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The following versions of software and data (see references (i)) were used in the production of this report:

MolProbity : 4.02b-467
Mogul : 1.8.5(274361), CSD as541be (2020)

Xtriage (Phenix) : 1.13
EDS : 211
buster-report : 1.1.7 (2018)
Percentile statistics : 20191225.v01 (using entries in the PDB archive December 25th 2019)

Refmac : 5.8.0158
CCP4 : 7.0.044 (Gargrove)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : 2.11
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1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:
X-RAY DIFFRACTION

The reported resolution of this entry is 3.90 A.

Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in
the following graphic. The table shows the number of entries on which the scores are based.

Metric Percentile Ranks Value

Rfree I [ 0272

Clashscore I 42

Ramachandran outliers N 13.0%
Sidechain outliers ( I 12.4%
RSRZ outliers I M 6.3%

RNA backbone N [| I 0.49

Worse Better

0 Percentile relative to all X-ray structures

[l Percentile relative to X-ray structures of similar resolution

Metric Whole archive Similar resolution

(#Entries) (#Entries, resolution range(A))

R ree 130704 1002 (4.14-3.66)

Clashscore 141614 1004 (4.12-3.68)

Ramachandran outliers 138981 1021 (4.14-3.66)

Sidechain outliers 138945 1014 (4.14-3.66)

RSRZ outliers 127900 1275 (4.20-3.60)

RNA backbone 3102 1040 (4.76-3.00)

The table below summarises the geometric issues observed across the polymeric chains and their
fit to the electron density. The red, orange, yellow and green segments on the lower bar indicate
the fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality
criteria respectively. A grey segment represents the fraction of residues that are not modelled.
The numeric value for each fraction is indicated below the corresponding segment, with a dot
representing fractions <=5% The upper red bar (where present) indicates the fraction of residues
that have poor fit to the electron density. The numeric value is given above the bar.

Mol | Chain | Length Quality of chain

ﬁ

1 AA 1522 35% 52% 12%
ﬁ

1 CA 1522 34% 51% 13%
&

2 AB 256 20% 57% 14% . 8%
5%

2 CB 256 18% 60% 3% . 8%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
5%
3 AC 239 23% 52% 12% 13%
%
3 CC 239 22% 53% 11% 13%
%
4 AD 209 40% 45% 7S
3%
4 CD 209 - 41% 45% 11% -
%
5 AE 162 = 27% 54% 1% - %
2%
5 CE 162 - 30% 51% 12% - 1%
2%
6 AF 101 - 39% 53% e
5%
6 CF 101 35% 59% 6%
8%
7 AG 156 39% 49% 0%
7%
7 CG 156 35% 52% e -
%
8 AH 138 = 30% 60% v
%
8 CH 138 28% 61% e
5%
_ e i
9 AT 128 26% 61% 11% .o
%
9 CI 128 - 28% 56% BTV
5%
10 Al 105 * 57% 19% 6%
5%
h
10 CJ 105 21% 55% 18% 6%
7%
11 AK 129 30% 54% Taw 8%
3%
11 CK 129 - 29% 55% Taw 8%
2%
12 AL 132 - 33% 47% 14% . 5%
3%
12 CL 132 30% 51% e 5%
0%
h
13 AM 126 25% 50% 24%
5%
h
13 CM 126 21% 57% 19%
5%
_
14 AN 61 21% 44% 31%
3%
_
14 CN 61 20% 51% 26%
3%
15 AO 89 35% 55% 9%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
%
15 CO 89 30% 60% BT
%
16 AP 88 i 33% 57% “6% 5%
16 CP 88 34% 57% 5% 5%
%
17 AQ 105 - 36% 51% 7% - 5%
%
17 CQ 105 = 35% 53% “6% - 5%
%
18 AR &8 31% 43% T 7 —
18 CR 88 28% 43% 6% . 20%
8%
19 AS 93 _16%_ 51% 17% 15%
%
19 CS 93 IT 54% 15% 15%
8%
h
20 AT 106 23% 58% 13% %
5%
_
20 CT 106 22% 58% 14% 7%
5%
21 AU 27 — 48% 33% 1% 7%
7%
h
21 CU 27 26% 48% 19% 7%
2%
—
22 AW 76 5% 67% 26%
%
22 AY 76 9% 12% 78%
3%
—
22 CW 76 . 63% 30%
5%
22 CY 76 9% 11% - 78%
%
23 AV 7 8% 38% 51%
5%
23 CvV 77 8% 47% 40% 5%
24 AX 24 21% 13% 67%
%
24 CX 24 -8%_ 17% 17% 58%
5%
25 | BA 2916 | T — ST e
5%
25 | DA 2916 | T3, s0% e
%
26 BB 122 24% 61% T 7S
%
26 DB 122 20% 63% VT

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
27 BC 229 30;5/O 37% 16% 17%
37%
27 DC 229 29% 38% 15% 17%
28 BD 276 32% 50% 6% -
28 DD 276 2 30% 51% 15% .-
29 BE 206 = 26% 49% 21% -
29 DE 206 = 25% 49% 22% -
30 BF 210 ﬁT 59% 6% -
30 DF 210 : 23% 60% 6% -
31 BG 182 = 17% 64% 18% -
31 DG 182 = 16% 64% 18% -
28%
32 BH 180 15% 54% 16% 11%
32 | DH 180 | 2% o a0
33 BI 148 &18%_ 54% 26% -
33 DI 148 %W 59% 22% -
34 BN 140 |/° 25% 49% 21% -
34 DN 140 24% 51% 21% -
35 BO 122 38% 52% 10%
35 DO 122 51% 35% 14%
36 BP 150 = 17% 49% 28% -
36 DP 150 = 19% 8% 27% -
37 BQ 141 = 29% 57% 11%
3| pg | 11 | = o
38 BR 118 : 31% 50% 17%
38 DR 118 |/° 32% 49% 16%
39 BS 112 - 13% 43% 29% 12%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
3%
39 DS 112 13% 44% 29% _—
5%
40 BT 146 24% 45% 25% 5%
%
40 DT 146 23% 45% 25% 5%
3%
4] BU 118 25% 62% 12%
4] DU 118 25% 62% 12%
5%
42 BV 101 25% 53% 19% -
%
42 DV 101 25% 53% 20%
5%
43 BW 113 32% 53% 13%
%
43 DW 113 : 30% 54% 14%
44 BX 96 40% 51% 6% .
3%
44 DX 96 38% 52% 7%
8%
.. —_—
45 BY 110 23% 43% 22% 5% 8%
8%
h N
45 DY 110 21% 42% 24% 5% 8%
2%
46 BZ 206 % 50% 20% e
8%
46 DZ 206 _15%_ 51% 20% .
4%
e
47 B0 85 32% 53% 13%
T1%
h
47 DO 85 29% 54% 14%
2%
_
48 B1 98 21% 58% 14%
48 D1 98 _—l 58% 14%
3%
_ I
49 B2 72 22% 54% 17% 6% -
3%
_ I
49 D2 72 21% 57% 14% 7% -
5%
50 B3 60 18% 63% 18%
5%
50 D3 60 18% 63% 18%
51 B4 71 % 27% 8% - 56%
51 D4 71 6% 27% 10% - 56%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
0%
52 B5 60 35% 47% 5%
5%
52 D5 60 35% 47% 5%
26%
—
53 B6 54 9% 43% 24% 7% 17%
3%
—
53 D6 54 7% 46% 22% 7% 17%
54 BT 49 43% 49% 8%
%
54 D7 49 41% 51% 8%
9%
55 B8 65 20% 55% 22% .
3%
55 D8 65 23% 51% 23% -
86%
56 B9 37 46% 43% 8%
89%
56 D9 37 41% 49% 8%

The following table lists non-polymeric compounds, carbohydrate monomers and non-standard
residues in protein, DNA, RNA chains that are outliers for geometric or electron-density-fit crite-

ria:

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
o7 MG AA 1610 - - X
o7 MG AA 1612 - - X
57 MG AA 1623 - - X
57 MG AA 1628 - - X
57 MG AA 1631 - - X
57 MG AA 1634 - - X
57 MG AA 1636 - - X
o7 MG AA 1638 - - X
57 MG AA 1645 - - X
57 MG AA 1652 - - X
57 MG AA 1654 - - X
57 MG AA 1676 - - X
57 MG AA 1679 - - X
57 MG AA 1686 - - X
o7 MG AA 1687 - - X
57 MG AA 1688 - - X
o7 MG BA 3001 - - X
D7 MG BA 3003 - - X
a7 MG BA 3009 - - X
27 MG BA 3010 - - X

Continued on next page...
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Continued from previous page...

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
57 MG BA | 3018 - - - X
57 MG BA | 3021 - - - X
57 MG BA | 3037 - - - X
57 MG BA | 3059 - - - X
o7 MG BA | 3061 - - X -
o7 MG BA | 3062 - - X -
o7 MG BA | 3067 - - - X
57 MG BA | 3085 - - - X
57 MG BA | 3087 - - - X
57 MG BA | 3097 - - - X
57 MG BA | 3105 - - - X
57 MG BA | 3117 - - - X
o7 MG BA | 3120 - - - X
o7 MG BA | 3124 - - - X
57 MG BA | 3134 - - - X
57 MG BA | 3135 - - - X
57 MG BA | 3150 - - - X
57 MG BA | 3154 - - - X
57 MG BA | 3160 - - - X
o7 MG BA | 3163 - - - X
57 MG BA | 3167 - - - X
57 MG BA | 3173 - - - X
57 MG BA | 3187 - - - X
57 MG BA | 3190 - - - X
57 MG BA | 3193 - - - X
57 MG BA | 3195 - - - X
o7 MG BA | 3199 - - - X
57 MG BA | 3201 - - - X
57 MG BA | 3204 - - - X
57 MG BA | 3217 - - - X
57 MG BA | 3221 - - X -
57 MG BA | 3223 - - - X
o7 MG BA | 3231 - - - X
o7 MG BA | 3233 - - - X
57 MG BA | 3236 - - - X
57 MG BA | 3237 - - - X
57 MG BA | 3240 - - - X
57 MG BA | 3242 - - - X
57 MG BA | 3243 - - - X
o7 MG BA | 3245 - - - X
o7 MG BA | 3248 - - - X
57 MG BA | 3249 - - - X

Continued on next page...
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Continued from previous page...

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
57 MG BA | 3251 - - - X
57 MG BA | 3254 - - - X
57 MG BB 203 - - - X
57 MG BU 201 - - - X
o7 MG CA 1604 - - - X
o7 MG CA 1606 - - - X
o7 MG CA 1609 - - - X
57 MG CA 1619 - - - X
57 MG CA 1620 - - - X
57 MG CA 1625 - - - X
57 MG CA 1626 - - - X
57 MG CA 1635 - - - X
o7 MG CA 1636 - - - X
o7 MG CA 1638 - - - X
57 MG CA 1640 - - - X
57 MG CA 1645 - - - X
57 MG CA 1656 - - - X
57 MG CA 1667 - - - X
57 MG CA 1669 - - - X
o7 MG CA 1670 - - - X
57 MG CA 1678 - - - X
57 MG CA 1680 - - - X
57 MG CA 1682 - - - X
57 MG CA 1683 - - - X
57 MG CA 1693 - - - X
57 MG CV 102 - - - X
o7 MG DO 101 - - - X
57 MG D5 102 - - - X
57 MG DA | 3002 - - - X
57 MG DA | 3006 - - - X
57 MG DA | 3020 - - - X
57 MG DA | 3028 - - - X
o7 MG DA | 3038 - - - X
o7 MG DA | 3060 - - - X
57 MG DA | 3063 - - - X
57 MG DA | 3064 - - - X
57 MG DA | 3065 - - - X
57 MG DA | 3075 - - - X
57 MG DA | 3094 - - - X
o7 MG DA | 3107 - - - X
o7 MG DA | 3110 - - - X
57 MG DA | 3112 - - - X

Continued on next page...
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Continued from previous page...

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
57 MG DA | 3127 - - - X
57 MG DA | 3128 - - - X
57 MG DA | 3132 - - - X
57 MG DA | 3136 - - - X
o7 MG DA | 3161 - - - X
o7 MG DA | 3162 - - - X
o7 MG DA | 3164 - - - X
57 MG DA | 3165 - - - X
57 MG DA | 3167 - - - X
57 MG DA | 3176 - - - X
57 MG DA | 3177 - - - X
57 MG DA | 3179 - - - X
o7 MG DA | 3181 - - - X
o7 MG DA | 3184 - - - X
57 MG DA | 3191 - - - X
57 MG DA | 3192 - - - X
57 MG DA | 3195 - - - X
57 MG DA | 3197 - - - X
57 MG DA | 3198 - - - X
o7 MG DA | 3199 - - - X
57 MG DA | 3211 - - - X
57 MG DA | 3212 - - - X
57 MG DA | 3214 - - - X
57 MG DA | 3221 - - - X
57 MG DA | 3227 - - - X
57 MG DA | 3230 - - - X
o7 MG DA | 3236 - - - X
57 MG DA | 3237 - - - X
57 MG DA | 3238 - - - X
57 MG DA | 3241 - - - X
57 MG DA | 3244 - - - X
57 MG DA | 3246 - - - X
o7 MG DA | 3247 - - - X
o7 MG DA | 3251 - - - X
57 MG DA | 3254 - - - X
57 MG DA | 3256 - - - X
57 MG DA | 3259 - - - X
57 MG DA | 3264 - - - X
57 MG DA | 3265 - - - X
o7 MG DA | 3268 - - - X
59 ZN AN 101 - - X -
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2  Entry composition (i)

There are 59 unique types of molecules in this entry. The entry contains 292667 atoms, of which
0 are hydrogens and 0 are deuteriums.

