oMM [0

AILE 485

PSVS Software Environment

or Dua {71
o -0 0

A ASP 483

Ensemble chil-chi2 plots
fISIRT1_CytoC (2 models)

v 003 T R
o 03 [0

-NMRE

A AP 481

PR

T T T w T T T " T T T - T T T o T T
RN |-~ IR SRR - DU AR I~ DA - I
i 1 1 mm 1 1 1 mm 1 1 1 mw 1 1 1 mw 1 1
1 1 1 E3 1 1 1 ES 1 1 1 ES 1 1 1 E3 1 1
1 1 1 1 1 1 1 1 1 1 1 1 1 1
pERoscges=g =g F-Fr---+---84-- PEFresegesssg =g PEReseg=s=g =g F-r---8
| " T I | | | | | =1 "
1 1 1 m 1 1 1 o 1 1 1 , 1 1 1 g 1 1
[ [ - R Y S P P T P Y T - - - =
1 " "| m 1 1 1 m 1 1 1 M 1 1 1 m 1 1
| | R | | m-_.h_. | S | C B m"_
-r-—-g---+1-4¥F-Fr---g---1-4%2 -5 - L - - - -5 - [
| A R | 1 EEEa R | 1| I | 1 I N | 1 I
1 1 1 ES 1 1 1 ES 1 1 1 ED 1 1 1 ES 1 1
1 1 1 1 1 1 1 1 1 1 1 1 1 1
F==—=t=-==4-+ F-F =t =-=-a- F-F -4 -=--a- F-F -4 -=--a- F-F-=-=-+
| | Colgl | | " | | I |
1 1 1 w 1 1 1 g 1 1 1 z ™ 1 1 m 1 1
R e - e e | B S St | IR sl - BN EEE
. . . ] . . . ] . . ] . . ] -
T T T " T T T " T T T w T T T w T
RN - DR |-~ AR (- RS (< N
1 1 _mmm 1 1 1 mm 1 1 1 mm 1 1 1 mn 1
| | T R " T e | T e | o
Fe-==t=-==4-- F-F - -8t ---1- F-F - =4 - -a- F-F--=-+---8g- F-F-=-=-+
| | - | | | - | | Bl
1 1 1 5 1 1 1 1 1 1 1 1 1 5 1
o [ R P E w P P T w R et I P L
_ _ N ] I _ N ] I _ N I I _ N ] I
| | | m-_. | | S m__ S | N
e P | e m——mm— =0 =] l - - B ----1 -r-——-m--1-4¥F}-Fr---
It At el it it Rl 1 et it S o 1 It e ol s | - Il
" " o | T | T B I | T e
e~ I — I — I L - - — -
S I AR SO N I CooTTTT CoTT
R T k- e -
e s I | e e - B o | I e - I SRR e
. , . ] I , . ] I , . <L , . ] I ,
R EREE EEEE EREE P oA f

(sa2132p) Z-14D

108

M Hurizd

O = Acvecrags O-facior For the raidue (ike higher the value the mees faveunhbke the confonmaiond hassd en aralysie of kigh-rou. Xaial siractures

# fwconibk

Unfaecurahlz

0 60 120 180 240 300 0 G0 130 150 240 W0 0 60 130 180 M0 300 0 60 130 180 240 300 360
Chi-1 (degrees)

v = Cirealar Variance (bow valizs signify high chutering of the data pristal.

Dl prints cakeured aczonding 1 G-faston:

ASIRT 1 _Cyiesl”_F _ensch lch2.ps

JPEG for residue Chi1-Chi2 Plots - page $hum_n

Chi1-Chi2 Plots for each residue



PSVS Software Environment

-NMRE

PR

Page 19

Ensemble chil-chi2 plots
fISIRT1_CytoC (2 models)

L=
H_ T T T ® T T T - T T T ™ T T T ™ T T T -]
m.ll_|||_|||_IIDDII_|||_|||_IID.II_|||_|||_|IDDI|_|| _I| _IIB.II_III_II 1 |m
U r T b - r H b 3 r T b - r T b o r T b
mq 1 1 1 m.u 1 1 1 mq 1 1 1 ma 1 1 1 m.u 1 1 1
(¥ 1 1 1 Ed 1 1 1 Ed 1 1 1 Eg 1 1 1 (¥ 1 1 1 .m
1 1 1 1 1 1 1 1 1 1 1 1 1 1
F-F -+ -=--1- F-F -t =-=-a- et e F-F -4 -=--1- F-F=-=-=+-- .4 m
L " el | I | | | I " R
i 1 1 1 1 1 1 W 1 1 1 1 1 1 1 1 1 -
A Il - - —I-E--L - w R Y S % P P T m P Y T w [P . ]
| I - IR RN - A (B R - I
N R - U A Y I U A - U A O ——
L I e e e L Y - - - —eea-4¥-Fr---8---4-4%
Tt | R St B | S St | T R Sl | 1 At R
Ed ‘ 1 1 Ed 1 1 1 EZ 1 1 1 E G 1 1 1 | =] 1 1 1 |m
NN SPPRE 1 [y S APPUEOE Y Y U AN N S R N N AR R
- 1 1 1 1 1 1 - 1 1 1 - 1 1 1 1 1 1
b 1 1 1 m 1 1 1 o 1 1 1 3 1 1 1 m 1 1 1 LE
g 1 1 1 o 1 1 1 w 1 1 1 g 1 1 1 w 1 1 1 .,m

(e o e o e o [ | PESPSSURPEN, PSP L. | PGP FNUUY | PPN TSP e (e o el o o o [
o 1 1 1 £ 1 1 1 1 1 1 . 1 1 1 1 1 1
] . . . ] . . . ] . . . ] . . ] - . .

T T T T T T T T T T T T T T T =
od = o lee o m gl e e
mw- 1 1 1 mu 1 1 1 mmﬁ 1 1 1 mm 1 1 1 mmﬁ 1 1 1
(¥ 1 1 1 Ed 1 1 1 [ 1 1 1 Ed 1 1 1 Ed 1 1 1 .m

1 1 1 1 1 1 1 1 1 1 1 1 1 1 1

F-F - t+-=--1- F-F -t =-=-a- F-F--=-4+---B- F-F -4 -=--1- ||T|||+|||._||.m.
z | . | el " | | N I | s

1 1 1 i 1 1 1 i 1 1 1 iy 1 1 1 b 1 1 1 -
2 P P E w R P E w el | B R L q [P . ]
M 1 1 1 p 1 1 1 p 1 1 1 M 1 1 1 = 1 1 1
. — : — e : — e : — . : — e = : — =
;- DRI - SRS - SR |- OSSR i S
mm 1 1 1 mw 1 1 1 mw 1 1 1 mwﬁ 1 1 1 mm 1 1 1
Ed 1 1 1 Ed 1 1 1 Ed 1 1 1 kG 1 1 1 Ed 1 1 1 .m

1 1 1 1 1 1 1 1 1 1 _ﬂ 1 1 1 1 3

F-F -t =-=-a- F-F--=-+--m-1- F-F -4 =-=--a- F-F-- - === F-F-=-=-t+--=-4a-+
B ]
O I A ! N
e e e
u I M I M I M I M _||||_||||_|.,w
— T 1T — T 1T — T 1T — T 1T — T T o

F R 2R S E R 2R S FFZH S F R 2R S E 2R 8=

(saa1dap)

[

-4o

Chi-1 (degrees)

M Hurizd

# fwconibk

O = Acvecrags O-facior For the raidue (ike higher the value the mees faveunhbke the confonmaiond hassd en aralysie of kigh-rou. Xaial siractures

Unfaecurahlz

v = Cirealar Variance (bow valizs signify high chutering of the data pristal.

Dl prints cakeured aczonding 1 G-faston:

ASIRT 1 _Cyiesl”_F _ensch lch2.ps

JPEG for residue Chi1-Chi2 Plots - page $hum_n

109

Chi1-Chi2 Plots for each residue



PSVS Software Environment

-NMRE

PR

Page 20

Ensemble chil-chi2 plots
fISIRT1_CytoC (2 models)

L=
- T T T ™ T T T # T T T w T T T ™ T T T -]
m+|_|||_|||_|Im.ll_|||_|||_|ID.I|_|||_|||_|Im-l _|| _|||_|Im+ 1 _|| 1 |
r T b n r T b " r T b T r T b n r T b m
mu 1 1 1 m_.m 1 1 1 m4 1 = 1 mn. 1 1 1 ma 1 1 1
Ed 1 1 [} e 1 1 1 ES 1 1 1 ES 1 1 1 Ed 1 1 1 .m
IS 1 O O S
| I I I R I I Y R
z 1 1 1 B 1 1 5 1 1 1 q 1 1 1 5 1 1 1
| I | I e | I i - I R - i B
. — : — . — : — : — . : — : — =
od oo fee o cded e e e
mwﬂ ". .". |" mm 1 1 1 mm_ 1 1 1 mm 1 1 1 mm 1 1 1
EG 1 1 1 ES 1 1 1 ES 1 1 1 ES 1 1 L] ES 1 1 1 .M
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 3
F-F -+ =-=-a- F-F =t =-=-a- F-F -4 -=--a- F-F -4 -=--a- - + == ==
| | | | ClE " - | -1 | IR
.__._ 1 _m. 1 w 1 1 1 M 1 1 1 g 1 1 1 7 1 1 1 .,M
= | FEPS AP [ NRPUIPUNY | PESPSSURPEN, PSP L. | PGP FNUUY | PPN TSP e (e o el o o o [
- 1 1 1 1 1 1 1 1 1 . 1 1 1 = 1 1 1
2 _ ] _ | _ | ; | _ _
‘ T T T ‘ T T T S T T T ‘ T T ._ ‘ T T T =
I RN RN .
mm 1 1 1 mm 1 1 1 mm 1 1 1 mm 1 1 1 mm_ 1 1 1
(] 1 1 1 cd| W 1 1 [ 1 1 1 E B 1 1 1 EG 1 1 1 m
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1
g e e L
] 1 1 1 b 1 1 1 w 1 1 1 m 1 1 1 = 1 1 [
Al " L-| Bl | i ] " i I " o -] " L
H I - I | I | I | A i
-3 R - O o - N A - O S - I OO
TR | || I Al | Rt Sk | i S SRl | - RS
] 1 1 1 B3 1 1 1 ES 1 1 1 ES 1 n, 1 ] 1 1 1 .m
1 1 1 1 1 1 1 1 1 1 1 1 1 1 g
F-r - ==t - == g F-F -4 =-=-a- F-F - =4 - -a- F-F -4 -=--a- - +|||._||.m.
1 1 1 1 1 1 1 1 1 1 1 1 - 1 1 1
G 1 1 1 z 1 1 1 m 1 1 1 m 1 1 1 = 1 1 1 IR
m 1 1 1 m 1 1 1 g 1 1 1 g 1 1 1 7 1 1 1 -
|||||||| = e e e = | PGP FNUUOY | PPN FARUGPY e (e = o S o e o
| I " g S ] _ o _ o _ S
1 : 1 A e A A e M| A e A | 1 —TT o
B B A B A A EREE 8=

(saa1dap)

o

Chi-1 (degrees)

M Hurizd

# fwconibk

O = Acvecrags O-facior For the raidue (ike higher the value the mees faveunhbke the confonmaiond hassd en aralysie of kigh-rou. Xaial siractures

Unfaecurahlz

v = Cirealar Variance (bow valizs signify high chutering of the data pristal.

Dl prints cakeured aczonding 1 G-faston:

ASIRT 1 _Cyiesl”_F _ensch lch2.ps

JPEG for residue Chi1-Chi2 Plots - page $hum_n

110

Chi1-Chi2 Plots for each residue



Page 21

or 0 7 i

Leige) ]

A BIET 595

v 003 1
ar o [0

A GLM 59

PSVS Software Environment
er 033 T

af Q6s [

A GLLT 593

Ensemble chil-chi2 plots
fISIRT1_CytoC (2 models)

v 003 1
af anl [

-NMRE

A ILE =91

PR

_"w " | Mn* | m__ | Mn* | " | Mu_. | | c|Ed w |
—--T---a- -r---H---9-4 “r---T---a--g=zf-r---g---171-1 F-r—=—=-¥f---°31-1
1 1 1 mm 1 1 1 mm 1 1 1 mu 1 m_ 1 mm 1 1 1
1 1 1 E3 1 1 1 ES 1 1 1 E3 1 1 1 E3 1 1 1
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1
Pos=g===g =g FERressgesssg =g PEFresegesssg =g PEReseg=s=g =g PelFressg=o=g =g
| " | | | | ! | - " "
1 1 1 1 1 1 b 1 1 1 g 1 1 1 g 1 1 1
RN [ w e i l-—--H---L-f & R et I [P ) S
AR - I I I A R O N O
mm | | m-_. | | L | C B | i | ;
A | 1 I N | TR |1 I R | I
1 1 1 ED 1 1 1 ES 1 1 1 ES 1 1 1 ED 1 1 1
1 1 1 1 1 [ ] 1 1 1 1 m_ 1 1 1 1
FPoosge==g =g FEFessgessg =g PR gessg =g pereesblsssqg=q PeFrecssgeso=g =g
| | I | | " ! I | I | |
S SRS | ([ B SR | (S OR[N O (-
1 1 1 M 1 1 1 M 1 1 1 M 1 1 1 M 1 1 1
O O O O . w1 o
B | D |- D A | HER - I
1 1 1 E3 1 1 1 ES 1 1 1 ES 1 1 1 ES 1 1 1
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1
Pos=g===g =g F-F---t---18- ||T|||+|||L|| pEReseg=ssg =g PelFressg=so=g =g
| | -1 | -1 | Co g | coal | |
1 1 1 1 1 1 1 1 1 5 1 1 1 - 1 1 1
[P N S & e e e mle o - =L = & [P [P S S m (PSP R S
1 1 1 M 1 1 1 M 1 1 1 M 1 1 1 p 1 1 1
| | D |2 . | S | L | R | |
[ 7 % gy T T |EY T e gy s e gy
1 1 1 B3 1 1 1 ES 1 1 1 ES 1 1 1 E3 1 1 1
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1
FPoo=sges==g =g PEFreosgessg =g FEFesegessg =g PEResog=s=g =g F-Fr---9§ --1-1
| | | | gl " I | o | " |
FUNS S | - R RN B O R - R
I M I M I M I M I
5% 2R3 5F 2R3 EREE 5% 2R3 5R 288 °

(sa2132p) Z-14D

111

M Hurizd

# fwconibk

O = Acvecrags O-facior For the raidue (ike higher the value the mees faveunhbke the confonmaiond hassd en aralysie of kigh-rou. Xaial siractures

Unfaecurahlz

0 60 120 180 240 300 0 G0 130 150 240 W0 0 60 130 180 M0 300 0 60 130 180 240 300 360
Chi-1 (degrees)

v = Cirealar Variance (bow valizs signify high chutering of the data pristal.

Dl prints cakeured aczonding 1 G-faston:

ASIRT 1 _Cyiesl”_F _ensch lch2.ps

JPEG for residue Chi1-Chi2 Plots - page $hum_n

Chi1-Chi2 Plots for each residue



PSVS Software Environment

-NMRE

PR

Page 22

Ensemble chil-chi2 plots
fISIRT1_CytoC (2 models)

S e T e T e e 3
—r---g---+-44Y4 JE =d g g L [ |2 R -Aa__4
L I | S | I Sl | ) B S | T R S [
Ed 1 1 1 Ed 1 1 1 Ed 1 1 1 Ed 1 1 1 Ed 1 1 1 .m
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1
F-F -+ -=--1- F-F -t =-=-a- F-F - =4 - -a- F-F -4 -=--1- F-F---+---41-18
1 1 1 - 1 1 1 - 1 1 1 - 1 1 1 1 1 1 -
1 AN U | N S I I S =1 I S A | I -
] 2 B 1 1 L
e | I st I | SR s L | N EE St | N EEE e
. — : — . : — . : — . : — e = : — =
og ! o 1= L L N I-1- R S e =1 _|||_|||_||_H_J||_|| _|||_||.m
g2 T gy R Ey T E e Ry
ES 1 1 1 ES 1 1 1 ES 1 1 1 ED 1 1 1 ED 1 1 1 ..m
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1
- -~ +=== F-F =t =-=-a- F-r---t+---gt -1 F-F -4 -=--a- F-rF-- +|||..||.m.
| IR Y I " e I I I B N
1 (RN | N IO U - I N A - S AN - N S
gy ~ - -°"°° N | = """ - £ ~ -~~~ ~-°° | £y - ~°°° h
<l _ i ] I : i e I _ i ] I _ i ] _ N
oo "---"--MD--"---W.- e -"--L---"--m... "---"---"--Mn_--"---"---"--.m
L L L e | D A | | . B
(¥ 1 1 1 Ed 1 1 1 [ 1 1 1 Ed 1 1 1 (¥ 1 1 1 .m
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1
- -~ + == —pg - F-F -t =-=-a- F-F - =4 - -a- F-F---+@m--1- F-rF-- +|||..||.m.
_ 1 1 [ = 1 1 1 _ 1 1 1 1 1 1 1 1 1
] 1 1 1 ] 1 1 1 3 1 1 1 m 1 1 1 -] 1 1 1 LE
/IR [ NI U I [N I 0 - N At - O A I
m "||||"||||"||M _||||_||||_|m T T T T T p T T T T T = _||||_||||_|.,m
o — : — . : — . : — e : — e = : — =
- ARIE Y | I | AT | R | IR
mm 1 1 1 mu 1 1 1 mm B 1 1 mm 1 1 1 mwﬂ_ 1 1
Ed 1 1 1 Ed 1 1 1 Ed 1 1 1 kG 1 1 1 Ed8 1 1 1 .m
1 1 1 1 1 1 1 1 1 1 1 1 1 1 1
- -~ + === = F-F -4 =-=-a- F-F -4 =-=--a- F-F--=-+4+---g- F-rF-- +|||..||.m.
1 1 1 - 1 1 1 1 1 1 1 1 [ = 1 1 1
" LE
4 B K EH R
| I o [ I e | i B m e [ B
1 —T1 A e A A e M| A e A | A e A o
FREA S E R 2R S FFZH S F R 2R S E 2R 8=