In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occu-
pancy, the AltConf column contains the number of residues with at least one atom in alternate
conformation and the Trace column contains the number of residues modelled with at most 2

atoms.

e Molecule 1 is a RNA chain called 16S rRNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
1 AA 1504 32326 14389 5989 10445 1503 0 0 0
Total C N O P
1 CA 1503 32304 14379 5984 10439 1502 0 0 0
There are 2 discrepancies between the modelled and reference sequences:
Chain | Residue | Modelled | Actual Comment Reference
AA 342 U G ENGINEERED MUTATION | GB AP008226.1
CA 342 U G ENGINEERED MUTATION | GB AP008226.1

e Molecule 2 is a protein called 30S ribosomal protein S2.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 AB 235 1;883{1 12(13 3122 321 g 0 0 !
2 CB 235 ?gfﬁl 12(13 314\112 321 g 0 0 !
e Molecule 3 is a protein called 30S ribosomal protein S3.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 AC 207 ?2%1 10(16 BTE) 2(8)1 ? 0 0 !
3 cC 207 ?2%1 10(16 BTE) 2(8)1 ? 0 0 !
e Molecule 4 is a protein called 30S ribosomal protein S4.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 AD 208 T%?al 10C66 3219 2(9)1 g 0 0 0

Continued on next page...
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
1 CD 208 1703 1066 339 291 7 0 0 0
e Molecule 5 is a protein called 30S ribosomal protein S5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
g AB 151 1147 724 218 201 4 0 0 1
Total C N O S
g CE 151 1147 724 218 201 4 0 0 1
e Molecule 6 is a protein called 30S ribosomal protein S6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 AF 101 843 531 155 154 3 0 0 0
Total C N O S
6 CF 101 843 531 155 154 3 0 0 0
e Molecule 7 is a protein called 30S ribosomal protein S7.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 AG 159 1257 781 252 218 6 0 0 0
Total C N O S
7 CG 159 1257 781 252 218 6 0 0 0
e Molecule 8 is a protein called 30S ribosomal protein S8.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 AH 138 1116 705 215 193 3 0 0 0
Total C N O S
8 CH 138 1116 705 215 193 3 0 0 0
e Molecule 9 is a protein called 30S ribosomal protein S9.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
) Al 127 1010 639 197 174 0 0
Total C N O
) Cl 127 1010 639 197 174 0 0
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e Molecule 10 is a protein called 30S ribosomal protein S10.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
10 A 9 T709t5a 1 45(;9 12]7 1(;8 ? 0 0 1
10 ©J 9 T709t5a 1 439 1217 1(;8 ? 0 0 1

e Molecule 11 is a protein called 30S ribosomal protein S11.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 AK 119 TSOE;E? 1 529 11(\318 1((?5 g 0 0 0
1 CK 119 TSOE;E?I 529 11(\318 1((?5 g 0 0 0

e Molecule 12 is a protein called 30S ribosomal protein S12.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
R R I T T A L
e I A e A L

e Molecule 13 is a protein called 30S ribosomal protein S13.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR R
IR Y IR EEE
e Molecule 14 is a protein called 30S ribosomal protein S14.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
AN e i | 0 | 0 |0
N |0 e | 0 | 0 |0

e Molecule 15 is a protein called 30S ribosomal protein S15.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
15 AO 88 734 459 147 126 2 0 0 0
Total C N O S
15 co 88 734 459 147 126 2 0 0 0
e Molecule 16 is a protein called 30S ribosomal protein S16.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
16 AP 84 701 443 140 117 1 0 0 1
Total C N O S
16 CP 84 701 443 140 117 1 0 0 1
e Molecule 17 is a protein called 30S ribosomal protein S17.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
17 AQ 100 824 528 152 142 2 0 0 1
Total C N O S
17 cQ 100 824 528 152 142 2 0 0 1
e Molecule 18 is a protein called 30S ribosomal protein S18.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
18 AR 70 574 367 112 95 0 0
Total C N O
18 CR 0 574 367 112 95 0 0
e Molecule 19 is a protein called 30S ribosomal protein S19.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
19 | AS 7 630 403 115 110 2 0 0 1
Total C N O S
19 CS & 630 403 115 110 2 0 0 1
e Molecule 20 is a protein called 30S ribosomal protein S20.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
20 AT % 763 470 162 129 2 0 0 0

Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

a o | om (WO [ 0
e Molecule 21 is a protein called 30S ribosomal protein THX.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

21 | CU 25 goggl 128 ; ?% 0 1
e Molecule 22 is a RNA chain called tRNA-Phe.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
22 AW 7 Tgtlaél 7(2]3 2150 5(;1 72’) 0 0 0
22 AY 17 T30(;D§ 1 123 613\;3 1(1)7 12 0 0 0
22 CW 7 Tgtlaél 7(2]3 2150 5(;1 72’) 0 0 0
22 CY 17 T??é? 1 123 613\;5 1(1)7 12 0 0 0

e Molecule 23 is a RNA chain called tRNA-fMet.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
23 AV [ Tgﬁ 7?2 21;7 5%)8 ; 0 0 0
23 Cv [ T(E)SZI 7?2 215\;7 528 ; 0 0 0

e Molecule 24 is a RNA chain called messenger RNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
24 | AX 8 Lol 7(36 » ?6 . 0 0 0
24 | CX 10 gofgl 9C6 3N9 6% Pg) 0 0 0

e Molecule 25 is a RNA chain called 23S rRNA.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N 0O P
25 BA 2803 60378 26870 11297 19409 2802 0 0 0
Total C N @) P
25 DA 2803 60378 26870 11297 19409 2802 0 0 0
e Molecule 26 is a RNA chain called 5S rRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @) P
26 BB 119 2551 1136 471 826 118 0 0 0
Total C N 0O P
20 bB 119 2551 1136 471 826 118 0 0 0
e Molecule 27 is a protein called 50S ribosomal protein L1.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
21 BC 191 1142 691 221 230 0 0 1
Total C N O
21 DC 191 1142 691 221 230 0 0 1
e Molecule 28 is a protein called 50S ribosomal protein L2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
28 BD 272 2105 1329 417 356 3 0 0 1
Total C N O S
28 DD 272 2105 1329 417 356 3 0 0 1
e Molecule 29 is a protein called 50S ribosomal protein L3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
29 BE 205 1564 988 300 270 6 0 0 1
Total C N O S
29 DE 205 1564 988 300 270 6 0 0 1
e Molecule 30 is a protein called 50S ribosomal protein L4.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
30 BF 208 1624 1035 304 282 3 0 0 1

Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

3 = 208 ?22341 1(%5 31(\)14 2%)2 2 0 y 1
e Molecule 31 is a protein called 50S ribosomal protein L5.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
31 BG 181 ?Zt;ll 932 216\318 2(30 ZSL 0 0 0
31 bG 181 ?Zt;ll 932 21(\318 2(630 ZSL 0 0 0

e Molecule 32 is a protein called 50S ribosomal protein L6.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
32 BH 160 1;3;?’)1 7(733 2219 2(2)0 ? 0 0 1
32 bH 160 1;3;21 7(733 2219 2(2)O ? 0 0 !

e Molecule 33 is a protein called 50S ribosomal protein L9.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
33 Bl 146 1;(1);;1 7(233 2151 287 ? 0 0 L
33 bl 146 1;(1);3;1 7(233 2151 287 ? 0 0 L

e Molecule 34 is a protein called 50S ribosomal protein L13.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
R L A L
e R R A L

e Molecule 35 is a protein called 50S ribosomal protein L14.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
35 | BO 122 | Gt s m 1m0 4 0 0 0
0o | | s | 0 | 0 | o
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e Molecule 36 is a protein called 50S ribosomal protein L.15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
36 BP 146 ?1);3441 65(;2 21;I7 183 2 0 0 0
36 bp 146 ?1);3441 632 21;7 183 2 0 0 0

e Molecule 37 is a protein called 50S ribosomal protein L.16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
37 BQ 141 ?1);3; 7(1]5 21112 1(528 g 0 0 0
37 bQ 141 ?1);3; 7(1]5 21112 1(538 S 0 0 0

e Molecule 38 is a protein called 50S ribosomal protein L17.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
38 BR 7 1;)06t (? 1 559 21§2 1(;9 0 0 0
38 DR 17 go(it (? 1 559 21§2 1(;9 0 0 0

e Molecule 39 is a protein called 50S ribosomal protein L18.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
39 BS 9 T7O7th1 4(;6 1?5 1(??0 0 0 !

39 DS 9 T7O7th1 4(;6 1?5 1(3?0 0 0

e Molecule 40 is a protein called 50S ribosomal protein L19.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
40 BT 138 1142 710 235 196 1 0 0 1
Total C N O S
40 DT 138 1142 710 235 196 1 0 0 1

e Molecule 41 is a protein called 50S ribosomal protein L20.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
41 BU 17 958 604 202 151 1 0 0 0
Total C N O S
41 by 17 958 604 202 151 1 0 0 0
e Molecule 42 is a protein called 50S ribosomal protein L21.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
42 BV 101 779 501 142 135 1 0 0 0
Total C N O S
42 bV 101 779 501 142 135 1 0 0 0
e Molecule 43 is a protein called 50S ribosomal protein L22.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
43 BW 13 896 563 176 155 2 0 0 0
Total C N O S
43 bW 13 896 563 176 155 2 0 0 0
e Molecule 44 is a protein called 50S ribosomal protein L23.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @)
4 BX 93 726 471 132 123 0 0
Total C N 0]
44 DX 93 726 471 132 123 0 0
e Molecule 45 is a protein called 50S ribosomal protein L24.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
) BY 101 776 500 149 123 4 0 0 1
Total C N O S
4 DY 101 776 500 149 123 4 0 0 1
e Molecule 46 is a protein called 50S ribosomal protein 1.25.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
16 Bz L 1404 897 253 252 2 0 0 1

Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

16 bz L TZBT 85()]7 2213 2(;2 2 0 0 1
e Molecule 47 is a protein called 50S ribosomal protein L27.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
47 B0 84 1;30(31 4(le 114\1]0 1(1)1 ? 0 0 0
47 Do 84 1;30(31 4(le 114\1]0 1(1)1 ? 0 0 0

e Molecule 48 is a protein called 50S ribosomal protein L28.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
18 Bl o4 T703t;l 4(630 114\1]6 1(2)5 ? 0 0 1
18 b1 o4 1;);;1 4(630 114\1]6 1(2)5 ? 0 0 !

e Molecule 49 is a protein called 50S ribosomal protein L29.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
A L Y L .
IR FY T REEEE

e Molecule 50 is a protein called 50S ribosomal protein L30.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
50 | B3 60 Tg;l 238 91\1 ;)8 ? 0 0 1
| w [ S NOS[ 0 | o |

e Molecule 51 is a protein called 50S ribosomal protein L31.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
51| B4 31 1;0521 122 ?1)\; f?) 2 0 0 1
IEEENEN YT HEEERE

WO RLDWIDE
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e Molecule 52 is a protein called 50S ribosomal protein L32.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
52 | B5 59 ngl 228 91\5 706 ? 0 0 0
52 | D5 59 ngl 228 é\(f) % ? 0 0 0
e Molecule 53 is a protein called 50S ribosomal protein L33.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
e Molecule 54 is a protein called 50S ribosomal protein L34.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o4 BT 49 aoltgl 2?7 1155 5?’) 2 0 0 :
o4 b7 49 aoltgl 2?7 1155 5?’) 2 0 0 :

e Molecule 55 is a protein called 50S ribosomal protein L35.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o B | e G s e | 0| 0 |1
o D8 | e | G s e | 0 | 0 |1

e Molecule 56 is a protein called 50S ribosomal protein L36.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
5 | B9 36 gogtgl 123 61\; 4% 2 0 0 0
56 | D9 36 gogtgl 123 61\; 4% 2 0 0 0

e Molecule 57 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

57 | BU 1 Toltal l\gg 0 0
Total Mg

57 | BB 4 P 0 0

57 | BO 1 Tofal l\/ig 0 0
Total Mg

57 | BA 261 Sl 261 0 0
Total Mg

57 | CA 94 o os 0 0

57 | Do 1 Total - Mg 0 0
1 1

57 | cv 2 Total - Mg 0 0
2 2

57 | BF 9 Total - Mg 0 0
2 2

57 | B3 1 Total - Mg 0 0
1 1

57 | B 9 Total - Mg 0 0
2 2

57 | BE 1 Toltal l\gg 0 0

57 | D5 9 Total - Mg 0 0
9 2
Total Mg

57 | AA 93 o3 o 0 0

57 B1 1 Total - Mg 0 0
1 1

57 | DE 1 Toltal l\gg 0 0
Total Mg

57 | DA 268 268 o6n 0 0

57 | AX 9 Total = Mg 0 0
9 2

57 | DD 1 Toltal N{g 0 0

57 | DB 9 Toztal N;g 0 0

e Molecule 58 is PAROMOMYCIN (three-letter code: PAR) (formula: CosHy5N5014).
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PAR
Ho
Fi:o' j
o —_!..’:‘.": :" \:o PL:I\{
.__J JE LN i
HIT oS oo
ol_ 20H
G0 :
AN, oA
HOWELN oo 117 i
_W‘J gy
OH
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
58 | AA ! 2 23 5 14 0 0
Total C N O
58 | CA ! 2 23 5 14 0 0

e Molecule 59 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
59 ON 1 Total Zn 0 0
1 1
59 AD 1 Total Zn 0 0
1 1
59 oD 1 Total Zn 0 0
1 1
59 | AN 1 Toltal Zln 0 0
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Stretches of 2 or more

12%

Full wwPDB X-ray Structure Validation Report
52%

35%

4%

Chain AA: T

a chain summarises the proportions of the various outlier classes displayed in the second graphic.
The second graphic shows the sequence view annotated by issues in geometry and electron density.
Residues are color-coded according to the number of geometric quality criteria for which they

contain at least one outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot

above a residue indicates a poor fit to the electron density (RSRZ > 2).
consecutive residues without any outlier are shown as a green connector. Residues present in the

sample, but not in the model, are shown in grey.

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for
e Molecule 1: 16S rRNA

3 Residue-property plots (i)

Page 24

190

€90

68V

90

670

%D

(4a4]

6€D

LEN

SE€D

*

9G€D

pgen
€9en
2GED
TSEY

6%€D

L%ED

1

3

62¥N

61%D
8T%D

9T¥N
1570

€1%0

607V

LOPY

v0¥D
£0%Y
20%D
T0%D

66€N
86€0
L6ED
96€0

v6€D

T6EY
T6€D

88EY
L8€D

8LeY

LLEY

6.90
8LSD

9.SH
S.9D

TLSD
TLSD

899D
9940

99D
€940

095D

O - ANMmS DO
D © 0 00 W W
0 W0 W W Ww W wWw
DO D

L%90

9Y9Y

asi)

0%SD

8€90
LESD
9ESY
gesn
vesn
€€9D
TESD

0€SY
629D
8290
Legd
9290
erd=p]
74t
£€CSd
TTsy
T2sD
0TsH
6190
8T8V
LTSN

699V
899V
199D
989)

089)
6%9D

L%9D
9YoV
S%9D

cvon
1999

6€£90

9E9V

€90
£€9D
TE€9H
TE9Y

9290
STOV
veon

{445

029)
6190

919H
STOV
779D

179D
079D
6090
809D
109D

S09V
Y09V
€090
209N
109D

168V

889N
185D

989y
%890
€890
2890
7890

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#residue_plots

Full wwPDB X-ray Structure Validation Report 4V8J

Page 25

008D
66.LY

S6.L0
76.L0

98.LD
S8LY
8.0

281D
181D
08.LD

YLLD
€LLY

0LLY
69.LD
894D
L9LD
99.LD

€9.LY
29.LD

8680
680

£68D

T68Y

988Y
S88Y
788V

2880
7880

6.8D

LL8Y
9180

€180
TL8D
T.8D

698Y

298D

0980
64680
868D

49G68d
4980
€689

[474:44
T¥8Y

6€80

LEBY

vcen

728D

8180
L1780

%010
0%07D

ve01Nn
€€0TD
CEO0TH
€010

%201D
£20TY

12010
020T1d
67070

LT0TV

® G&T0TD
® 107D

L

0T0TD
6007H

® L00TD
® 90070

® 001D
€000
200TH
10019

8660
1660

66V
£66Y
266V

L16D 886D

©
=1
@
©

ST6V 9860

906D

206D

006Y
668D

8071

90TTD
SOTTY
%0710
€071
20TTD
TOTTD

%6010
€601V
T60TY
16010
060TD
680TD
880TD

980TD
S80TD
80TV
€80TV
Z80TD

080TD
6L0TD
8L0TD

SL0TY

€L01T0
cL0TN

L9010
9907D
S90TN

€90TD
290TY

6G0TD

LSG0TD

9G0TD

e TITID

0LTTD

89T1D

F

29T1D

09171V

8GT1D
LGTTY
9GT1D
elcha ]
YaTId
€4T10

TSTIV

6711V
8YT1D

9YTID
SPT10
YPI10
€YT10

0%110

LETTD
9ETTH

CETIN
TETTD
0ETTN
62110
8TTITY

9TT1D
STTTD
7437

0TT1D

SETTD

EETTY

TETTV

6221V

744

11442
0ZTTV

81210
L12TV

YITID

[a34%]
1210
01TV
60210
80CTY

v0TTd
€0TTH
20TTd

00z1N
66110
86110
L6TTD
96TTD

V61TV

68110
88T1D
L8T1D

S8TTV
Y8110
€8T1D

k
L

08110
6LTTD
8LTTD
LLTI0

SLTI0
YLD
€LTTD
CTLITY

CTOETD

78CTD

6.TT0

9.T1H
SLTTH

€.T10

T.T19
0LTTV
6921V

84CTD
L8TTH
98TTV

¥9C1D

[4:t4 %]

9%21H
SYCTO

£%CT0
1474941

0%CT0

ELETN
TLETN
TLETD
0LETD

¥2eTd
€TETD

0ZETY

8TETH
LIETD
91E€TD
STETH
vIeTY
EIETY

Tiemn
0TETV
60€TD
80€TD
LOETD
90€TD

%0€TD

YPPID
m«“«u
0%¥10
6EVTD
8EVTD
LEPTY
9EVTD
SEVTD
YEVTD

@® <CTEPID
[
e O0EvINn

62%10

82%10

8THIN
LT%1D

STPIY
YIH1D

TIH10
T1%10

L0%10
90%1D
SO%TD
70%1D

T0%1D
® 0091V
66€TD

LBETD
96€TN
S6ETY
Y6ETD

LBETD

98ETD
¥8ETD
€8ETH

T8ETD
08ETY
6.LETD
8LETY
LLETD

bLETD

L0GTH

L

L6%TD
9671V
S6%TV

£€6%1D

16910
0671V

88%1D
L8%10
98%10
S8%1H
w81V

0871V

8L¥TD

LLYTY

SLvI0
PLY1D
€L%TD

TL91D

6971V

£9%1D

19%10
09%1V
6S%TD

€S¥TD
TSPID
189190

9Y¥1D

: 16S rRNA

e Molecule 1

13%

51%

34%

4%

Chain CA: 0

89D
190
999D
g9n
79D

z9on

68V
849D
LGD

ahl

*

8%0

Svn
it

(44}
D
0%

8€D

9€D
S€D
€0
EEY

1

8¢H
LTH

€20
2Th
114]

610
810

9TV
ST

i
T19

00000000000
&
©
o

69

99
an

wPI0
P10
071D
6ETD

LETV
9ETH

TETD
0E€TD

9210

+

611D

9110
STTD
YTID

(4331

60TV

L0010
%01D

€010
coTY

80
08n

9LD

® WL
®

*

0L

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4V8J

Page 26

62T0
8¢TH
LTTH

STTH
veen
£eTy
2TTH

(414

13347)
e 01z

02D

862V

962D
S6TV

£62V

@ 68cn
88¢H
18¢H

i

£8cV

08zH
6.2H
820

9.2H

bLTY
€L2H

TL2D
(k4]
692V

S9Ty
%920
€920

692N
88TV

99gn
elstd]
¥52D

082H
6%CH
8N

74 )

l474]
Liz44

6€TN

LETD

€€TH
TETO

0€2TD

0Len
69V
89€V
L9€D

S9€0

i

T9€D
09€N

L8€D

TSEY

9vEd

€D

8EEN

SeeN
veED

62€0
8TED

oTed

£TED

12€D

00€D
6620

3

6270

LTHY
9THY

(4471}

i

L1%D
9T¥%0

€1%0

607V

@ LOPY
907V

70%D

To%D

6.L€D
8LEV
LLEV
9L€D
SLED

TLED

L0899
908V
S0SD

€08V
[ 4]

0089

86%D
L6%D
96%D
S670

6L%Y

LL%D
OL¥%D

LYY
0Lv0
69%D

99%V

09%D
639%D
84%DH
LGPV
98%9H
® 8S8%d

£9%D
Tsv0
TS%0

LYWV

289D
7880

6.90
8.LSD

949D
GL9D

999V
9980
99D

098D

899D

988V
GSSY

® €8SD

769D

8%aN
L%9D
il

%80
0%9d
6€9D
8€9D
LESD

0990
659V

LS9D

969D
S99n

€890

8TLD

® 90.0

999)
S99)

£080

108D
008D

L6LY

S6.L0
¥6.LD
€6.L0
T6LD
T6.LD
06.LY

8.0
984D

8.0
€840

LLLY
9L.L0

YLLD
ELLY

69.D

99.0
SOLY
YLV

T9LD

09.LY

¥9LD

ThLY

088D
648D
8.8V

S.8D
TL8D
T.8D
0480
698V

998D
%989

1980

0€8D

9089H

Y960 [}
@ 800TD
LOOTD

€00T0

TO0TH

666D
86610

{454

0660
6869

9860
S$860

£86V

186D
@ 086D

8L6V
LL60
9,60
SL6D

L6V
TL6D

896N

996D

9969

¢069 %969

706D £96Y
006V | zesd

6689 796D

1680 63960

968Y 8g6N

| g6y 1860

689 986D

@ = 2]
Q -3 <
0 © ©
o < ]

888N 0969
| 880 6960

988Y

§88Y

Jmmq

TLOTN

0L0TD

89070
L9070
990TD

€90TD
2901V
9019
09010

LG0TD
9G01H

¥801H
€39070
TS0TN

v5010

cv01d

6ETTV

LETTD
9ETTH
SETTO

CETIN
TETTD
0ETTN

LTTTD

STTTH
7434
€2110

L1110
9TTTD
STTTD

SOTTY
70710

96070
S60TD

F

|

6L070
8L0TD

907D
SLOTY

€L070

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4V8J

Page 27

S0TTH

s

6LTTD

LLTT0

€EETD

TEETV

LSTTD

TS2T0

8%CTD
L%TTD
9%CTD

€%TTD
THTTV
1574 %)
0%TTd
6ETTD

SETTD
PETTD

0ETTD
62TTY

{44 2]
114491

0ceTY
61CTY

L1TTY

STTTD
PICTD

CTITID

602TD

0%ETD
6EETN
8EETY

SEETD

9zEIN

Y2eTD
€CETD

TIETN

0TETY

80€TD

8.T10
LLTTD

9TVIV
i252%)
€TPT0
(4321
11910
0THIV

L0%10

S0%TH
¥0%1D

F

0071V
® 66€1D
86E£TH
LBETD

S6ETY
¥6€1D
€6ETD
T6ETD
T16€10

S8ETD
¥8€1D
€8ETH

T18€T1D
08ETY

SLETN
vLETD
€LETN
TLETN
TLETD
0LETD

L

CT9ETN
T9ETH

6SETY
8GETN

9GETY
SGETH
v3ETN

0SETD

LYETD

SYETY

E€YETD

68710
88%TH
L8710
98%T0

il

0871V

8L%10
LLYTY
OLYTY
SLPT0

€L%1D
TLPIN
TLY1D
0LPTV
6971V

F

€9%1D
{432
19910
09% TV
6S%1D

LS%TD
98¥%10
SG%10

€49%1D

0S%TV
67710
8Y¥1D

EY¥10
(47441

0%%10
6EVTH

LEVTY

SEVTD
YEVTD
EEVTH

81¥%10
LI%TD

908TH

€08T1D
T08Td
T0STD

66710
86%1D

S67TV

E€6%1D

e Molecule 2

161D
0671V

30S ribosomal protein S2

8%

14%

57%

X
1<)
ng

4%

Chain AB

o4
€9
oV
79T

881
LS4

GGd
YaL

19T
083

8YH

124
i)

£%a
(474

LA

G560

€64

16d

L84
983

78d

(41
T8A

6.0

9Lb
SLA

E€LL

TLA
0Ld

89I

99D

981V
G811
78TA

2811
1814
0811

9L73

YLIA

TL1I
TLIV
0L12
697
89TL

991a
S9TA
Y9TA

[4°29)
19TV

6G1d

vaT1
® €S7¥

TSTD

6711
8¥IX
LYTY

441
£%13

Laaxs

SETD
veTE
€€
zETH
T€Td

8c1d

ovzh

9E€TK
g€eTs
ve€ed
€ETS
ceTd

b

v61d
€610
T61S
T610a
® O06TL

30S ribosomal protein S2

e Molecule 2

8%

13%

60%

18%

5%
Ilil

Chain CB

7o
€9
oV
79T

881
LS4

GGd
YaL

191

[
e
(5]

8%
LYL

Eid]

£va
(4729
TPI

6€1

R LDWIDE

erbDeBe

LEN

O

Sed

TEX
0€Y
62y
8cd
L
9zd
STN

- ®
I3 ']
~ ~

)
—
o

®

©
=
i

<+
-
©

[} (4%
T11

PROTEIN DATA BANK

W



4V8J

Full wwPDB X-ray Structure Validation Report

Page 28

LTI
oTTE
STTd
1S

2TTd
1211

81711
L1173
9114
STT1
431
€1TH

€6A

184
983

8

284
T8A

6.0

9.Lb
S

€LL

TLA
0.4

991a
S9TA
79TA

C9TI
19TV

63Td

¥aT1
£4TYH

TSTD

6711
8YTL
LYTH

j44%)
£vTd

1545
0%TH
6ETH

® SETD
vera
EETN
CETA
T€Td

@ 82TH

e o%ch

9€TA
geecs
veed
€ETS
cgtd

LTTH

30S ribosomal protein S3

e Molecule 3

13%

12%

52%

23%

5%

Chain AC

Sed

€ET
[498

LTH

w211

TV
0TTA
6174
811D

9TTA
STT1
¥T1d

T118

OTIN
60Td

LOTD

0LA

89A

99A

S9v
oA

® 6S1)

LGTI

el )

€GTA

TSTA

® 671V
8¥1d

SPID

62TV

oTTH

80CI

90cH

€0cd
20TI
TOCTA

86TA
L6TD
9611
S6TA
61D

30S ribosomal protein S3

e Molecule 3

13%

11%

53%

22%

4%

Chain CC

8€Y

9€a
S€H

€T
TET

0y

LR

I
€T

1Ty
0ZTA
6TTH
81T

9TTA
STT1
¥11d

(433

OTTN
60Td

® LOTl
90TA
S0Ta

@® <CO0IN

00TV

89A

® 991
SOV
oA

T6TL
0614

88T

98T4

[4:299
T8TN
08TV
6.T4
8LT1

SLTT

E€LTA
TLTY

69TV

S9TL

voTH

09TV
631D

LSTI

® GS81d

E€GTA

18TA

67TV
871D

SY1D
9IS

THTIN
T7TA
0% TY
6T
8ETA

9eTh
QETH
BETI

cETH
TETY
0ETA
62TV
8CT4d

9TTH

80TI
LozcA
90ca

e0cd
[ 43
T0TA

86TA
L6TD
9611
S6TA

€6TR

30S ribosomal protein S4

e Molecule 4

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4V8J

Page 29

2%

13%

o
1o}
0

45%

40%

Chain AD

(4}

3

LGY

228

0y

9%

{474
E€¥H

D
0%d
6ed
8EX

® lL&d

GeY

EEN
(444
1€0

8¢S
LTK

acH

TR

0Zx
611
8T
LTA

0Ty

8A

99

3

{444}

6TTh
8114

9TTh

7Y
€T1S

68L
88A
18D

LOTA
9024

02T

2021

00cH

86TA
L61d

7671
£61d

7614

681d

L8TH
9811

28TH
T8TH

8LTA

9LT1

ZA%)

[ZATS

0LTA

L91D
99Ty
SOTW

Ll

8GTI

T9TH
0813
671V

LPTY
9%TI

6ETY

e Molecule 4

LETS

30S ribosomal protein S4

11%

45%

LEd

@ SeY

€EN
CEY

41%
(%)
-
=

0Ty

3%
L

8A

99

Chain CD

80TS
L0TR
9024

%0CI

{44

00zd

86TA
L6Td

S6TV
7671
€6Td

T6TY

68Td

L8714
98T1

(439’8

TL1d

OLTA

L9TD
99TH
SOTW

Ll

30S ribosomal protein S5

63TYH
8GTI

TSTH
08T
67TV

e Molecule 5

LYTV
9YTI

7%

11%

54%

27%

2%
n

Chain AE

083

€91

ovy
6€D

629

9zd
er4:

€2

N
I
©

[
I
o

® 6TH

STY
4%
€11

o
-
pE}

[
~
m

TETV
T€TI

6211

LTTN

STIS

€211
cera
11454
0ZTL
6111
8TTI

3

ETTV
[42%)

0TT1
60TI
80TV

90Td
SOTA
¥oTV

3

00TA

£6d

161
06A

88Y

%910
€GTH

0STYH
6%1d
8YTA

SYTH
PYIL
£vTY
[474%)

8ETV
LETH

SETL
YeTY

30S ribosomal protein S5

e Molecule 5

%

12%

51%

30%

4%
E

Chain CE

EEN

0
©
=

(4224
T9X

L8%
96h
SSGA

€91
¢4d

083

Svd

€71

07y

LeY

N M 10 ©
mmommm
== 0A

© =)
I I
2 o

o
a
o om

I\
[
©

0zh

STY
41
€11
(4%

63

L3

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4V8J

Page 30

LETE

SETL
veTV
€ETR
CTETY
TETI
0EIN
6211
8C1d

SC1S

€211
ezt

67111
8TTI

€TTV
(4258}

0111
6071
80TV

907d
SOTA
Y01V

14944

00TA

t

T6T
06A

L8S

<89
84

T8A
1834
081

8.LH
Lld
9.L1
SLL

TLh

69A
894

€GTY

30S ribosomal prote

1811
0GTYH
6%13
8YTA

e Molecule 6

SPTIA
PIL
£vTY
[474%)

8ETV

S6

mn

S9A
90

8%

191
094

Lsb
99d
990
!