(saa1dap)

o

Chi-1 (degrees)

M Hurizd

# fwconibk

O = Acvecrags O-facior For the raidue (ike higher the value the mees faveunhbke the confonmaiond hassd en aralysie of kigh-rou. Xaial siractures

v = Cirealar Variance (bow valizs signify high chutering of the data pristal.

Unfaecurahlz

Dl prints cakeured aczonding 1 G-faston:

ASIRT 1 _Cyiesl”_F _ensch lch2.ps

JPEG for residue Chi1-Chi2 Plots - page $hum_n

112

Chi1-Chi2 Plots for each residue



Page 23

or 0 7 i

Dr-l.l_.lrl_

A GLLTESG2

v 000 71 i
orainm

ACALSF B60

PSVS Software Environment
v 03 {11

i -1.41 l

A TYR G5

Ensemble chil-chi2 plots
fISIRT1_CytoC (2 models)

or 003 1
O =144 l

-NMRE

A GLLT G5

PR

T T o T T T - T T T ™ T T T " T T
SRS IRNN (- SRSUNE SN |- SRS - DRSS IR |- S
1 1 1 mm 1 1 1 mm 1 1 1 mm 1 1 1 mm 1 1
1 1 1 E3 1 1 1 ES 1 1 1 ES 1 1 1 E3 1 1
1 1 1 1 1 1 1 1 1 1 1 1 1
Fe===t=-==4-+ F-F---+---4-8H L -pr-p---q- ||T|||+|||._|| F-F-=-=-+
1 1 1 1 1 1 1 1 1 1 1 1 1
1 1 m 1 1 1 m 1 1 1 E 1 1 1 m 1 1
1 1 z 1 1 1 5 1 1 1 B 1 1 1 g 1 1
Y [ I T T I P P T P Y T lm oo - - L =
1 1 = 1 1 1 < 1 1 1 = 1 1 1 o 1 1
_ ] _ ] _ | _ ] _
T T 5 T T T " T T T ™ T T T 5 T T
IR S -1~ IR R S -~ NSO [ DRI I O
1 1 mw- 1 1 1 mm_ 1 1 1 mm_ 1 1 1 mmﬁ 1 1
1 1 ES 1 1 1 ES 1 1 1 ES 1 1 1 ES 1 1
1 1 N 1 1 1 . 1 1 1 a 1 1 1 5 1 1
PERoscges=g =g FEFressgessg =g F-Fr---+---8- 4 PEFeseg=s=g =g T
1 1 1 1 1 1 1 1 1 1 1 1 1
1 1 1 1 1 ] 1 1 1 1 1 1 1 1
1 1 W 1 1 1 m 1 1 1 m 1 1 1 m 1 1
U | ST L, | PESPSSURPEN, PSP L. (g Ep——— | PPN TSP e (e o el o o o [
1 1 p 1 1 1 p 1 1 1 m 1 1 1 2 1 1
: — o — : — : — . — : — o — :
1 1 o 1 1 1 oo 1 1 1 o 1 1 1 = 1 1
[Reindada el Al Lk -r---T---a-qg=zxf-r---1---a-qdgqaf-r---71---17-1 PRIESZ2Y
1 1 mmﬁ 1 1 1 mm 1 1 1 mm 1 1 1 mm 1 1
1 1 E3 1 1 1 ES 1 1 1 ES 1 1 1 Ed 1 1
1 1 1 1 1 1 1 1 1 1 1 1 1
F-F - t+-=--1- F-F ==+ ---1-5 F-F - =4 - -a- F-F---+---8- F-F-=-=-+
1 1 1 1 1 _ 1 1 1 - 1 1 1 1 1
1 1 z 1 1 1 x 1 1 1 -] 1 1 1 m 1 1
1 1 m 1 1 1 = 1 1 1 = 1 1 1 5 1 1
Y [ [ T T [ o -B ___L_- | IS T T e olo - - L =
1 1 = 1 1 1 < 1 1 1 m 1 1 1 < 1 1
. . ] I . . ] I . . g I . . & I .
T T ™ T T T - T T T ™ T T T - T T
IR SN -1, IR R SO -7, R I DS I D
Y 5 n
1 1 mw 1 1 1 mw 1 1 1 mwﬁ 1 1 1 mu 1 1
1 1 Ed 1 1 1 Ed 1 1 1 kG 1 1 1 Ed 1 1
1 1 1 1 1 1 1 1 1 1 1 1 1
F-rm—-t---4-1 F-F--=-t+----1pg F-F -4 =-=--a- F-F -4 -=--a- F-F-=--+
1 1 1 1 1 1 1 1 1 1 1 1 1
1 1 Z 1 1 1 = 1 1 1 m 1 1 1 m 1 1
1 1 = 1 1 1 = 1 1 1 1 1 1 1 =1 1 1
oL _| & e | B [P Ep——— lo oo ol o ool | (e = o S o e o
1 1 = 1 1 1 = 1 1 L = 1 1 1 = 1 1
, . ] I , . ] I , . <L , . ] I ,
320 8 E R 2R S F R 2R S F R 2R S § A2

(sa2132p) Z-14D

113

M Hurizd

# fwconibk

O = Acvecrags O-facior For the raidue (ike higher the value the mees faveunhbke the confonmaiond hassd en aralysie of kigh-rou. Xaial siractures

Unfaecurahlz

0 60 120 180 240 300 0 G0 130 150 240 W0 0 60 130 180 M0 300 0 60 130 180 240 300 360
Chi-1 (degrees)

v = Cirealar Variance (bow valizs signify high chutering of the data pristal.

Dl prints cakeured aczonding 1 G-faston:

ASIRT 1 _Cyiesl”_F _ensch lch2.ps

JPEG for residue Chi1-Chi2 Plots - page $hum_n

Chi1-Chi2 Plots for each residue



PSVS Software Environment

-NMRE

PR

Page 24

Ensemble chil-chi2 plots
fISIRT1_CytoC (2 models)

o T g [T g [T [T g [~
7 DRSNS 1 R | I
mmm._ 1 1 mm 1 1 1 mm 1 1 1 ma 1 2, 1 mm 1 1 1
Ed 1 1 1 Ed 1 1 1 Ed 1 1 1 Eg 1 1 1 Ed 1 1 1 .m

1 1 1 1 1 1 1 1 | 1 1 1 1 1 1
F-Fr-—--4+---+4 F-F - - -4 -——+4- F-rFr---+---H- F-F - -+ - - —4- F-F-—--4---1 .m.
R R e
gl " o ] " - " o 1 " i 1 " g
M _||||_||||_|m R ] _||||_||||_|m _||||_||||_|m _||||_||||_|.,m
5 — : — e : — : — . : — . : —
IR - IR 1 SRR |- IR [ EIS R
mm 1 1 1 mm 1 1 1 mmﬂ_ El 1 mm 1 1 1 mmﬂ_ 1 1
Ed 1 1 1 Ed 1 1 1 E g 1 1 1 E G 1 1 1 Ed 1 1 1 |m

1 1 1 1 1 1 1 1 1 1 1 1 1 1 1

2

F-F - -4 -——+4- F-F - - -4 -——+4- F-F - -+ - - —+4- F-F---+----g F-Fr--=-+---a1-14

1 1 1 1 1 1 1 1 1 1 1 1 1 1 1

= = jt # LE

8 " e " NEN " N " g " .

| e | I e | I i I I R o I | i B

o — : — o = : — . : e : — e = : — =

G
g a

R EREE . R ER L Y

F-F - -4 - - —+4- F-F - - -4 -——4- F-F - - -+ - - —4- F-F---+4---4B ] ||..|||+|||..||.m.