[4:33

0GX
67V

SP1
42

53%

[ ] A4S
oA
6EY1

SEY

EEX

0€T
62y
8T

9TI

39%

4%

E
™
b=

-
-
=

Chain AF

® 10TV
® 007N

6810
88A

~
@
~

S8A

€80

30S ribosomal prote

181
08y
6.1

©
~
]

e Molecule 6

9LV
SLT

TLA
TLY

S6

m

9%

6%

59%

35%

Chain CF

991
e 9l

191
094

® 498a

€8Y
[4:)3

08X
67V

3

ST
4z

(4

oA
61
8€H

SEY

EEX

0€1
62y

© ©
N o
- [

vca

121

10%

49%

ge
in S7

30S ribosomal prote
39%

©0
=
8%

e Molecule 7

Chain AG

LY

TOA

691

L83
950

Tl

oty
6A

ovTa
SYIV

374 S

ov1a

PETY

TETH

621d

Ll

0211
61TYH
8TTA

STTY

1118

80TV
LOTY
90Th

%011

[4%S

o
L)
=

L60
960
S6Y

T6A
062

S8
8N

® 9GTM

® ©SIk
€9TH
[4<ia )
TSTX
0GTV
6714
8¥IN
LYTV

ST

in

30S ribosomal prote

e Molecule 7

7%

11%

52%

35%

Chain CG

0LY
691
89N

(4
91

691

L83
980

S1a

(4%

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Full wwPDB X-ray Structure Validation Report 4V8J

Page 31

oA S

ov1a

YETV

TETH

6213
8TTV

Ll

0211
6174
8TTA

STTH

TT1Y

80TV

90Th

Y011

[4Ixs

661

L60
960
S6Y

T6A
063

98L&
8N

[l
© ©
S <

8LY

9.4
SLA
.3
€L

o
~
~

® 9GTM

25199
€GTH
4344
TSTR
0STV
6714
8YIN
LYTV
ovTa
STTV

30S ribosomal protein S8

e Molecule 8

2%

10%

60%

30%

<+ 10 ~
- —
~ = [ 2]

Chain AH

€A

L
€TS
{44y
14

TIL
011

6
8a
A

STTY
i7z4a )
£€2TTH

€0TA

LETA

SETD

e Molecule 8

€ETT

30S ribosomal protein S8

2%

11%

61%

28%

Chain CH

8%L

A

(4728

ovy
6€T
8€I
LEY
9€1
S€I
ved

TEA
Ted
o€y
62S

N~ © O [
© © © O
v X A = >

Lzd
9TA
sTa
ian
€¢S
{44y
Ty

814
LTL

SIN

<+
-
~

Ty

011
60
8a

9I

(4391

01TV
6071
801D
LOTT

€0TA

8631
L6A

6L

€81

08I
6LA
8.Lb
LL3
9.d

vld

N ™
~ o~
A A

694

L9d
999D

228

LETA

SETD

e Molecule 9

€T

8T1d

30S ribosomal protein S9

5%

11%

61%

26%

Chain Al

€91
(428

evY
[44t

3

LA

ged

£€d

12d

611
814

914
STV
YIA

® 9TIS

21D

(4441
0CTY
8T1Y

L1TH
9TTA

CTTd

60TA
80TA
L0TH
90TV
S0Td

€071
2071

66T
86d
L64
96T

£64

16a
06d

884

98A

£8Y

o -~
N~ ©
FE =

LLT
oLy
§La
BLI
€L

o~
~
w

0LY

89D

S9A

8TTYH
® LTY

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4V8J

Page 32

e Molecule 9: 30S ribosomal protein S9

4%

Chain CL ™%

13%

56%

28%

S9A

£€d

1eh

8TA

9TA

3

0cTY
611V

L1TH

(4325

80TA

90TV
S0Ta
v0TH
€071
20711

66T
86d
L1641
96T

e Molecule 10: 30S ribosomal protein S10

16a
06d

©
©
>

98A

10
©
=

™
@
<

-
©
H

6LT

LLT
LY
§.a
YLI
eLh

0LY

15%

6%

19%

57%

18%

Chain AJ:

198
094

849a

9GH

¥94

[4:1)

677
8L

ovd

£ve

Tvd

8€I
L€d

veA
€eh

0€S

8CY¥

i£4)

12h

L1a

e Molecule 10: 30S ribosomal protein S10

6%

18%

55%

21%

6%

+

Chain CJ:

L9L

e ¥oH

192
094

84a

9GH
S8
¥94d
£8d

671
8L

oY

evd
[42%
Tvd

8€I
LEd

vEA
€eh

0€S

8T

e %2A

0Ty

L1Q
911
STL
A

e Molecule 11: 30S ribosomal protein S11

8%

8%

54%

30%

7%

Chain AK:

wov

o 615 |
® 8TIV
® LTWM
® 9C1d
o stid |
4458
€CTA

® 7TCid
® 0c1H
6110

ST1d
2278

Tr1a
011a

80TI
L0TS

SOTA

T01S

e Molecule 11: 30S ribosomal protein S11

660

S84

28A
180
08A

8Lb
LLW

SLK

ELN

8%

8%

55%

29%

3%

Chain CK: -

D E

L DWI

O R

PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4V8J

Page 33

® 8TIV
LTTH
9TTH

{45,
€CTA

T21d
0zZTY

ST1d
PIIA

T11a
0T1d

80TI
LOTS

SOTA

T01S
00TV
660
861
L6V
964
SG61

T64
069
68Y

S8y

30S ribosomal protein S12

T8A
e 18a
08A

8.Lb
LW

e Molecule 12

SLK

LY
TLY

89V

5%

14%

47%

33%

4%
[

Chain AL

10
=
5

0 ~ ©
% H =

o
@
[< |

30S ribosomal protein S12

e Molecule 12

5%

12%

51%

30%

3%
L

Chain CL

041

614

o1d
STYH

(48]
TTA
011

60

LI

Sd

8TTV
Lgtd
9TTA

249’8
TTIL
1219
0ZTX
6114
8T1S
LTTH

STTA
i
€TTH
(4310

SLH

€L3

30S ribosomal protein S13

e Molecule 13

.o

24%

@
2
H

50%

25%

10%

Chain AM

8Gd
LGY

S

o
0
(5]

o
rs
(=]
[ X )

0 ©
A
=

vy
E7L

Tod
07N

LEL
9eN
ged
YET

Tex

o
™
<

8Ty
L2

ScI
44

(443

0ZL
61T
8TV

91a
STA

€11
(43
TH
01d
61
84

9D

I

® €TIV

0TTY

811V

9T1L

431

0T7Y

LOTY
90N

€0TL

T0TD

™ © N~
D O @ o
~ o = A

64
061

884

81

78T

® o
N ©
Mo

© ~
~ N~
- =

™
~
2]

o
~
<

899D

e Molecule 13

® ST

30S ribosomal protein S13

19%

57%

6%
21%

Chain CM

-
©
m

09A

893
LSY

18
€9A
[4ctc

083

v
SvA
e

o - ®
+ < S
= A | 2]

6€1

LEL

sed
YET

€1
0EY

8cy
Led

ela
e
€Ch
(493

611
8TV

91a
STA

~
~
=

219’8
[ ) CIN

I ©
~ ~
I<1<

01d
61
83

SY

L]
® €TV

0TTH

8TTV

9TTL

€11d
{43t
TITA
0TTYH

LOTY
90TN

® €O0TL
C0oTH

007D

R LDWIDE

86A

o o © I~
> o B O o
o ~oem oA

884
L8
980

81

08y

[
~ S
H X

693

99T

O

PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4V8J

Page 34

e Molecule 14: 30S ribosomal protein S14

® &2md

31%

44%

21%

5%

Chain AN:

893
LS4

G99

€41

6%H
eid )
L%1

SPY

€%0
(4729

0¥%d
6€T
® 88)

e Molecule 14: 30S ribosomal protein S14

128

8TA

0
—
£

)
-
=

-
—
£

< 19 ~ o o
Mo Mo

26%

51%

20%

3%

Chain CN:

o < 10 ~ oo
< = H |

89
LGY

9ed

YER

0EY
624

e Molecule 15: 30S ribosomal protein S15

12D

12k

8TA
LTH

STH

E€TL

TTd

3%

Chain AO: .

9%

o
©
o

55%

35%

894

S9Y

o

€94

09A

961

€GH

o 0 ~ 2
© © © ©
< = H (]

©
~
>

e Molecule 15: 30S ribosomal protein S15

2%

Chain CO: ™

9%

60%

30%

e Molecule 16: 30S ribosomal protein S16

%

Chain AP: .

5%

6%

57%

33%

L9L
99d

vov
€90

198

89k
LSY

GG

TSA
08

SPL

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4V8J

Page 35

e Molecule 16: 30S ribosomal protein S16

5%

5%

57%

34%

Chain CP:

LT

cLe
T.LY

e Molecule 17: 30S ribosomal protein S17

4%

Chain AQ: T
feebel

- 5%

7%

51%

36%

SEA

TEX
€1

LT4

e Molecule 17: 30S ribosomal protein S17

o4

1148
0ZL

8TL
LT
91h

6A

665
86T

964
S6X

(4

061

9838

€80
{430

089

LLA

S.¥
L1

cLe
TLd

3%

Chain CQ: &

6% + 5%

53%

35%

(4729

(028

©
]
~

9€1
SEA

CTEX
€1

6CH

LT4

o4

1148
0ZL

8TL
LT
91h

424

T1s

o
L bl
o

~
B

0
=

e Molecule 18: 30S ribosomal protein S18

20%

43%

31%

3%

Chain AR: .

991
G9I

€90
293
To%

6GS
89T

9GL

€9y
24d

081
6%

LYL

S¥S
a4

(448
L2t

6EA

SEY

o

€T

e Molecule 18: 30S ribosomal protein S18

20%

6%

43%

28%

Chain CR:

€90
4k

o9Y
6GS
84T

9GL

£qy
24d

08I
673

LYL

i
A

(44

01
6EA

feto |
YEL

0€a

9T
STL

611

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4V8J

Page 36

e Molecule 19: 30S ribosomal protein S19

15%

17%

51%

e o
©
I}
>

16%

8%

Chain AS:

09A

8GA
LSH

€SN

TSA
0SY

8L
LYH

A
0%I
6EL
8€S

9gYd

YEM

ceR
T€I

74}
€N

4]
021

8TY
L18
911
ST1

(414
TTA
0Td

8D

S

184
08&

LLL

SLY
vLld

TLd

e Molecule 19: 308 ribosomal protein S19

0LY

L9A
99N
SoN
o1
€91

. 15%

15%

54%

14%

Chain CS:

o
©
=

8GA
LGH

€GN
[4:)S

08y

8YL
LYH

157208
0%I
6EL

9gY

YEM

[45'8
1€1

T84
081

8.4
LLL

QLY
bld

LD

e Molecule 20: 30S ribosomal protein S20

0L

LOA
99
S9N
o=
€9L

7%

-
©
©0

13%

58%

23%

8%

Chain AT:

S9%
¥9a
€91

63V

™ ¢ 10 © N~ ©
010 10 g 0
H X H S X

188

o
0
5]

L%

Mo oo o — m & 10 ©
R R
M <HEeEd<om

€€l
(434

0ex
621

LTY
oz
e
T
€Ty
{44

61S
8Th
LTY

A
€11

0T

84

e Molecule 20: 30S ribosomal protein S20

7%

14%

58%

oo
5
o
<t

22%
e Molecule 21: 30S ribosomal protein THX

5%

Chain CT:

8v)

€91

8EN

9€T

€€1

0ex
621

~
3!
B

oTN
a4

€Ty
{448

61S
8T1h
LTY

4%
€11

011

SOTS
7071

{4 5)

00TI

261
167

684
88A
8%

81
€84
285

084
6.4

~
~
<

SLN
iZ25')

TLT

0Ls
69D

99y
o)}

7%

11%

33%

48%

15%

Chain AU:

D E

R L DWI
PROTEIN DATA BANK

w_ 0



Full wwPDB X-ray Structure Validation Report 4V8J

Page 37

[
o o
o s w0~ o - hal hal o
CMOAEEB &S = LR

e Molecule 21: 30S ribosomal protein THX

7%

19%

48%

26%

7%

Chain CU:

44

[44:

8TA

3

YN
€11

e Molecule 22: tRNA-Phe

26%

67%

32%
5%

Chain AW:

[

® €10 eLY
zIn TLO

‘i
019

® 6V 699

o 80| 89D
Ly 190
9D 99N
P ® S99
i) oV
€D £9D

e Molecule 22: tRNA-Phe

78%

12%

3%

Chain AY: T o

e Molecule 22: tRNA-Phe

33%

30%

63%

Chain CW:

e 0zn

® S19

€10

[
oo
S0 © i~ oo
O oo © oD

e Molecule 22: tRNA-Phe

-
[

w.L0

TLD

69D
89D
L9D

S9D

190

5%

IIIII

78%

0
)
<

11%

9%

Chain CY:

o
-
B
[

6en
8EY

cen
1334

829

e Molecule 23: tRNA-fMet

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4V8J

Page 38

51%

38%

4%
-
8%

Chain AV:

Ton

63V
88V

98N

9%

€90

0
0%D

€€D
[4)

0€D

8zn
Lgd

et}
%20

910 ()
9D
244
I
eLY
TV LD
01 [
-
® 69
LD

e Molecule 23: tRNA-fMet

5%

40%

1

8% 47%
-

6%

Chain CV:

o
©
(&

63V
88V

[4:0)
180

€7D
(4

0%d
6EY
8EY
Len

£€D

1€D
0€D
62D

92D
et}
%To

ST1D

o - o m
o © N~ o o
(3] B w B < B O

e Molecule 24: messenger RNA

67%

13%

21%

Chain AX:

e Molecule 24: messenger RNA

58%

17%

17%

4%
8%

Chain CX:

81D
L10
9TV

e Molecule 25: 23S rRNA

® €1V

14%

50%

32%

6%

Chain BA: —

sen

0ZD

81D
L1D

STD

<
© N 0o -
<= v <=bD <

€110

0TTd
607D

LOTD
907D

€07V

660

969

¥%6D

€69

68D

L

<89
8y

18D
089

8LV
LLD
9.0

L

90

a4 )
[414]

6020
8020
L0V

S02H

€020

102D
00z

8610

S6TV

T6T10
16TV

681D
88TH

981D
S810
%810
€810

181V

8.L19H
LLTD
9L1H

LD
TLTD

%919

Ta1d
1810
0810

SP1D
j44

€¥1D
A [42%]
(4441

D E

O

R L DWI
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4V8J

Page 39

WTLTD )

¥9¢D
€820
[4:t4]
j3:t4 4

gven
474

8€TO
LETD
9€TO
gseen
¥€Td
€Ty

92TH

T0ed
T0€D

L

262D
162D
062D
682V

Iglen
HTLTD

3

STLTH

01.2D

M

9.L€0
S.LE0

TLED

99€0

agoed
0€9€D

VEOEY

TheD

69%D

99%Y

v9¥n

T9%D
09%Y

LGPV
96%0

£4%0

i)
SY¥0

EYPY

TwPn
0¥¥d
8EYD
LEYD

vEWN
€EVD

8THY

j1471)

T6ED

68€D
88€D

S8€0
v8en

L1950

8L%Y

9L%D
S.vn
YL%D

TLYY
TLYY

809V

S090

209D
T09D

869D

680
969D

989D

€899

§98D
%990

® 159D
0890
679D
8%9D
L%9D

whov

19D
0%90

8€9D

ST9H
%290

TT9d
[} 114°))
0Z9)
® 679D

9199

8TLD

€TLD

€890

9.9V
SLOV
v.99

TL9D
TL9D

899)

808D
080
9080
S08D
w08y
€080
208V

008V

L6LD
96.L0

£6.LY

88LYV
8.0

9LLD

YLLY
e€LL0

0LLD
694D

3

€9.4D
{471}
ToLY
0949

8G.LD

8¥%.LD
LyL0

¥9LD

€ELD

TELD
T€LD

621D

01
@ 648D
@ 8.8V

9180
S.8D
.80
€89

T80
0.8V
698D

3
+

980
798D
£98YV

0980

968D

£489H
c48d
980
0880
678V

%80

S78D
7¥80
£%8D

6€80

Sesy
€80
£esn
[4%:5)

0€8D
628V

G560
796D

G669
TS60
056D

8%6D
L%6D
9%6D

£v60
%69

YE6D

TE6D

0€60N

LT6D

ST6D

126D
026D

@® 816V

916D
4160
$160

® 868D

@ 968V

%680
® £68)
268D

@ 688D
@ 888D
@ .88Y

® 988D

0201V
67070
8T0TD
LT0TD
9T0TD
STOTH
¥T010

28010
189019
080TV

@ B8%0TY
LY0TD
°

® E¥0Td
® C%0TD

0%010
6€0TH

LEOTD

SE0TN

CEOTY

6207V

@ 9201

¥20TD

T20TY

m¢mﬂu
® 9%T11D
[ ]
e P11

® VTHITY
e <T¥IINn

0%T1D

9ETTD

L

0ETTN
61TV

9CTTY

PCTT0

(4425

011D
6T1TD

LITTD

YITTD

60TTD
e 80TIn

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4V8J

Page 40

91TTH

i
L

602TH
802TD

F

v0T1Y
€0TTH
[ 440
10210

66110
8671710

S6TTD
Y6TTV
€6TTD
CT6TTH
T6T1D
06TTH

88110
L8T1D
98T1H

C8TTY

TLT1D
0LTTD
69TTH
89TTH

99T1)
S9TTN
¥9T1D
€9TTH
[429 %]
19110
09T1H
6GTTN
8STTD
LSTTD

) *Jmﬂa
1ST1D
0STTD

16210
06210
68CT0
88TTN
L8TTV

18219

8LTTV

SLTTV
vLTTY

TLTTY

0.210
69CTV
89CTV

99CT1H

%9210

0921H
6S2TH

982T1H

€391V

189210

SYCTH

oo
1574 %)
47441
15243
0vZIN
6€TTH
8€TTH
LETTY
9ETTH
SETTH
vecIn
€€TT0
CETTH
1€219
oJMﬂo
yX4q %)

€2TTH
(4441
v12e10

8GETD
LSETN

SGETD
baeeTy
@ €GeTy

TSETD
0GETD

8YETD

9%ETD

YPETD

TYEIN

6EETD
8EETD
LEETD
9EETY
SEETN

€EETD

TEETV

LTETD

{4 1]

€2EIN

TTETV

61€TD
8T1ETD
LIETY

cIeIN
TIETD
0TETD
60€TD
80ETY

L6TTO

€62T0
26210

9THID

€I%1D

[45214
TI910
[32%)]
60%TD
80%TD

90%10
S0%10

€0%10

10919
00%1D
66ETD

LBETN
961N
S6ETY

E6ETV

68ETH
88ETH

® L8ETD

98ETD

08ETH

vLETD
ELETY

69€TH

¥9€1D
€9€TD
CT9ETD

F

+i

16910

08%1D
6L%1D

L

SLVTD
YLYVID
ELVTD
CTLYTV

0L%TD
6971V

L9%TD

¥9v1D

19919

0971V
68%1D

F

£38%10

15710

0S¥%1H

8Y¥1D
LY%1D
9P¥%10
YSvv10
SYPIV
YHH1D

[444%)]
15445

6EVTY
8EVIN

9EVTD
SEVTD
YEVIV

CEVTD
TevIn
0EPTD

69G9TH

LSSTD
99870
9GSTH
#Jmﬁ<
T8STD
oJmﬁo
L¥GTD
9%410

STV

¥8TSTY
8TSTY

9T8eTH
4]
¥CS1D
€241
0281H
61GTH
mﬂmﬂn
STSTH
PI910
€18T0
c1810
TTSTD
0TSTH
g609TY
V60STY
60810
80GTY
LOGTY
908710

%0510
£0810

T0STD
00S7H

9291H
ST9TD

02971H

8197V
L1910

S1910
Y191V

b

6097V

L0970

70910

20910
T091D
00970

86GTD

S6SGTH

€64TH
C68TD

06810

® ¥%8S10

28ST)

08TV

LLSTD

vLSTD
€L8TH
CTLGTY
TLSTY
0LSTV
69TV
89GTH

99GTV

%9810
€9GTH

LTLTD
PILTD
LAYA
TILTD
TILTD
OTLTD
60LT0
80LTD

TOLTY
00LTY

L69TD
969TD

€691
691N

689TY
889TN
L89TD

S89TD

891D

8L9TD

SL9TD
vL9TD

0L9TD
6991V
899TV
L99TD
999TD
S99TY

65910
8G9TD
LSG9TD

TE9TY
T99TH

L3

€V9TD
ZvoTd
TYOTV

6E9TN

£08TV

00810
66.LTD
86.T0
LBLTD
96.10
S6.L10

3

98LTY
¥8LIV

T8L10
08LTY
6..10
8L.L1I0

TLLID

L9L1D
99,10

Y9L1D

ToLTY

+

SSLTY
AR

TGLTD
TSL10
0G.LTD
69LTY

V.%L1D

VS%L1D

¥PL1D
€9L10
THLID

TCL1D
0zLINn
6TLID

¥881V
£88TH

6.8T0
8.8TH

9,81V

%9810
€981D

63981V

® L881D

998T1H

Y981V

28810
18810

8Y8TV
9%81H

S¥81D
%810

cv81d
9810

LEBTD

0L6TV
6961V
896D
L9670
9961V

%9610
£96T0
29610
19610
09671V
6396TD
896710

G360

€361V
TS6TV

8Y6TH
L9670
97610

6€6TN
8E6TV
LEBTY
9E6TV
SE6TH

F

626TD
8T6TV

9Z6TN
2610

€T6T0

ST670
71610

60670

@ 806TD
L06TH

98810

TS0TH

)

(44
%020
07020

6€£020

600D

2¢00zH
1002V

66610

686TD

88610

986TV

€86T0

1861V
086D

SL6TD
7L6TD
EL6TD
CTLETY
TL6TY

@ 671V

@® 0072d
@ 66020
8602N
L6020
96020
S602D
602D

602N
ﬁQMND
8802H
L802H
owMND
£802H
2802y

080TH
6,020
wnﬁuo
S.020n
vLozn
€.02D

0.02D

89020

99020
499020
9020
£9020

§902D

O

R LDWIDE
PROTEIN DATA BANK

W



4V8J

Full wwPDB X-ray Structure Validation Report

Page 41

812D

8L12TD
LLTTD
9LTITY
SLTTO

691CY

L9120

€812CH
[4:354)
1972H
0g1en
6%12H
8%1TH

® 97120

9120
(47454

9ETT)
SETTY
YETTY

1€12H

8212C)

STTTH

€T1TH
czien
12129

1STTH

6¥cTn
8%CTO

s¥een
¥¥Ten
eveen
[4744)
152441
0%2Td

L€TTH
9€TTO

¥ETTD
gecen
ceeen
1€2TD
0€TTH
622TO
82TTH
pXa44 )

¥ceed
£2eeTd
2TTTH

02eTH

90TTH
S0TTH
£0czn
20TTd
10220

L6120
961T)
S61CO

C61TH

68120

9812ZH
S8T2C0
¥872D
€8120
2812ZH

£622D
622D
16220

498cTd
¥82Td

L.3TH

S.TTO
bLTTY
€.3TY
zLzen
TL,22H

69cTy
@ 89cey
L9zey
99zey
g9zzn
%9220

[4s1441)
T92TO
0922D

8G2TH
L8gTn

£G62TH

09€TY
6SETI

i
L

LSETN
9GETI
SGETD

€G€TH
TGETY
TSETH
0G€TO

8veTn
o LvETd
9YETY

L

TheTd
TETH
0%€eTH

EEETY

62ETH
8CETY
LTETY

TTETH

6TETH
8TETH
LTETD

19920

88%CH
Ls¥veTn
98%20
SS%CH
bsiza]
£8vTY

8vvey
SY¥TH

4474
£%%20

1574

SEVTY

192N

L2%TO

4474

13474}
02%cd
61%2N

91%C0
ST%TH
45744

0T%ZH
60%2H
80%cN

90%eN

)

10720

86€TN

96€TH

¥6€TD
E£6ETY

®
06€2N

62STH
8csTn
LTSTO
92STH
STSTH

zggseen
12820
0TS8Td

41820

21820

L0STH

£08TY

66%2D

86%¢D

v6%Cd

68%2H
88%CY
L8%2H

S8%TH

£8%2D

6.%CD
8.L%Ty
® L.L¥TD

9.%2D
v.%2d
€.ven
TL%TH
TL%TD

69%CY
89%TH
L9%TD

S9%2D

£9%2D
29ven

T092D
0092V

6520
£692n
26STH
16520
065TY

889¢H
L88TY

£8892H
T8STH

0852
6.8T0
8L8TH
hhﬂuq
€L8TD
TLSTY
TLSTD
0.82D
6952D

L982H
wwﬂuq
£99zn
c¢9gzn
ToseyV

8S5TD

99920
et

€68TH

6%52D

¥98CH

N¢“N<
6€£820
8€82D
LgSTn
9ESTH

£€ESTY
CTESTH

0€S8TY

S89TH
7892n
£8920

08920
6,92V
8920

F

TL9TH

19920
99920
S99TY

£99TH
o9V

L8992V
99920
§992H
it
£39920

19920
089zn

Ly9z2N

S¥92H

8€92H
Le9zn
9€£92N
S€9T)

(434

6292V

L29TH
9292)

0292d

L1920

S1920

£7920
®

8092H
L092H
9092)

STLTY

€TLTD
cTLTH
12.LTY

61.2H

LTLTH
912N
ST.LTD

TILTY
07420
6042H

L0LZH

S0LZV
%0.2D
€0L20

88920
8920

182D
0782V
608TV

L082ZH
S082H

v1082Y
1082V

S6.LTH
¥6.20
€6.2H

062V
68.20
88.L20
L8.20

¥8.2D
€8.2H
28.LTH

08.2H

LLLTD
9LLTY
SLLTY
¥.L.L2D
€LLT0

TLLTD
0LL2ZD

99.2H
S9.LTV

19.TH
09120

8G.TV

§4.20

€82V
TSLTO
TSLTD

18820
08820
6.820
81820

£.8CV

T.82D
0.820
6982H
898CV
L982H
99820
59820

MJMNU
94820
§49820
798TD
£9820

1982V
0582V

8%82CH
Lv8cN
9%8cH
S¥8TH

£%8c¢H
[44)

0%820
6€£82H
8€8TH
LE8TH
9€82N

£€8TH
ce8eN
1€82D

L28cTd
9z8ey
§28cd
¥28cd
£28cy
[44:t4)
114:144

818CH
L182H

S1820
71820
€182V

L6820
96820

988TH
S88T0
v88Tn
£88TY
88TV

: 23S rRNA

e Molecule 25

5%

15%

50%

31%

Chain DA

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4V8J

Page 42

8%D

L)

S%0

evY

~
[

¥v10

€YID

(4441

0%1d
V6€TD
6ETH

9E€TH
SETH

9TTY
erq 4]

TV
0T1d
607D

LOTD
907D

€0TY

[
[
=]

L60
969

V%69

€69

68D

IIII|IIn ..|I
©
[

189
089

8Ly
LLD

iZA1

04D

g1y
[414)

602D
802D
L0y

S02H

€020

102D
0020

86710

S6TV

T6T1D
16TV

681D
88TH

98TH
S810
%810
€810

18TV

81D
LLTD
9LTH

TL1D
TLTD

791D

TSTH
TSTD
0STD

SY1D

T92H

[4c14]
TSev
082ZH

L%TH
9%2d

€ven
[44 4]