1 1 1 - 1 1 1 = 1 1 1 B 1 1 1 1 1 1 m
m " " N " v | Bl " N " " m " " .

oI S i S - --B---L-| 4 el S s lo ook oo ob o[k
| _ N ] I _ N ] I _ N I I _ N ] I _ _

T T T T T T T T T T T T T T T =
Mn_-l_ll _|||_||MD |_|||_|||_||MJ||_|||_|||_||Ml||_|||_|||_||MJ||J||||_|||_||.m
T L A L L e L R
Ed 1 1 1 Ed 1 1 1 Ed 1 1 1 Ed 1 1 1 Ed8 1 1 1 .m

1 1 1 1 1 1 1 1 1 1 1 1 1 1 1
F-F - -4 - - —+4- F-F - - -4 -——4- F-F - - -+ - - —+4- F-F - - -+ - - —4- ||..|||+|||..||.m.
Bl " o I " o -1 " o 1 " ] " s
=1 1 1 1 M 1 1 1 m 1 1 1 m 1 1 1 o 1 1 1 -
o P R P [ P F Y N T [ | Y . ]
= 1 1 1 1 1 1 = 1 1 1 = 1 1 B = 1 1 1
e L ; S S 3

F R 2R S E R 2R S F R 2R S F R 2R S E 2R 8=

(sa2132p) Z-14D

Chi-1 (degrees)

M Hurizd

# fwconibk

O = Acvecrags O-facior For the raidue (ike higher the value the mees faveunhbke the confonmaiond hassd en aralysie of kigh-rou. Xaial siractures

Unfaecurahlz

v = Cirealar Variance (bow valizs signify high chutering of the data pristal.

Dl prints cakeured aczonding 1 G-faston:

ASIRT 1 _Cyiesl”_F _ensch lch2.ps

JPEG for residue Chi1-Chi2 Plots - page $hum_n

114

Chi1-Chi2 Plots for each residue



PSVS Software Environment

Chi-2 (degrees)
B HEEE

RERN

£yt

PROCHECK-MNMR

Ensemble chil-chi2 plots
fISIRT1_CytoC (2 models)

L Rt

Dt prints cakoured sezceding ie G-factos

Unfae curahle

o nom oo 0o {71 8 e 00 T 8 o {1 4
ALETI Gromin o ALYSTH Grom oo A GLEN T3 Srom D A GLLT T3S oy
I
m i m m
o 0 1 v 0o 71 0 e D (1 v o0 (1
A ASP 730 o m ST 740 St A ASN 741 Frearm A TYR 742 arom g
[
1
m
w
o {71 003 7 3
A ASR 145 Hram . ALYS TS iy
=
+ 0
0 60 120 180 240 300 0 G0 130 150 240 30
Chi-1 (degrees)
v = Circalar Variance (kow vakics sigaify kigh cholcring of the data puintsl.  # Acoomiblke (0 Horicd

O-facior For the l:lidll:"lls’lli!l:rlls’ walue the mees faveunhbke the confonmaiam hassd en aralysix of kigh-voa. Xaial sractures

Page 23

ASIRTI _CyioC_(A_enschlch. ps

Procheck G-factors for phi-psi for each residue

JPEG image for residue phi-psi G-factors

Procheck G-factors for phi-psi for each residue
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Procheck G-factor for phi-psi

Tr Ty T T FT

T T FY F[ T F T [T FY [ T T ¥ T [T ¥

G-factor

] 100 200 300 400 500 600 70O
Residue number

Table of Procheck G-factors for phi-psi for ordered residues

No ordered residues found for phipsi_gfactor.
Procheck G-factors for all dihedral angles for each residue
JPEG image for residue all dihedral G-factors

Procheck G-factor for all dihedral angles
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Procheck G-factors for phi-psi for each residue
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Table of Procheck G-factors for all dihedrals for ordered residues

No ordered residues found for alldih_gfactor.

Output from Verify3D

Verify3D Score over a window of $winsize_s residues

JPEG image for Verify3D Score

Verity3D score over window of ¥ residues
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Table of Verify3D scores for ordered residues across all models

No ordered residues found for verify3d.

Output from Prosall

Prosall Score over a window of $winsize s residues

JPEG image for Prosall Score

Table of Verify3D scores for ordered residues across all models

No ordered residues found for verify3d.

Output from MolProbity
VdW violations from MAGE

JPEG image for MAGE VdW violation

Procheck G-factors for all dihedral angles for each residue
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Residual VdW viclations from MolProbity
50 . . . . " m :
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# violations
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Table of MAGE VdW violations for ordered residues across all models

No ordered residues found for mage_clash.

List of bad contacts calculated by MAGE for model $num_n

/farm/software/bin/probe

11242:A 647 PRO HA :A 660 ASP 1HB : -0.952: 0
11242:A 647 PRO HA :A 660 ASP CB : -0.949: 0
11242:A 660 ASP CA :A 647 PRO HA : -0.552: 0
11242:A 661 SER CB :A 647 PRO 2HD : -0.523: 0
11242:A 661 SER OG :A 647 PRO 2HD : -0.454: 0
11242:A 648 ASN H :A 660 ASP 1HB : -0.453: 0
11242:A 660 ASP 1HB :A 647 PRO CA : -0.434: 0
11242:A 614 THR HA :A 706 PRO 1HG : -0.931: 0
11242:A 706 PRO 1HG :A 614 THR CA : -0.678: 0
11242:A 706 PRO CG :A 614 THR HA : -0.644: 0
11242:A 565 ASP HA :A 516 ARG NH2 : -0.847: 0
11242:A 565 ASP HA :A 516 ARG 2HH2 : -0.488:

11242:A 245 ASP 2HB :A 240 ILE HA : -0.792: 0
11242:A 249 LEU 1HD1 :A 240 ILE 1HG2 : -0.673: 0
11242:A 476 VAL HB :A 240 ILE 2HG1 : -0.643: 0
11242:A 240 ILE HA :A 245 ASP CB : -0.630: 0
11242:A 435 LEU 3HD1 :A 249 LEU 3HD1 : -0.551: 0
11242:A 462 ILE 1HG1 :A 476 VAL 2HG1 : -0.531: 0
11242:A 242 THR H A 240 ILE C : -0.493: 0
11242:A 475 ASP 1HB :A 240 ILE 1HD1 : -0.475: 0
11242:A 476 VAL 1HG1 :A 246 ALA 2HB : -0.459: 0
11242:A 249 LEU 3HD2 :A 249 LEU HA : -0.417: 0
11242:A 475 ASP 1HB :A 240 ILE CD1 : -0.401: 0
11242:A 412 VAL 1HG1 :A 418 LEU 3HD2 : -0.758: 0
11242:A 412 VAL 1HG1 :A 418 LEU CD2 : -0.477: 0
11242:A 418 LEU 1HB :A 423 HIS NE2 : -0.448: 0
11242:A 412 VAL 1HG2 :A 419 PRO 2HD : -0.432: 0
11242:A 512 GLU 1HB :A 526 GLU 2HB : -0.742: 0

VdW violations from MAGE 118
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PRO

TYR

ASP

PRO

PHE

GLU

ASN

PRO

ILE

ILE

PRO
HIS

PRO

PRO

LEU

PRO

LYS

ARG

LEU

SER

HA

2HD

NZ

NZ

2HZ

2HG

2HA

2HD

HA

OoD1

2HB

Cz

OE2

1HD2

2HD

3HD1

1HD
HA

2HD

1HB

1HD1

1HD

2HD

1HH1

2HB

HA

A
clashscore

443

47

458

458

458

388

441

546

743

346

24

148

130

110

578

359

373

177
177

322

401

302

402

23

112

4717

641

19.
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LEU

SER

GLU

GLU

GLU

PHE

SER

PRO

PRO

ASN

ALA

PHE

GLU

PRO

LYS

ILE

ILE

THR
THR

GLN

ASP

PHE

GLU

GLU

ARG

GLU

GLN

3HD2 : -0.
HA -0.
0 -0
CDh : -0.
CDh : -0.
HD1 : -0.

2HB -0.
HA -0.

2HD -0.

2HB -0.
HA -0.
HA -0.
HA -0.

2HD -0.
HA -0.

1HG1 : -0.

1HG2 : -0.
HA -0.
HB : -0.
HA -0.
OoD2 : -0.
HE2 : -0.
HA -0.
HA -0.

1HD -0.

1HG -0.
HA -0.

30 clashscore B

427:

427:

.426:

416:

412:

425:

425:

424:

422:

421:

419:

419:

418:

417:

417:

416:

414:

413:
402:

410:

409:

408:

408:

406:

405:

404:

403:

List of bad contacts calculated by MAGE for model $num_n

/farm/software/bin/probe

1657:

A 70 ASN 2HB

1657:A 101 ALA HA
A 3 VAL 3HG1

1657:

A

VdW violations from MAGE

73

A 104 GLU 1HG
A

97

LYS 2HD -0.730:
-0.682:
TYR HD1 -0.644:

123



1657:
1657:
1657:
1657:
1657:
1657:
1657:

1657:
1657:
1657:

1657:
1657:
1657:
1657:
1657:
1657:
1657:

1657:

1657:
1657:
1657:
1657:
1657:
1657:
1657:
1657:
1657:

1657:
1657:

1657:
1657:
1657:
1657:
1657:
1657:
1657:
1657:
1657:
1657:
1657:

1657:
1657:

1657:
1657:

1657:

1657:

1657:

A

o

i e A b i

o

g

94

104

98
100
101
104

Ne]

32
20
102
32
34
32
32

27

40
59
52
52
59
59
52
74
76

89
87

91
84
86
91
10
53
41
54
95
99
61

60
60

26

21

38

LEU
LYS
GLU
LEU
LYS
ALA
GLU

ILE
LYS
GLY

LEU
VAL
THR
LEU
GLY
LEU
LEU

LYS

THR
TRP
ASN
ASN
TRP
TRP
ASN
TYR
PRO

GLU
LYS

ARG
GLY
LYS
ARG
PHE
LYS
GLY
ASN
ILE
LYS
GLU

GLY
GLY

GLU
GLU

HIS

GLU

ARG

2HG
CD
HA
2HZ
2HB
1HG

3HG2
NZ
1HA

2HB
HA

1HG2

2HD1

2HB
3HD2

2HD

1HG2
cz2

2HB
HA
HA
HA
HD2

1HD

OE2
2HB

NH2
2HA
NZ
2HH1
HE1
1HB
2HA
OoD1
1HG2
NZ
CD

1HA
1HA

OE2
OE1l

HD2

OE2

2HD

R

R

- -

B

B

5

B

VdW violations from MAGE

98
97
100
101
104
97
101

13
90

102
32
35
20

102

102
32

19

55
40
40
48
59
59
75
75
75

87
87

69
69
69
69
18
53
53
53
61
61
99

36
36

46

24

38
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LEU
TYR
LYS
ALA
GLU
TYR
ALA

LYS
GLU
ILE

THR
LEU
LEU
VAL
THR
THR
LEU

THR

LYS
THR
THR
TYR
TRP
TRP
ILE
ILE
ILE

LYS
LYS

GLU
GLU
GLU
GLU
HIS
LYS
LYS
LYS
GLU
GLU
LYS

PHE
PHE

LYS
LYS

TYR

GLY

ARG

HG -0.
Cz -0.
NZ -0.
3HB : -0.
CD : -0.
Cz -0.
CA -0.
1HD : -0.
CD : -0.
2HD1 : -0.
2HG2 : -0.
1HB : -0.
1HB : -0.
2HG1 : -0.
HB : -0.
CG2 : -0.
HA -0.
3HG2 -0.
2HB -0.
2HG2 -0.
HB : -0.
2HB -0.
HE3 : -0.
CE3 : -0.
1HG2 : -0.
2HG1 : -0.
HA -0.
2HB -0.
2HZ -0.
1HB : -0.
0] : -0.
0] : -0.
CD : -0.
2HB -0.
NZ -0.
HA -0.
NZ -0.
HA -0.
OE1l : -0.
NZ -0.
HD2 : -0.
CD2 : -0.
NZ -0.
NZ -0.
1HB : -0.
2HA -0.
1HH1 : -0.

629:
467 :
459:
426:
417:
417:
417:

657:
479:
457 :

644:
584:
538:
516:
477 :
460:
433:

627:

586:
565:
510:
508:
493:
483:
443:
420:
418:

582:
510:

532:
480:
423:
416:
508:
493:
428:
408:
489:
438:
418:

447
438:

441 :
438:

436:

436:

430:

o O O O O o oo o O O O O O O O o o

O O O O O O O o o

o O O O
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#sum?2

1657:

1657:

1657:

1657:

1657:
::33

44

79

33

67

.19

PRO 2HD :A 43 ALA HA -0
LYS 1HG :A 49 THR 3HG2 -0.
HIS CD2 :A 22 LYS HA -0.
ASP 2HB tA 5 LYS NZ -0.
TYR 2HB :A 64 LEU HA -0.
clashscore : 33.19 clashscore B

PSVS Software Environment

Output from PDB validation software

Summary from PDB validation

Greetings,

.430: 0
428: 0
427: 0
411: 0
404: 0
Aug. 26, 21:35:31 2017

[ Text modified to reflect that this was run under PSVS - Aneerban Bhattacharya:

The following checks were made on

DISTANCES AND ANGLES

We have checked your intra and intermolecular distances and angles with the
procedures currently in place at PDB:

==> The following solvent molecules are further away than 3.5 Angstroms from
macromolecule atoms which are available for hydrogen bonding in the
asymmetric unit.

none

The coordinates for water molecules which could be translated back into

the asymmetric unit are listed.

If you do not indicate otherwise we will

replace the solvent coordinates in the entry with the ones below:

none

Close contacts in same asymmetric unit.
Angstroms are considered as close contacts.

none

Close contacts based on crystal symmetry.
Angstroms are considered as close contacts.

none

Distances smaller than 2.2

Distances smaller than 2.2

Bond and angle checks are performed by first computing the average rms
error for all bonds and angles relative to standard values for nucleotide

units

[L.

Clowney et al.,

Geometric Parameters in Nucleic Acids:

Output from PDB validation software

Nitrogenous

Dec 2005
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Bases, J.Am.Chem.Soc. 1996, 118, 509-518; A. Gelbin et al., Geometric
Parameters in Nucleic Acids: Sugar and Phosphate Constituents, J.Am.Chem.Soc.
1996, 118, 519-529] and amino acid units [R.A. Engh and R. Huber, Accurate
Bond and Angle Parameters for X-ray protein structure refinement, Acta
Crystallogr. 1991, A47, 392-400]. Any bond or angle which deviates from the
dictionary values by more than six times this computed rms error is
identified as an outlier.

*** Covalent Bond Lengths:
The RMS deviation for covalent bonds relative to the standard
dictionary is 0.012 Angstroms

All covalent bonds lie within a 6.0*RMSD range about the
standard dictionary wvalues.

*** Covalent Angle Values:
The RMS deviation for covalent angles relative to the standard
dictionary is 2.4 degrees.

The following table contains a list of the covalent bond angles
greater than 6.0*RMSD.

Deviation Residue Chain Sequence Model ATl - AT2 - AT3 Bond Dictionary

Name ID Number Angle Value

-17.4 THR A 260 1 N - CA - CB 94.1 111.5
16.5 LYS A 311 1 CA - CB - CG 130.6 114.1
-22.8 LEU A 527 1 C - N - CA 98.9 121.7
15.3 LYS A 610 1 C - N - CA 137.0 121.7
14.6 ASP A 660 1 CB - CA - C 124.7 110.1
-21.8 ASP A 660 1 N - CA - CB 88.7 110.5
-45.1 GLY A 713 1 CA - C - 0 75.7 120.8
33.0 GLY A 713 1 CA - C - N 149.4 116.4
-40.5 GLY A 713 1 O - C - N 82.5 123.0

TORSION ANGLES

The torsion angle distributions have been checked. The postscript file of the
conformation rings showing the torsion angle distributions will be sent in a
separate E-mail message.

CHIRALITY

The chirality has been checked and there are no incorrect carbon chiral centers.
Some of OlP and O2P atoms do not follow the convention defined in the standard
IUBMB nomenclature (Liebecqg, C. Compendium of Biochemical Nomenclature and Related
Documents, 2nd ed.; Portland Press: London and Chapel Hill, 1992). If you do not
indicate otherwise, we will switch the labels of OlP and O2P as shown below.

OTHER IMPORTANT ISSUES

==> Please check carefully REMARKS 3 and 200 and fill in the parameters as
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appropriate.
==> The following residues are missing:
(Note: The SEQ number starts from 1 for each chain according to SEQRES

sequence record.)