8€TD
LETD
9€TD
ggcn
44
€Ty

0gTN

LTTY

9TTH
seey

k

£0€en
20€0
TOED

662V
862D
1620
9620

T6cTd
1620
062H
68TV

Iglen
HTLTD

b

@ Viizn

® HMILZD

88€D

S8€0
v8en

L3

9.L€0

0€9€D

veoey

67€D

Tved
1520
0YEY

® 8eg€d
LEED
9€€D
SEED

8TeN
LT€H
9TeD

TLYV
LYY

69%D

99%V

wovn

1990
09%V

LGPV
98%D

S¥%0

EYHY

157471
0%%d
8E¥D
LEWD

vEVN
E€E€¥D

1444
134718
0Z%d
61%0

Y190

6w
96%D
S6%D
v6%D
£6%D
454

T6%D

(4344
19D
0T%d
60%D
80%D
L0%D
90%H

w0%0
£0%0
TovV

T6ED

68€D

0%SD
6ESD

LESD
9ESY
GESD
bean
€€9D
TESY
TEGD
0€SD

8T8V

9T8Y

vean
€290
2Tsd
j14ch]
0Tsd
6180
819D
L1890

€18V

[
N 100N ® o
oOllo © o © o
w0 w0 0w [}
< <<

008D
6670
867D

08%Y
6.7V
8LYY

9.L%D
S.Lvn
Y.L¥D

¥L9D

TLSY
TLSY

L3880

efeiin}
vasn
€499

T4sed

8€9D

T190

079D

809Y

€890

9.9V
SLOV
v.99

TL9D
TL9D

899D
990
9999)

63990

8G.LD

T8.LY

8%LD
LvL0

¥PLD
€ELD

TeELD
TELD

6.8D
@ 8.8V

9180
S.89
v.8D

T80
0.8V
6989

3

§980
798D
€98V

0980

968D

€489
c48d
14980
0880
678V

%80

S¥89

§280

986D
G960
796D

G669
TS6D
08669

8%6D
L%6D
9%6D

£v6N
%69

+

7E6D

S2T6D

126D
026D

® 816V

916D
4160
$160

606V
806D

3

€060

® 668V
® 868D

@ 968V

%680
£680
® <T68D

6880
@ 888D
L88Y

® 988D

O

R LDWIDE
PROTEIN DATA BANK

W



4V8J

Full wwPDB X-ray Structure Validation Report

Page 43

20TV
0201V
67070
8T0TD
LT0TD
9T0TD

0107V

L0010

S001D

€007D
C00TH

816D
LL6D

V¥S.L6D
S160
.69

TLED
TL6D
0460
6960

LSG6Y

@ TS01d
189019
080TV

@ B8¥0TIV
LY01D
L]

® E¥0TD
[449%)

L]
0%070
6€0TH

LEOTD

SE0TN
YEOTD

CEOTY

0€0TH
6201V

@ 9201n

%20TD

4%
EVITV
VevITY
[4743%)

07110

9ETTH

CTETTY
TE€TTD
0ETTA
6211V

OTTTV

¥TIT0

[443%)

61110

LITTD

60TTD
80TTD

S0TTN
voTTY
€0TTD
20TTd
10210

66110
86110

96119
YeTTY
€6TTD
TETTD
T6T1D
06TTD

88110
L8TTD

811D
€8T1D
T8TITY

0LTTD
69T1D
89T1D

99110
S91IN
Y9T1D
€9T1D
29T1D
9110
09719
68110
8GT1D
LGTTD

SSTTV
PSTID

TST1D
0ST1D
6%11D

9%T1D

68CTD
88TTN
LB8TTY

L

821D

8.LTTY

9.LTTY
SLTTY
YLTTY

TLTTY

0.TTD
69CTY
89CTV
v9CTD

092TH
6GTTD

9GTTH

F

[4t4 5]
19210
08TTH

8%CTH

o%TTY

TETTH
0ETTD

LgTTd

F

€CTTD
(444 %]
V12210

L

91TTD

8GETD
LSETN

SGETD
baeeTy
€GETY

TSETD
0GETD

8¥ETD

9%ETD

YPETD

TvETN

6EETD
8EETD
LEETD
9EETY
SEETN

F

TEETV

8CETD
LTETD

{4 1]

L

L ]

L6TTO

€62T0
26210
16210
06210

LI%10

i252%)]
EIPID
CTIvIV
TT910
® OT%Id
® 60%1D
80%TD

90%10
S0%10

€0%10

10919
00%1D
66£TD

LBETN
96€£1N
S6ETV

E€6ETY

68ETH
88ETH
L8ETD

08E€TH

vLETD
ELETY

69€TH

¥9€1D
€9€TD

16910

68710

9871V

¥8%1D

08%1H
6L%1D

L

SLVTD
YLVID
ELVTD
CTLYTV

0L%TD
6971V

L9%TD

Yo% 1D

19919
09% 1V
6S%1D
88¥%10

F

€9%10

15910

® 0S%1D

9%¥10
® VS¥v1d
) SYPIV
YHH1D

[444%)
15445

6EVTV
8EVIN

9EVTD
SEVTD
YEVIV

CEVTD

69STD

H

LSGSTD
9GSTD
S9GSTH
b2 g

T9S1D
0GSTD

L%S8T1D
9%410

b

19919

¥8TSTV
8TAGTY

928TH

41y
€241
0281H
61GTH
m«mﬂn
STSTH
¥1970
€18T0
[4%:311)
T1S10
0TSTH
46097V

@ V60STV
® 60810
@ 80§TV
LOGTY

® 90810
]

%0810
£0810

T0STD
00S7H

9291H
STOTO

0291H

8197V
L1910

S1910
Y191V

6097V

L0970

F

20910
T091D
00970

86GTD

@ G691D

® €691D

LLSTD

vL9TD
€L8TH

TLSTY
0LGTV
69TV
89GTH
LOGTV
9981V

%9810
€9GTH

0zL10
6TLTD

LTILTD
i AZAY]
€1L10
CTILTD
TTLID
0TLTD
60410
80410

TOLTd
TOLTY
00LTV

L69TD
969TD

£6970
T6910

689TV
889170
L89T1H

989710

18919

8L9T1H

SL9TD
v.91D

04970
6991V
899TV
L991H
9991H

659970
89910

[4:1:1a

E€Y91D

(4225
P91V

6€9T0

68.LTY

3

S8LTY
P8LTY

2T8LTD
T8LT0
08.LTY
6LLT0
8.L.L10

TLLTD

L9LTD
99,10

P9LTD

@® TOLIV

SGLTY
$GLTD

TGLTD
TSLT0
0GLTD
6%LTY

PPLTO
EVLTO

6881V

18810
98810

7881V
€881D

6,810
881D

9,81V

79810
£€9871D

+

atiag

26810
79810

8%81V

9%81D
S%81D
¥%810

Zh81D
810

LEBTD

0€8TD
6281V
8281D

ST8TV

€18TD
18TV
T181D
0T8TV
608TY
808TN

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4V8J

Page 44

YL6TD
E€L6TD

TL6TY
0L6TY
6961V
896TH
L9610

%9610
€9610
29610
19610
0961V
63961D
88610
L8610
986710
99610

€961V
TS6TY

8¥61D
L9610
9%610

6€61N
8E6TY
LEBTY
9E6TY
SE6TH

6261D
8T6TV

9T61N
STETO

€T61N

02610
6161V

ST610
¥161D
€161V
161V

60610
80610
LO6TD

€06TD

668TD

L

TS0TH

9%02H

i

choTy
Tv02n
0%02d
6€0TD

i

SE0TH

0€0TY
620TH

920T)
S20TH
%202D

2zozn

91020
S10TY
vT0CY
£10CY
210TH
11020

90020

T00TH
1002V

66610
866TH

96610

%6610

6861D
88610

9861V

£86T0

1861V
086TD

SL6TD

60120

L0TZTO

S0TTO

(40141}

00TZH
66020
86020
L6020

§6020
%6029

16020
880TH
18029
980z0

£80CH
[4:lv4

080ZH
6,020
8L0TD

§.020
v.L02n
€L0TD

0.,02H

89020

99020
§9020
79020
£9020

281TH
T812H

8L12D
LLTTD
9L1CY
SL120

@ 9§912)

€472H
[4h 4]
TS12H
048120
6%12D
8%12H

99120

€9120
(47454

9€TTD
SETTY
vETTY

TE€1CH

8C1TH

STTTH

€21TH
zeien

1S2CH

6¥cTn
8%TTH

sveen
¥heen
eveen
[4744)
13744
0%2Td

L€TTH
9€TTH

¥eTTd
£ecen
ceeen
1€220
0€TTH
622TO
82TTH
pXé44 )

¥eeed
€eeed
[4444)

0gzTd

90TTH
S0TTH
£0ceTn
20TTd
10220

612N
9612)
S61CO

€612H
261TH

68720

67€TH
8T€TH
LT1ETO

STETH
Y1€TO

c1eTn

@ o1ecy

90€TD

v0€TH
€0€TH
T0ETH
T0€TD
00€TH
662TH
86CTY
L6TTO
96220

£62T0
[ 44
16220

98zTy
982Td
%8220

LLTTH

L

S.TTO
vLTTy
e.LeTy
cLeen
1.22H

69zTy
89zTy
L9zey
99zey

06€TN
68€TH

L8ETN

S8ETI

€8€TH

08€TD

+
i

8LETY
LLETY
9LETY

v.L€20
€LETD

S9€TH
meﬂo
09€TY
6GETD

i
L

LggTn
9G€TD
GGETD

€G€TH
[4134)
TSETH
0G€TD

[ ]
8veTn
LYETO
9veTY

ZHETD
TvETH
0%€TH

EEETY

62ETH
8TETY
LTETY

T2ETH

£9%20
coven
19920

88%TH
LS¥%2n
98%20
S6%TH
¥9ved
£8¥%ey

S¥¥Th
i4%14)]
£%¥%20

6EVTY

SEVTY

Teven

LT%TO

9TV

0e8TY
6259CH
824N

924TH
STGETH

[44:t41)
114:t4)
[i4:{4)

S718920

¢1820

L0S2TD

€082V

66720

86%C0

v6%2H

68%CH
88%CV
L8%TH

S8%CH

£8%20

6.%CH
8L¥CV
® LL¥TD

PA 4]
v.%20
eLven
TLYTH

69%CV
89%CH
L9%TD

S9%20

9092D

F

70920
0092y

692D
£692n
T69TH
16820
0682V

8892H
L88TY

£89TH
28STH

0852n
6.82D
8.8TH
LLSTy

€.82D
TL8TY
TLSGTD
0,829
69929

L982H
995TY

voscy
£€952n
zoszn

8GSTD

9692D
96920

€692H

6%92D

a4l

chseTy

6ESTD
8ESTO
LEgSTN
9ESTH

88920
.8920

S89TH
¥89zn
£8920

08920
6,92V
mhmmo
S.9TV
%.929

TL9TH

[ ]
® L9920
[ ]

F

S99TY

£992H
Nwmuq
hmma<
v99ey
£892N

19920
089z

PAZ140

m¢“wu
8€9TH
L€92N
9€92N
SE€9TD

® €£€92d
[43141

o 1e9Ty |
0€92H
629TY

L29TH
9292)

0292d

L19T)

£1920

8vLTY
LYLTD
ovLTn
SPLTO

€9.L20

1524

STLTY

€TLTD
TTLTd
119%4 1)

61.LTD

LTLTH
9t.lzn
ST1.20

TrLCV
0TLZD
60429

L0LZD

S0.LTY
042D
€042D

T18CH
018TY
608TY

082D
S082H

Y1082V
1082V

S6.2H
¥6.20
£6.2D

06.LTY
68.LT0
88.LTD
L8LTD

¥8.L20
€8.LTH
T8LTH

08.2H

LLLTD
9LLTY
SLLTY
vLLTD
€LLTO

TLLTD
0LLTD

89420
L9.2D
99.2D
® 89.Tv

T9LTH
09420

8G.LTY

S9LTO

£€35.LTY
TSLTO
TSLTH

6.2V

6,820
8.8tN

9.8TH
S.8T0

£.8TY

T.820
04820
6982H
898TY

99820
§9820N

£9820

998T)
S98T0
498TH
£898T0

TS82Y
0882V

8¥8¢H
Ly8c2N
9%8¢H
S¥8¢H

£%82H
{4414

0%820
6€8TH
8€8TH
LEBTD
9€8TN

€€8TH

818TH
L18TH

ST18T)
1820
£18TY

R LDWIDE

O

PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4V8J

Page 45

@ L68zN

@ §68zN
® ©68TH

@® <T68TY
16829

88820
48820
988TH
S$88T0
882N
£88CY
88TV
18820
08820

: HS rRNA

e Molecule 26

4%

13%

61%

24%

<
g
IDI

Chain BB

o ©
(3] (5]

99
09D

88V
LSY

San
j2°0)

18D

6%D
8%y
L%D
Eiad

1474
€90

o
<
IDI

8ED

9€D
Sen

[4>0)
1€0
0€D
62y
82D
L2d
oty
STy
j44)

zzn
12D
0ZD

81D

~
-
©

(4%
10
01D

69

LD

811D
L1119

ST19D

TT1D

¥60
€69
26D

0sn
6.0
8LY
LL0

LD
w0

: 5S rRNA

e Molecule 26

14%

63%

20%

3%

Chain DB

o ©
(3] (5]

(4]
9D
09D

83V
LSY
98D
4N

® a8y
19D
089

Eidd
L0
i

€70

—
+
=]

6eY
8€D

9€d
gen

(444
14
02D

81D
L1D

vin

(4]
110
010

LD

811D

50S ribosomal prote

e Molecule 27

S9D

m L1

17%

16%

35%
30% 37%

Chain BC

694

Ssa

f4ct:
TSd
0sa

LY1

SvY
Y¥H
® EvA
® IvE
TPA
o%L
6€1

® O0CTTH
@ 61TA

® 901D

€0TI

o0000OO
o
© ©
-
[

® T0Tb
00TI

@
[
-

L
@ L6H
®
® S6D
[

™
P
=

16V

® 68V
[

183

©
©
=

o o
™o oo 0 © » o= o m
© © © © [0 © S K © @ © 0
[z Ry ] A< O E K H

[

—
©
=]

781y

0814

® 8.1V

SLTA

CTLIH

6919
89TL

cot1d

§S41d

® E€ESTI
TSTI

I.
11

® 6%II
® 8%IN

i
3

SHTA
e %hIL

e T¥IY

435

6214
8T1H
L2111

™
o
-
=

11443

L1

912l

414

(4348

80T4
L0TL

S0TH

£02H

T0Td
00T)

50S ribosomal prote

861V
L6173
96711
S6TV

T6TV

e Molecule 27

6811

e .L81a

17%

15%

38%

37%

29%

Chain DC

654

oy
(4 4
veca
g€ca
(443

R LDWIDE

O

PROTEIN DATA BANK

W



4V8J

Full wwPDB X-ray Structure Validation Report

Page 46

® O0TIH
@ 6TIA

® 80TH
® LOTM

1

® €071

e TOTd

LY
S.1

IH

99H
S9d

- ™
© ©
3] 7]

810

81N

@ 0874

@ 8.1V
LLTH

@ CLIH

691D
89TL

¥91¥
€974
2913

el ics
978
€671

6711

ALY

(X ]
<+ 1
<+ <&
-
B>

15458

€TTA

[1443

8TCTH

@ 912l

i34

CICTA

6021

L0TL

G021

£0TH

102d
00T}

86TV
L61d
9611
S6TV

16TV

:
e Molecule 28

6811

508 ribosomal protein 1.2

16%

50%

32%

™
o
(2]

Chain BD

B

0LM
694
89%
194

€94
(428

693
8GH

L

[4:1

0S8L

8vY
L%D

SPN

£vYd

150
0L

3

SEN

Tex

© o o
NN @
[ |

9T
S1d
vy

(43

©
o

7eETH

{4019’}
1013

660

L6A
96H

T64

€0CN
20Ty
TOCH

86TN

L61D
96TA

06TA

8813

98TH

® €87
2811
813

LLTT
9LTH
GLTT

€LTA
TLIA

991h

GST1
A1

2a81d
T9TH
081X

8%13
LPT1
o%13

E€VTH
(4747

0%TL

LETd
9€TI
GETd

0.LTI
69C4

99TS

j2la)
£9cH

192)

64CL
84z

98¢H

6%cd
8%Cs

S¥Td

544

9€TH
S€TH

ceed
TETH
ogea

Lzen
9ZTH

1444
44
[444°S

612d

1

414,

T1Ts

0TZH
602V
80T

9021

508 ribosomal protein 1.2

e Molecule 28

%

Chain DD

89%
194

£9Y
(4228

6931
8GH

15%

L

[4e1

[ ] 8vY

SHN

£vYd

51%

D
0L

3

SEN

tac

30%

9T

vTd
€14
(49

© N ©
[T

TeTd

0ETV
62T
8TTH

STTI

[4q1
1CTd
0Z1d
61TV
8TTA
LITA

STTh

[434:]

60Td
80Td

90TI

Y0TA

{409’}
1073

660

164

694

cocyH
TOTH

86TN

L6TD
96TA

06TA

8814

63TV

8STV
LSTY

9671
PSTH

43 %)
19TH
0STH

69C4

99CS

v9Tu
£92H

1921

68CTL
88T

96zH

1829

6%cd
8%CS

9€TH
SE€TH

ceed
TE€CH
0gca

Lge
9TTH

veey
€TTH
[444°s
TCTA

612d

L

i414.
£1cH
z1es

0.2I

508 ribosomal protein L3

e Molecule 29

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4V8J

Page 47

21%

49%

26%

2%
n

Chain BE

©
[

¢9d

894

GGN

184

LYA
ki g

€90
va
152
0%a

~
[
=

LgY¥
9EY

YEA

ced

0€d

8Ty
LT
9TI
acA

€TA
22d

674

~
-
a

STd

CTL
TTH

o <+
= ~
< a

LA
99

8TIS

YTTD

3

cTTd
TTIN
0ZTH

9TTA

€114

TITY
011D

80TS

CTOTA

0073

S61

€64
T6L

06L

889

S8N

£80

18I
083

194

S9D
wou
€91

L6TI

761D

88TA
L8TV

S8TH
Y8TA

2811
1871
08TN

8.1d

9LTI

viTa
ELTA
TLIA
TLTH
0LT1

89TH
LOTA
99TL
SOTA

3

191D
09TX
6GTH

SGTH

(4515}

67Td

@ ©oTy

e Molecule 29

T0oCTL
0022
6674

508 ribosomal protein L3

3%

22%

™ 0
0 It}
a =

49%

25%

Chain DE

€97
¢9d

3

894

—
0
%

LYA
Eial

LeY
9EY

YEA

ced
1€0
0€d

8Ty
LTT
oTI
ScA
oL
E€TA

614

~
-
a

STd

CTL
TTH

LA
99

€D

8CIS
441
(44 xS

TN
0TTM

9TTA
ST1D

€114

T11Y
071D

80718

Z0TA

0073

L63

S61

18I
083

vld

L6TI

761D

88TA
L8TV

S81H
¥8TA

2811
1811
08TN

8.14

9OLTI

vi1a
ELTA
TLIA
TL1H
0LTT

89T
LOTA

SOTA

3

1919
09Tk
6GTH

SGTH

[4)5: !

6714

Ly1d

STIA

EYIN
[44%)
15498

8€1d
LETH

SETH

e Molecule 30

EETH

® ©ocTv

T02L
00za
6674

508 ribosomal protein 1.4

4%

3

16%

59%

24%

™
=
©n

Chain BF

79I
£9%
(4L

83y

96d

©
™
=

L4
91D

TTA
01d
61
80
LX

TH

w11
€TT1

6174

L17d
911a

€11V

07711

80Ty
LOTH
907H

€07y
201d
TOT1
0071

664

96d

£63%

064

[
©
=

989
8D

€84
[4:)

08Y

9.L9H

28
gLV
LY

G9M

ELTA

TLId
0471

LOTY
99TV
S9TH

€9TA
{415
1914

8GTL
LSTA

SST1
P9TA

2e1d

6%1a
8%11

i)

4%,
EYTV

TPV

6ETd

LETH
9ETL
SETA

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4V8J

Page 48

9021
S0cH

£0zh

e Molecule 30

T0TA
ooca
66TH
86TV
L610a
9611
S6Ta
Y6TH

508 ribosomal protein 1.4

16%

60%

23%

%
i

Chain DF

€94
(4L

993
GSD
ALt

[4ch's
TSL

8¥L

L14

11
€211

6174

L17d
911d

PIIA
€11V

07711

80Ty
LOTH
907H

€07y
201d
TOT1
0071

964d

1
B

169
064

88A

989
8D

€84
281

08Y

9L
SLH

€Ly
LY

G9M
o1

ELTA

TL1d
0471

LOTY
99TV
S9TH

€9TA
{415
1914

8GTL
LSTA

SST1
P9TA

ce1d

6%1a
8%11

i)

4%,
EYTV

TPV

e Molecule 31

6ETd

LETH
9ETL
SETN

9021
S0zH

£0zh

T0ZA
00cE
66TH
86TV
L610a
9611
S6Ta
6T

508 ribosomal protein L5

18%

64%

17%

5%

Chain BG:

oV

6€T

9€N
Segd

ey
ced
TEA

621
8TA

9zh

0ZI

8TH

€14
(423
TT4

€1
2d

o
S¢Td

€TIN

0Z11

@ T8TX

0874
6.1d
8L14

9LTT
SLT1
vL1d
€LTT
[A%)
TLIY
0LTY

L9713
991a

vot13
€91V

TOTL
09TA

84TV
LGTI

SGTH
va1d

CTST1

508 ribosomal protein L5

8YIH
Ly1a
S99
SHTIL

e Molecule 31

18%

64%

16%

7%

Chain DG

[
Eidd
Sva
7¥d
€71
44}

€TIN

0T11
611D
8TTY

CT1d
TITT

60TA
80TN
L0T1
9071
SOTH
012

® T81Y

0874

L9712
991a

912
€91V

TOTL
09TA

O

R LDWIDE
PROTEIN DATA BANK

84TV
LSTI

SGTH
va1d

111

2811

3

8YIN
Ly1a
A%
SHIL

50S ribosomal prote

CTEIN
TETR
0EIN
621D
8TTH

e Molecule 32

9z1a
acTd

L6

W



Full wwPDB X-ray Structure Validation Report 4V8J

Page 49

28%

11%

16%

54%

. 15%

Chain BH

094 €CTd
654 CTIL
@ 8SH TCTI
(] 0TTH
L] ----
8T1d
[ L11d
[ ] 91173
@® <TSA STTA
e T18Y | |
0SA CTTd
6% ® TTTIH
® 8%d 0TTS
el
-7 L0TA
PA
{577
{44
e 0% COTY
@® 6&d 7074
® 8ES
® LEA
@ 9&d
® SEA
o vea
® €€1
@ <TEH P61
.--- £6D
0ex | oger

STA 9LA

L]
L]
® 89L
o
°

891d

3

¥9TX

18TI
0GTV
6%TH
8711
L7TN
ovTV
SYTV
j4470
[524]
[44%)
T9TA
0vTH

LETA

[ ]
SETH
YETS
E€ETA
z°eTH
TETA
0ETY

® 6CTL

@® 8C1d

9T1d
STTA

e Molecule 32: 508 ribosomal protein L6

19% . 11%

52%

5%
15%

Chain DH

w0l o o
wn 0 0 0
A M

[ ] €93
2SA

0GA

8%D
Lvd
ovd

7471
€7

0€x

[
I
o

Led

©
I
B

™
I3
~

b
@
5]

ocy

814

918
STA

ZTd

STTA

€CTd
2TIL
11423

8T1d
L11d
9113
STTA

CT1id

0118

LOTA
90TL

3
3

(494

007D

6L
€69

169

681

N~ ©
© ©
a A

6LA

9LA
SLY

e T.IT

® 69TA
891d

91X

191D

9T1d

508 ribosomal protein 1.9

e Molecule 33

.o

26%

54%

7%
18%

Chain BI

(428

[ ]
098

[ ] 86T
[ ] LGY

qGv

£9Y

6%V
8

oY
SPA
1
ePN

A4S

0L

1€71

6TTd

L1T3

4188

(4358

0TTd
60T1

LOTA
901D
SOTH
7010

TOTS

=
[
©

~ O
© © ©
Mo

©
0
B

8D
£8Y

08d
6.1

9LL

€Ld

TLI
0.2

TYIA

TPTY
0%T1
6T

50S ribosomal prote

LETd

TETY
OETA

LTTA
9TTR
STTa

e Molecule 33

€211

in L9

22%

59%

@
Il
-

5%
16%

Chain DI

(428

o
©
5]

89T
194
993
)4
»3b
£gY
4°1'S
161

8
LYT
ki g
SvN
91
52

13

LEA

vED
£eY
ced
1€71

Lz
9Ty

¥eh
€2d
[44:

oza
6TA
81A
LTD
919

™
=
©

TIN

o IId'
E4 ]

™

611d

L1173

$111

(495

011d
60T

LOTA
90T
SOTH
010

TOTS

R LDWIDE

00TV
663

08d
6.1

9LL

€L3

TLI
e 042
693
891

993
SOV
93

O

PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4V8J

Page 50

oIV

508 ribosomal protein 1.13

TE€TH
OETA

LTTA

e Molecule 34

€211

%
i

21%

49%

© N~ oo o <+ 10 ~ - ®
AN ® ™ ® M ) < <
I |2 o £ =] [

25%

Chain BN

(47N
L

o
Ir
B4

98N

A1
€GA
TGA
T84
08a

O%A

Pvd

€ETD

170
0ETH

8CTTH

YTIv

ZTIA

(4 %]

L1T4

231
€TI0
111
T11d

3

L0T1
90TH

vOTA
€0TA

661
86A

964
S6d
P6H
€61

T6T
06K
684

281
189

6.d

*

€LL

508 ribosomal protein .13

e Molecule 34

21%

51%

© N~ OO o < 10 ~ — ®
AN NN ® ™ ™ M ® < <
A< B K H B Py = a B

24%

Chain DN

(42
T4

@
Ir)
5

98N

s
€8A
[4:1¥
184
08a

9%A

¥¥d

<
N
[

114}

618
8TV
L1Q
971

11d
(0]}
6A
80

o
=

€L
(4}
TH

170
0ETH

8CTTH

j4441

CTIA

0211

L1T4

PITY
ETTD
TIT1
TT1d

3

L0117
90TH

vOTH

661
861

9638
S6d
Y6H
£6L

1671
061

98d

281
8D
089
6.d

*

€LL
TLK

0LY

S9)

LETH

e Molecule 35

€ETH

L14

n

50S ribosomal prote

10%

52%

38%

o
[
=

Chain BO

€40

0Ld

894
L9%
994
S9L
bou
€9A
TOA

09v

187

[
<+
~

~
o
-

3

%S

ovA
6€1

SEA
YEL

CTER

62N

STT

£

120

o
@
=

611
814

9TV
19

c1a
TV

[
5]

©

|
o o
~ ®
[T=

& 10 ©
[ =]

o
-

-
=

2TT1
TTTA

611d

9118
STTA

L

TT14

607X

L0TH

v0TY
€01V

T0Td
001D
664
864

764

)
©
=

181
981

v8v
£8Y

18a

~
~
H

e Molecule 35

SLS

+
~
©

L14

50S ribosomal protein

14%

-

35%

51%

i

Chain DO:

£8Y

8LY¥

€La

SOL

TOA
09Y

08D

LI

s

6€1

LEA

SEA
YEL

TEX
T€X

ST1
448
£TH

12D
0oZH

Ll

oH N m
wn ©o «© - - -
CHEAR> =A== B

o ™
H o

1

6T1d

LTT1
9T1S
STTA

+

263
T6T
060

O

R LDWIDE
PROTEIN DATA BANK

W



Page 51 Full wwPDB X-ray Structure Validation Report 4V8J

e Molecule 36: 508 ribosomal protein 115
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e Molecule 42: 508 ribosomal protein 1.21
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e Molecule 45: 50S ribosomal protein L24
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e Molecule 46: 50S ribosomal protein L25
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4 Data and refinement statistics (i)
Property Value Source
Space group P 212121 Depositor
Cell constants 210.20A 446.16A 620.95A .
Depositor
a, b, c, a, B,y 90.00° 90.00° 90.00°
. 50.00 — 3.90 Depositor
Resolution (4) 34.93 — 4.00 EDS
% Data completeness 94.3 (50.00-3.90) Depositor
(in resolution range) 95.2 (34.93-4.00) EDS
Rinerge 0.35 Depositor
Raym (Not available) Depositor
<I/o(I)>" 2.17 (at 3.99A) Xtriage
Refinement program PHENIX (phenix.refine: 1.8.1 1168), REFMAC | Depositor
R R 0.242 . 0.269 Depositor
» Hhfree 0.247 , 0.272 DCC
Rfree test set 20475 reflections (4.41%) wwPDB-VP
Wilson B-factor (A?) 115.4 Xtriage
Anisotropy 0.219 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.25 , 38.5 EDS
L-test for twinning” <|L| > =042, < L?> =10.25 Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.88 EDS
Total number of atoms 292667 wwPDB-VP
Average B, all atoms (A?) 51.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.56% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.