RES MOD#C SEQ

MET( 2 A -17 )
ALA( 2 A -16 )
ASP( 2 A -15)
GLU( 2 A -14 )
ALA( 2 A -13)
ALA( 2 A -12 )
LEU( 2 A -11 )
ALA( 2 A -10 )
LEU( 2 A -9 )
GIN( 2 A -8 )
PRO( 2 A -7)
GLY( 2 A -6 )
GLY( 2 A -5)
SER( 2 A -4 )
PRO( 2 A -3)
SER( 2 A -2 )
ALA( 2 A -1 )
ALA( 2 A 0)
ALA( 2 A 1)
ALA( 2 A -6 )
ALA( 2 A -5
SER( 2 A -4 )
SER( 2 A -3
PRO( 2 A -2 )
ALA( 2 A -1 )
GLY( 2 A 0)
GLU( 2 A 1)
PRO( 2 A 2 )
LEU( 2 A 3 )
ARG( 2 A 4
ARG( 2 A -87 )
PRO( 2 A -86 )
ARG( 2 A -85 )
ARG( 2 A -84 )
ASP( 2 A -83 )
GLY( 2 A -82 )
PRO( 2 A -81 )
GLY( 2 A -80 )
LEU( 2 A -79 )
GLU( 2 A -78 )
ARG( 2 A -77 )
SER( 2 A -76 )
PRO( 2 A -75 )
GLY( 2 A -74 )
GLU( 2 A -73 )
PRO( 2 A -72 )
GLY( 2 A -71 )
GLY( 2 A -70 )
ALA( 2 A —69 )
ALA( 2 A —68 )
PRO( 2 A -67 )
GLU( 2 A —-66 )
ARG( 2 A —-65 )
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GLU( 2 A -64 )
VAL( 2 A -63 )
PRO( 2 A -62 )
ALA( 2 A -61)
ALA( 2 A —-60 )
ALA( 2 A -59 )
ARG( 2 A -58 )
GLY( 2 A -57 )
CYS( 2 A -56 )
PRO( 2 A -55 )
GLY( 2 A -54 )
ALA( 2 A -53 )
ALA( 2 A -52 )
ALA( 2 A -51)
ALA( 2 A -50 )
ALA( 2 A -49 )
LEU( 2 A -48 )
TRP( 2 A -47 )
ARG( 2 A —-46 )
GLU( 2 A -45 )
ALA( 2 A -44 )
GLU( 2 A -43 )
ALA( 2 A -42 )
GLU( 2 A -41 )
ALA( 2 A -40 )
ALA( 2 A -39 )
ALA( 2 A -38 )
ALA( 2 A -37 )
GLY( 2 A -36 )
GLY( 2 A -35 )
GLU( 2 A -34 )
GLN( 2 A -33 )
GLU( 2 A -32 )
ALA( 2 A -31)
GLN( 2 A -30 )
ALA( 2 A -29 )
THR( 2 A -28 )
ALA( 2 A -27 )
ALA( 2 A -26 )
ALA( 2 A -25 )
GLY( 2 A -24 )
GLU( 2 A -23 )
GLY( 2 A -22 )
ASP( 2 A -21)
ASN( 2 A -20 )
GLY( 2 A -19 )
PRO( 2 A -18 )
GLY( 2 A -17 )
LEU( 2 A -16 )
GLN( 2 A -15 )
GLY( 2 A -14 )
PRO( 2 A -13 )
SER( 2 A -12 )
ARG( 2 A -11)
GLU( 2 A -10 )
PRO( 2 A -9 )
PRO( 2 A -8 )
LEU( 2 A -7 )
ALA( 2 A -6 )
ASP( 2 A -5
ASN( 2 A -4)
LEU( 2 A -3 )
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THR( 2 A -4 )
ASP( 2 A -3
PRO( 2 A -2 )
ARG( 2 A -1)
THR( 2 A 0 )
ILE( 2 A 1)
LEU( 2 A 2)
LYS( 2 A 3
ASP( 2 A 4
LEU( 2 A 5)
LEU( 2 A 6 )
PRO( 2 A 7))
GLU( 2 A 8)
THR( 2 A 9 )
ILE( 2 A 10 )
PRO( 2 A 11 )
PRO( 2 A 12 )
PRO( 2 A 13 )
GLU( 2 A 14 )
LEU( 2 A 15 )
ASP( 2 A 16 )
ASP( 2 A 17)
MET( 2 A 18 )
LEU( 2 A 16 )
TRP( 2 A 17 )
GLN( 2 A 18 )
ILE( 2 A 19)
ILE( 2 A 16 )
ASN( 2 A 17)
ILE( 2 A 18 )
LEU( 2 A 19 )
SER( 2 A 20 )
PRO( 2 A 20 )
PRO( 2 A 21 )
ASP( 2 A 7))
ILE( 2 A 8)
ASN( 2 A 9
THR( 2 A 10 )
ILE( 2 A 11 )
GLU( 2 A 12 )
ASP( 2 A 13 )
ALA( 2 A 14 )
VAL( 2 A 15)
LYS( 2 A 16 )
LEU( 2 A 17 )
LEU( 2 A 18 )
GIN( 2 A 19 )
GLU( 2 A 20 )
CYS( 2 A 21)
LYS( 2 A 22)
LYS( 2 A 23)
ILE( 2 A 24 )
ILE( 2 A 25 )
VAL( 2 A 26 )
LEU( 2 A 27 )
ALA( 2 A 4
GLY( 2 A 5)
VAL( 2 A 6 )
SER( 2 A 7))
VAL( 2 A 8)
SER( 2 A 9)
CYS( 2 A 10 )
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GLY( 2 A 11 )
ILE( 2 A 12 )
PRO( 2 A 13 )
ASP( 2 A 14 )
PHE( 2 A 15 )
ARG( 2 A 16 )
SER( 2 A 17 )
ARG( 2 A 18 )
ASP( 2 A 19 )
GLY( 2 A 20 )
ILE( 2 A 21)
TYR( 2 A 22)
ALA( 2 A 23)
ARG( 2 A 24 )
LEU( 2 A 25 )
ALA( 2 A 26 )
VAL( 2 A 27 )
ASP( 2 A 28 )
PHE( 2 A 29 )
PRO( 2 A 6 )
ASP( 2 A 7))
PRO( 2 A 8)
GIN( 2 A 9)
ALA( 2 A 10 )
MET( 2 A 11 )
PHE( 2 A 12 )
ASP( 2 A 13 )
ILE( 2 A 14 )
GLU( 2 A 15 )
TYR( 2 A 16 )
PHE( 2 A 17 )
ARG( 2 A 18 )
LYS( 2 A 19 )
ASP( 2 A 20 )
PRO( 2 A 21 )
ARG( 2 A 22 )
PRO( 2 A 23)
PHE( 2 A 24 )
PHE( 2 A 25 )
LYS( 2 A 26 )
PHE( 2 A 27 )
ALA( 2 A 28 )
LYS( 2 A 29 )
GLU( 2 A 30 )
ILE( 2 A 31)
TYR( 2 A 32)
GLN( 2 A 30 )
PHE( 2 A 31 )
GLN( 2 A 32)
PRO( 2 A 33)
SER( 2 A 34 )
CYS( 2 A 33
HIS( 2 A 34 )
LYS( 2 A 35 )
ILE( 2 A 30 )
ALA( 2 A 31 )
LEU( 2 A 32 )
SER( 2 A 33)
ASP( 2 A 34 )
LYS( 2 A 35 )
GLU( 2 A 36 )
LYS( 2 A 35 )
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LEU( 2 A 36 )
LEU( 2 A 37 )
ASN( 2 A 33)
TYR( 2 A 34 )
THR( 2 A 35 )
GLN( 2 A 36 )
ASN( 2 A 37)
ILE( 2 A 38 )
LEU( 2 A 36 )
GLU( 2 A 37 )
GLN( 2 A 38 )
VAL( 2 A 39 )
ALA( 2 A 40 )
ILE( 2 A 37 )
GLN( 2 A 38 )
ARG( 2 A 39 )
ILE( 2 A 40 )
ILE( 2 A 41 )
PHE( 2 A 47 )
SER( 2 A 39 )
CYS( 2 A 40 )
LEU( 2 A 41 )
ILE( 2 A 42 )
CYS( 2 A 43 )
LYS( 2 A 44 )
TYR( 2 A 45 )
LYS( 2 A 46 )
VAL( 2 A 47 )
ASP( 2 A 48 )
CYS( 2 A 49 )
GLU( 2 A 50 )
VAL( 2 A 46 )
ARG( 2 A 47 )
GLY( 2 A 48 )
ASP( 2 A 49 )
ILE( 2 A 50 )
PHE( 2 A 51 )
GLN( 2 A 35 )
VAL( 2 A 36 )
VAL( 2 A 37)
PRO( 2 A 38 )
ARG( 2 A 39 )
CYS( 2 A 40 )
PRO( 2 A 41 )
ARG( 2 A 42 )
CYS( 2 A 43 )
PRO( 2 A 44 )
ALA( 2 A 45 )
ASP( 2 A 46 )
GLU( 2 A 47 )
PRO( 2 A 48 )
LEU( 2 A 49 )
ALA( 2 A 50 )
ILE( 2 A 51)
MET( 2 A 52 )
PRO( 2 A 46 )
GLU( 2 A 47 )
ILE( 2 A 48 )
VAL( 2 A 49 )
PHE( 2 A 50 )
PHE( 2 A 51 )
GLY( 2 A 52 )
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GLU( 2 A 53
LEU( 2 A 43 )
PRO( 2 A 44 )
GLU( 2 A 45 )
GLN( 2 A 46 )
PHE( 2 A 47 )
HIS( 2 A 48 )
ARG( 2 A 49 )
ALA( 2 A 50 )
MET( 2 A 51)
LYS( 2 A 52 )
TYR( 2 A 53 )
ASP( 2 A 54 )
ASP( 2 A 47 )
GLU( 2 A 48 )
VAL( 2 A 49 )
ASP( 2 A 50 )
LEU( 2 A 51 )
LEU( 2 A 52 )
ILE( 2 A 53 )
VAL( 2 A 54 )
ILE( 2 A 55 )
SER( 2 A 36 )
SER( 2 A 37 )
LEU( 2 A 38 )
LYS( 2 A 39 )
VAL( 2 A 40 )
ARG( 2 A 41 )
PRO( 2 A 42 )
VAL( 2 A 43 )
ALA( 2 A 44 )
LEU( 2 A 45 )
ILE( 2 A 46 )
PRO( 2 A 47 )
SER( 2 A 48 )
SER( 2 A 49 )
ILE( 2 A 50 )
PRO( 2 A 51 )
HIS( 2 A 52 )
GLU( 2 A 53
VAL( 2 A 54 )
PRO( 2 A 55 )
GIN( 2 A 56 )
LEU( 2 A 57 )
PRO( 2 A 47 )
LEU( 2 A 48 )
PRO( 2 A 49 )
HIS( 2 A 50 )
LEU( 2 A 51 )
HIS( 2 A 52 )
PHE( 2 A 53 )
ASP( 2 A 54 )
VAL( 2 A 55 )
GLU( 2 A 56 )
LEU( 2 A 57 )
LEU( 2 A 58 )
GLY( 2 A 59 )
ASP( 2 A 60 )
CYS( 2 A 61)
VAL( 2 A 55 )
ILE( 2 A 56 )
ILE( 2 A 57 )
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ASN( 2 A 58 )
GLU( 2 A 59 )
LEU( 2 A 60 )
CYS( 2 A 61)
HIS( 2 A 62 )
GLY( 2 A 64 )
ALA( 2 A 66 )
LYS( 2 A 67 )
CYS( 2 A 68 )
VAL( 2 A 64 )
LYS( 2 A 65 )
LEU( 2 A 66 )
SER( 2 A 67 )
GLU( 2 A 68 )
ILE( 2 A 69 )
THR( 2 A 70 )
GLU( 2 A 71 )
PRO( 2 A 68 )
PRO( 2 A 69 )
ARG( 2 A 70 )
THR( 2 A 71 )
GLN( 2 A 72)
GLU( 2 A 71 )
LEU( 2 A 72 )
ALA( 2 A 73)
LEU( 2 A 72 )
SER( 2 A 173 )
GLU( 2 A 74 )
PRO( 2 A 38 )
LEU( 2 A 39 )
HIS( 2 A 40 )
VAL( 2 A 41 )
SER( 2 A 42 )
GLU( 2 A 43 )
ASP( 2 A 44 )
SER( 2 A 45 )
SER( 2 A 46 )
SER( 2 A 47 )
PRO( 2 A 48 )
GLU( 2 A 49 )
ARG( 2 A 50 )
THR( 2 A 51 )
SER( 2 A 52 )
PRO( 2 A 53 )
PRO( 2 A 54 )
ASP( 2 A 55)
SER( 2 A 56 )
SER( 2 A 57 )
VAL( 2 A 58 )
ILE( 2 A 59 )
VAL( 2 A 60 )
THR( 2 A 61 )
LEU( 2 A 62 )
LEU( 2 A 63 )
ASP( 2 A 64 )
GLN( 2 A 65 )
ALA( 2 A 66 )
ALA( 2 A 67 )
LYS( 2 A 68 )
SER( 2 A 69 )
ASN( 2 A 70 )
ASP( 2 A 71)
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ASP( 2 A 72 )
LEU( 2 A 73 )
ASP( 2 A 74)
VAL( 2 A 75 )
SER( 2 A 176 )
GLU( 2 A 77 )
SER( 2 A 178 )
GLY( 2 A 78 )
CYS( 2 A 79)
GLU( 2 A 66 )
GLU( 2 A 67 )
LYS( 2 A 68 )
PRO( 2 A 69 )
GIN( 2 A 70 )
GLU( 2 A 71 )
VAL( 2 A 72 )
GIN( 2 A 173)
THR( 2 A 74 )
SER( 2 A 175 )
ARG( 2 A 176 )
ASN( 2 A 77)
VAL( 2 A 78 )
GLU( 2 A 79 )
SER( 2 A 80 )
ALA( 2 A 72 )
GLU( 2 A 173 )
GLN( 2 A 74 )
MET( 2 A 75 )
GLU( 2 A 176 )
ASN( 2 A 77)
PRO( 2 A 78 )
ASP( 2 A 179 )
LEU( 2 A 80 )
LYS( 2 A 81 )
SER( 2 A 81 )
SER( 2 A 82 )
THR( 2 A 83 )
GLY( 2 A 84 )
ASN( 2 A 76 )
GLU( 2 A 77)
ARG( 2 A 78 )
THR( 2 A 79 )
SER( 2 A 80 )
VAL( 2 A 81)
ALA( 2 A 82 )
GLY( 2 A 83 )
THR( 2 A 84 )
VAL( 2 A 85 )
ARG( 2 A 86 )
CYS( 2 A 81)
TRP( 2 A 82 )
PRO( 2 A 83 )
ASN( 2 A 84 )
ARG( 2 A 85 )
VAL( 2 A 86 )
ALA( 2 A 87)
GLN( 2 A 87 )
ILE( 2 A 88 )
SER( 2 A 89 )
GLY( 2 A 88 )
ASN( 2 A 89 )
GLN( 2 A 90 )
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TYR( 2 A 91 )
LEU( 2 A 92 )
PHE( 2 A 93 )
PRO( 2 A 90 )
PRO( 2 A 91 )
ASN( 2 A 92 )
ARG( 2 A 93 )
TYR( 2 A 94 )
PHE( 2 A 93 )
HIS( 2 A 94 )
GLY( 2 A 95 )
GLU( 2 A 54 )
VAL( 2 A 55 )
TYR( 2 A 56 )
SER( 2 A 57 )
ASP( 2 A 58 )
SER( 2 A 59 )
GLU( 2 A 60 )
ASP( 2 A 61 )
ASP( 2 A 62 )
VAL( 2 A 63 )
LEU( 2 A 64 )
SER( 2 A 65 )
SER( 2 A 66 )
SER( 2 A 67 )
SER( 2 A 68 )
CYS( 2 A 69 )
GLY( 2 A 70 )
SER( 2 A 71 )
ASN( 2 A 72 )
SER( 2 A 173 )
ASP( 2 A 74)
SER( 2 A 175 )
GLY( 2 A 76 )
THR( 2 A 77 )
CYS( 2 A 78 )
GIN( 2 A 79 )
SER( 2 A 80 )
PRO( 2 A 81 )
SER( 2 A 82 )
LEU( 2 A 83 )
GLU( 2 A 84 )
GLU( 2 A 85
PRO( 2 A 86 )
MET( 2 A 87 )
GLU( 2 A 88 )
ASP( 2 A 89 )
GLU( 2 A 90 )
SER( 2 A 91 )
GLU( 2 A 92 )
ILE( 2 A 93 )
GLU( 2 A 94 )
GLU( 2 A 95 )
PHE( 2 A 96 )
ASN( 2 A 96 )
GLY( 2 A 97 )
GLU( 2 A 89 )
ASP( 2 A 90 )
GLU( 2 A 91 )
PRO( 2 A 92 )
ASP( 2 A 93 )
VAL( 2 A 94 )
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PRO
GLU
ARG
ALA
GLY
PHE
GLY
ASP
GLY
ASP
ASP
GLN
GLU
ALA
ILE
ALA
ILE
SER
VAL
LYS
GLN
GLU
VAL
THR
ASP
MET
ASN
TYR
PRO
SER
ASN
LYS
SER

DDV NODRODNONNODNONNODNONNONNDNONNDNONONNDNONDNNDNDNDNDNDNDNDNDNDNN
b i i A - i S S e i i S - i i i i S

MISMATCH:
MISMATCH:
MISMATCH:
MISMATCH:
MISMATCH:
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MISMATCH:
MISMATCH:
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MISMATCH:
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MISMATCH:
MISMATCH:
MISMATCH:
MISMATCH:
MISMATCH:

95
96
97
98
99
100
101
95
96
97
98
99
100
101
102
105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122

ChainID=A
ChainID=A
ChainID=A
ChainID=A
ChainID=A
ChainID=A
ChainID=A
ChainID=A
ChainID=A
ChainID=A
ChainID=A
ChainID=A
ChainID=A
ChainID=A
ChainID=A
ChainID=A
ChainID=A
ChainID=A
ChainID=A
ChainID=A
ChainID=A
ChainID=A
ChainID=A
ChainID=A
ChainID=A
ChainID=A
ChainID=A

ResNum=3

ResNum="7

ResNum=38

ResNum=12
ResNum=13
ResNum=17
ResNum=23
ResNum=24
ResNum=26
ResNum=31
ResNum=33
ResNum=39
ResNum=43
ResNum=44
ResNum=46
ResNum=48
ResNum=59
ResNum=60
ResNum=63
ResNum=65
ResNum=69
ResNum=75
ResNum=77
ResNum=82
ResNum=85
ResNum=90
ResNum=92
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(ARG VAL)

(ALA  LYS)

(ALA LYS)

(HIS MET)
(SER LYS)
(GLN CYS)
(ARG GLY)
(LYS GLY)
(ARG HIS)
(ASP  ASN)
(PRO  HIS)
(ASP  LYS)
(CYS ALA)
(HIS PRO)
(... TYR)
(ALA  TYR)
(ASN  TRP)
(ARG GLY)
(ARG THR)
(GLY MET)
(CYS GLU)
(LEU ILE)
(PRO  GLY)
(ASN  PHE)
(GLU ILE)
(ARG GLU)
(LEU ALA)
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MISMATCH: ChainID=A ResNum=99 (GLY LYS)
MISMATCH: ChainID=A ResNum=100 (GLY LYS)
SEQUENCE WARNING: Residue (A GLY and Residue (A ASP
SEQUENCE WARNING: Residue (A GLU and Residue (A LYS

1) ( 2 are linked together

4 ) ( 5
SEQUENCE WARNING: Residue (A LYS 5 ) and Residue (A GLY 6

6 ) ( 7

9) ( 1

)

) are linked together

) are linked together
SEQUENCE WARNING: Residue (A GLY and Residue (A LYS ) are linked together
SEQUENCE WARNING: Residue (A ILE and Residue (A PHE 10 ) are linked together
SEQUENCE WARNING: Residue (A PHE 10 and Residue (A ILE 11 are linked together
SEQUENCE WARNING: Residue (A ILE 11 and Residue (A MET 12 are linked together
SEQUENCE WARNING: Residue (A CYS 14 and Residue (A SER 15 are linked together
SEQUENCE WARNING: Residue (A SER 15 and Residue (A GLN 16 are linked together
SEQUENCE WARNING: Residue (A HIS 18 and Residue (A THR 19 are linked together
SEQUENCE WARNING: Residue (A THR 19 and Residue (A VAL 20 are linked together
SEQUENCE WARNING: Residue (A VAL 20 and Residue (A GLU 21 are linked together
SEQUENCE WARNING: Residue (A GLU 21 and Residue (A LYS 22 are linked together
SEQUENCE WARNING: Residue (A LYS 27 and Residue (A THR 28 are linked together
SEQUENCE WARNING: Residue (A GLY 29 and Residue (A PRO 30 are linked together
SEQUENCE WARNING: Residue (A LEU 32 and Residue (A HIS 33 are linked together
SEQUENCE WARNING: Residue (A GLY 34 and Residue (A LEU 35 are linked together
SEQUENCE WARNING: Residue (A LEU 35 and Residue (A PHE 36 are linked together
SEQUENCE WARNING: Residue (A PHE 36 and Residue (A GLY 37 are linked together
SEQUENCE WARNING: Residue (A GLY 37 and Residue (A ARG 38 are linked together
SEQUENCE WARNING: Residue (A ARG 38 and Residue (A LYS 39 are linked together
SEQUENCE WARNING: Residue (A THR 40 and Residue (A GLY 41 are linked together
SEQUENCE WARNING: Residue (A GLY 41 and Residue (A GLN 42 are linked together
SEQUENCE WARNING: Residue (A SER 47 and Residue (A TYR 48 are linked together
SEQUENCE WARNING: Residue (A ALA 50 and Residue (A ALA 51 are linked together
SEQUENCE WARNING: Residue (A ALA 51 and Residue (A ASN 52 are linked together
SEQUENCE WARNING: Residue (A ASN 52 and Residue (A LYS 53 are linked together
SEQUENCE WARNING: Residue (A LYS 53 and Residue (A ASN 54 are linked together
SEQUENCE WARNING: Residue (A ASN 54 and Residue (A LYS 55 are linked together
SEQUENCE WARNING: Residue (A LYS 55 and Residue (A GLY 56 are linked together
SEQUENCE WARNING: Residue (A GLY 56 and Residue (A ILE 57 are linked together
SEQUENCE WARNING: Residue (A ILE 57 and Residue (A ILE 58 are linked together
SEQUENCE WARNING: Residue (A GLU 61 and Residue (A ASP 62 are linked together
SEQUENCE WARNING: Residue (A ASP 62 and Residue (A THR 63 are linked together
SEQUENCE WARNING: Residue (A LEU 64 and Residue (A MET 65 are linked together
SEQUENCE WARNING: Residue (A TYR 67 and Residue (A LEU 68 are linked together
SEQUENCE WARNING: Residue (A LEU 68 and Residue (A GLU 69 are linked together
SEQUENCE WARNING: Residue (A PRO 71 and Residue (A LYS 72 are linked together
SEQUENCE WARNING: Residue (A LYS 72 and Residue (A LYS 73 are linked together
SEQUENCE WARNING: Residue (A LYS 73 and Residue (A TYR 74 are linked together
SEQUENCE WARNING: Residue (A TYR 74 and Residue (A ILE 75 are linked together
SEQUENCE WARNING: Residue (A THR 78 and Residue (A LYS 79 are linked together
SEQUENCE WARNING: Residue (A LYS 79 and Residue (A MET 80 are linked together
SEQUENCE WARNING: Residue (A MET 80 and Residue (A ILE 81 are linked together
SEQUENCE WARNING: Residue (A ILE 81 and Residue (A PHE 82 are linked together
SEQUENCE WARNING: Residue (A GLY 84 and Residue (A ILE 85 are linked together
SEQUENCE WARNING: Residue (A LYS 86 and Residue (A LYS 87 are linked together
SEQUENCE WARNING: Residue (A LYS 87 and Residue (A LYS 88 are linked together
SEQUENCE WARNING: Residue (A GLU 89 and Residue (A GLU 90 are linked together
SEQUENCE WARNING: Residue (A ASP 93 and Residue (A LEU 94 are linked together
SEQUENCE WARNING: Residue (A LEU 94 and Residue (A ILE 95 are linked together
SEQUENCE WARNING: Residue (A ILE 95 and Residue (A ALA 96 are linked together
SEQUENCE WARNING: Residue (A ALA 96 and Residue (A TYR 97 are linked together
SEQUENCE WARNING: Residue (A TYR 97 and Residue (A LEU 98 are linked together
SEQUENCE WARNING: Residue (A LEU 98 and Residue (A LYS 99 are linked together
SEQUENCE WARNING: Residue (A ALA 101 ) and Residue (A THR 102 ) are linked together
SEQUENCE WARNING: Residue (A THR 102 ) and Residue (A ASN 103 ) are linked together

There were mismatches between the deposited sequence and sequence
in coordinates involving alanines and/or glycines. The residue
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names have been changed to match the deposited sequence and/or
the sequence database unless engineered mutation were specified

in the deposition.

remark 470.
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f1SIRT1_CytoC.pdb: Missing KEYWDS records

f1SIRT1_CytoC.pdb: Missing TITLE record
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