2Theoretical values of < |L| >, < L? > for acentric reflections are 0.5, 0.333 respectively for untwinned datasets,
and 0.375, 0.2 for perfectly twinned datasets.
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5 Model quality (i)

5.1 Standard geometry (i)

Bond lengths and bond angles in the following residue types are not validated in this section: ZN,

MG, PAR,

The Z score for a bond length (or angle) is the number of standard deviations the observed value
is removed from the expected value. A bond length (or angle) with |Z] > 5 is considered an
outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or

angles).
. Bond lengths Bond angles

Mol | Chain | p\ (o7 #éy >5 RMSZ #ygzy >5

1 | AA | 053 | 1/36186 (0.0%) | L.07 | 56/56479 (0.1%)
1 CA | 057 0/36161 111 | 53/56440 (0.1%)
2 AB 0.36 0/1936 0.63 0/2611

2 CB 0.35 0/1936 0.62 0/2611

3 AC 0.35 0/1637 0.60 0/2207

3 CC 0.35 0/1637 0.59 0/2207

4 AD 0.39 0/1733 0.66 0/2318

4 CD 0.38 0/1733 0.65 0/2318

3 AE 0.41 0/1163 0.66 0/1566

d CE 0.41 0/1163 0.66 0/1566

6 AF 0.35 0/856 0.63 0/1154

6 CF 0.36 0/856 0.65 0/1154

7 AG 0.34 0/1276 0.57 0/1709

7 | CG | 034 0/1276 0.57 0,/1709

8 AH 0.34 0/1136 0.65 0/1527

8 CH 0.34 0/1136 0.64 0/1527

9 Al 0.35 0/1029 0.62 0/1379

9 CI 0.35 0/1029 0.63 0/1379

10 AJ 0.38 0/808 0.65 0/1087

10 CJ 0.38 0/808 0.64 0/1087

11 AK 0.36 0/900 0.66 0/1213

11 CK 0.36 0/900 0.66 0/1213

12 | AL | 045 0/987 0.78 1/1322 (0.1%)
12 CL 0.43 0/987 0.78 0/1322

13 AM 0.40 0/999 0.72 0/1338

13 | CM | 0.4 0/999 0.68 | 1/1338 (0.1%)
14 AN 0.37 0/501 0.63 0/664

14 CN 0.37 0/501 0.63 0/664

15 AO 0.36 0/745 0.58 0/992

15 CO 0.35 0/745 0.58 0/992

16 AP 0.39 0/717 0.65 0/965

16 CP 0.38 0/717 0.63 0/965
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. Bond lengths Bond angles

Mol | Chain | o7 #Z| >5 RMSZ #Z| >5
17 AQ 0.40 0/837 0.65 0/1119

17 CQ 0.36 0/837 0.61 0/1119

18 AR 0.39 0/579 0.71 0/768

18 CR 0.40 0/579 0.70 0/768

19 AS 0.38 0/643 0.68 0/867

19 CS 0.37 0/643 0.62 0/867

20 AT 0.36 0/765 0.66 0/1007

20 CT 0.34 0/765 0.66 0/1007

21 AU 0.71 0/213 0.84 0/279

21 CU 0.75 0/213 0.78 0/279

22 AW 0.51 0/1809 1.00 3/2819 (0.1%)
22 AY 0.74 0/408 1.23 0/634

22 CW 0.53 0/1809 0.99 6/2819 (0.2%)
22 CY 0.85 0/408 1.39 3/634 (0.5%)
23 AV 0.80 0/1836 1.30 11/2859 (0.4%)
23 CV 0.81 0/1836 1.29 9/2859 (0.3%)
24 AX 0.78 0/188 1.33 2/290 (0.7%)
24 CcX 0.97 0/235 1.28 2/364 (0.5%)
25 BA 0.52 1/67620 (0.0%) 0.74 | 24/105555 (0.0%)
25 DA 0.52 2/67620 (0.0%) 0.74 | 23/105555 (0.0%)
26 BB 0.41 0/2853 0.71 1/4451 (0.0%)
26 DB 0.42 0/2853 0.72 1/4451 (0.0%)
27 BC 0.37 0/1145 0.67 7/1556 (0.4%)
27 DC 0.38 0/1145 0.67 7/1556 (0.4%)
28 BD 0.52 0/2155 0.82 0/2907

28 DD 0.53 0/2155 0.83 0/2907

29 BE 0.44 0/1597 0.78 2/2155 (0.1%)
29 DE 0.44 0/1597 0.77 1/2155 (0.0%)
30 BF 0.45 0/1659 0.74 0/2246

30 DF 0.45 0/1659 0.73 0/2246

31 BG 0.41 0/1499 0.73 1/2016 (0.0%)
31 DG 0.41 0/1499 0.74 1/2016 (0.0%)
32 BH 0.37 0/1246 0.70 2/1684 (0.1%)
32 DH 0.37 0/1246 0.70 2/1684 (0.1%)
33 BI 0.35 0/1147 0.71 0/1553

33 DI 0.37 0/1147 0.71 0/1553

34 BN 0.40 0/1132 0.74 1/1527 (0.1%)
34 DN 0.39 0/1132 0.75 1/1527 (0.1%)
35 BO 0.66 0/943 0.68 0/1269

35 DO 0.82 0/943 0.71 0/1269

36 BP 0.47 0/1131 0.84 0/1504

36 DP 0.45 0/1131 0.82 1/1504 (0.1%)
37 BQ 0.41 0/1143 0.69 0/1527
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. Bond lengths Bond angles

Mol | Chain | o7 #Z| >5 RMSZ #Z| >5
37 DQ 0.40 0/1143 0.68 0/1527
38 BR 0.40 0/974 0.76 0/1302
38 DR 0.40 0/974 0.77 0/1302
39 BS 0.41 0/779 0.72 0/1038
39 DS 0.38 0/779 0.71 0/1038
40 BT 0.58 0/1156 0.68 0/1544
40 DT 0.65 0/1156 0.70 1/1544 (0.1%)
41 BU 0.39 0/975 0.70 0/1297
41 DU 0.39 0/975 0.70 0/1297
42 BV 0.38 0/790 0.70 0/1057
42 DV 0.39 0/790 0.71 0/1057
43 BW 0.41 0/907 0.69 0/1216
43 DW 0.41 0/907 0.69 0/1216
44 BX 0.49 0/740 0.72 0/995

44 DX 0.49 0/740 0.72 0/995

45 BY 0.49 0/789 0.77 0/1053
45 DY 0.45 0/789 0.79 1/1053 (0.1%)
46 BZ 0.38 0/1436 0.66 0/1951
46 DZ 0.37 0/1436 0.67 0/1951
47 BO 0.39 0/671 0.67 0/892

47 DO 0.39 0/671 0.67 0/892

48 B1 0.46 0/739 0.84 1/983 (0.1%)
48 D1 0.45 0/739 0.84 1/983 (0.1%)
49 B2 0.43 0/600 0.69 0/793

49 D2 0.44 0/600 0.71 0/793

50 B3 0.38 0/473 0.67 0/636

50 D3 0.38 0/473 0.67 0/636

51 B4 0.44 0/229 0.66 0/311

51 D4 0.45 0/229 0.66 0/311

52 B5 0.38 0/473 0.68 0/639

52 D5 0.38 0/473 0.68 0/639

53 B6 0.47 0/388 0.65 0/520

53 D6 0.48 0/388 0.65 0/520

54 B7 0.56 0/427 0.75 0/563

54 D7 0.56 0/427 0.75 0/563

55 B8 0.51 0/516 0.85 0/681

55 D8 0.52 0/516 0.85 0/681

56 B9 0.31 0/302 0.58 0/397

56 D9 0.31 0/302 0.58 0/397
All All 0.50 | 4/317064 (0.0%) | 0.84 | 226/474017 (0.0%)

All (4) bond length outliers are listed below:
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Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)

1 AA 1480 A N9-C4 | 5.60 1.41 1.37

25 DA 2307 G 03-P | 5.54 1.67 1.61

95 | BA | 271(U)| G | O3P |5.17 1.67 1.61

25 DA 271(U) G 03-P | 5.13 1.67 1.61
All (226) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
29 BE 52 LEU C-N-CD -8.27 102.41 120.60
45 DY 55 TYR C-N-CD -6.12 107.12 120.60
13 CM 112 GLY C-N-CD -6.03 107.34 120.60
23 CV 72 C N3-C4-C5 | -6.00 119.50 121.90
1 CA 1164 A C8-N9-C4 | 5.99 108.19 105.80
24 CX 20 U N1-C2-O2 | -5.96 118.62 122.80
1 AA 443 C C6-N1-C2 | -5.96 117.92 120.30
22 AW 61 C C6-N1-C2 | -5.93 117.93 120.30
23 CV 32 G N3-C4-C5 | 5.93 131.56 128.60
22 CY 33 U N1-C2-N3 | 5.92 118.45 114.90
1 CA 535 U C2-N1-C1” | -5.91 110.61 117.70
1 CA 501 C N3-C2-02 | -5.90 117.77 121.90
25 DA 272(B) G P-03-C3’ | -5.90 112.62 119.70
23 CV 13 C C6-N1-C2 | -5.90 117.94 120.30
40 DT 90 GLN N-CA-C -5.88 95.13 111.00
1 CA 937 U C2-N1-C1’ | 5.87 124.74 117.70
1 CA 513 G N3-C4-C5 | 5.86 131.53 128.60
1 CA 443 C C6-N1-C2 | -5.85 117.96 120.30
1 AA 49 U C5-C6-N1 | -5.84 119.78 122.70
1 AA 7 G C8-N9-C4 | -5.83 104.07 106.40
1 CA 689 A C8-N9-C4 | 5.83 108.13 105.80
23 AV 47 G N1-C6-O6 | 5.82 123.39 119.90
25 DA 1301 A N9-C1’-C2’ | 5.82 121.56 114.00
25 BA 1301 A N9-C1’-C2” | 5.81 121.56 114.00
25 DA 1786 A N9-C1’-C2" | 5.81 121.55 114.00
23 AV 8 U N1-C2-O2 | -5.81 118.73 122.80
1 AA 49 U C6-N1-C2 | 5.79 124.47 121.00
25 DA 2225 A C2’-C3’-03’ | 5.79 122.96 113.70
22 CY 37 A N1-C6-N6 | 5.78 122.07 118.60
1 AA 337 C N1-C2-02 | 5.78 122.37 118.90
25 DA 1493 C N1-C1’-C2’ | 5.78 121.52 114.00
25 BA 2225 A C2-C3-03" | 5.77 122.94 113.70
1 CA 1140 C C2-N1-C1’ | 5.77 125.15 118.80
25 BA 1786 A N9-C1’-C2’ | 5.76 121.49 114.00
1 CA 959 G C6-C5-N7 | -5.76 126.94 130.40

Continued on next page...
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(°)
1 AA 1386 C C6-N1-C2 | -5.75 118.00 120.30
25 BA 1493 C N1-C1’-C2” | 5.74 121.46 114.00
1 CA 1238 U P-03-C3" | -5.74 112.81 119.70
1 AA 278 C C6-N1-C2 | -5.72 118.01 120.30
1 CA 1303 C C6-N1-C2 | -5.72 118.01 120.30
27 BC 181 PRO | N-CA-CB | 5.71 110.16 103.30
1 AA 63 C C6-N1-C2 | -5.71 118.02 120.30
27 DC 181 PRO | N-CA-CB | 5.70 110.14 103.30
23 AV 39 A N1-C6-N6 | 5.68 122.01 118.60
25 DA 1698 A N9-C1’-C2’ | 5.68 121.39 114.00
48 D1 46 LEU | CA-CB-CG | 5.68 128.36 115.30
25 BA 1698 A N9-C1’-C2’ | 5.68 121.38 114.00
1 AA 969 U P-03’-C3" | 5.68 126.51 119.70
1 CA 903 G N3-C4-C5 | 5.68 131.44 128.60
1 AA 106 G N3-C4-N9 | 5.67 129.40 126.00
1 CA 261 G P-03’-C3" | 5.66 126.50 119.70
1 CA 110 G C6-ChH-NT7 | -5.66 127.00 130.40
1 CA 1482 G C4-Cb-N7 | -5.66 108.54 110.80
48 B1 46 LEU | CA-CB-CG | 5.65 128.30 115.30
1 AA 246 G N3-C4-C5 | -5.65 125.77 128.60
23 AV 76 C C2-N1-C1” | 5.62 124.98 118.80
1 AA 715 C C6-N1-C2 | 5.61 122.55 120.30
22 AW 75 C N1-C2-N3 | -5.59 115.28 119.20
1 AA 101 G C4-N9-C1” | 5.59 133.77 126.50
1 CA 1140 C C6-N1-C2 | -5.59 118.06 120.30
27 BC 174 PRO | N-CA-CB | 5.58 110.00 103.30
1 CA 630 C C6-N1-C2 | -5.58 118.07 120.30
32 BH 156 ALA N-CA-C -5.58 95.93 111.00
32 DH 156 ALA N-CA-C -2.57 95.95 111.00
1 AA 1076 G C8-N9-C4 | -5.57 104.17 106.40
1 AA 1046 G P-03-C3" | 5.56 126.37 119.70
1 CA 937 U C5-C6-N1 | 5.56 125.48 122.70
1 AA 261 G 03’-P-05" | 5.56 114.56 104.00
1 AA 970 G C4-N9-C1” | 5.56 133.72 126.50
1 CA 1266 A P-03’-C3" | 5.56 126.37 119.70
1 AA 956 C C6-N1-C2 | -5.54 118.08 120.30
27 DC 174 PRO | N-CA-CB | 5.54 109.95 103.30
23 AV 12 G N1-C6-0O6 | 5.54 123.22 119.90
27 DC 220 PRO | N-CA-CB | 5.53 109.93 103.30
1 AA 337 C N3-C2-0O2 | -5.52 118.04 121.90
27 DC 140 PRO | N-CA-CB | 5.51 109.92 103.30
25 DA 387 U C2’-C3’-03’ | 5.51 122.51 113.70

Continued on next page...
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(°)
1 AA 706 U N3-C2-02 | -5.50 118.35 122.20
22 CW 30 G N1-C6-O6 | 5.50 123.20 119.90
27 BC 182 PRO | N-CA-CB | 549 109.89 103.30
1 AA 101 G 0O4-C1T’-N9 | 5.49 112.59 108.20
25 BA 387 U C2-C3-03" | 5.49 122.48 113.70
27 BC 140 PRO | N-CA-CB | 549 109.89 103.30
1 AA 423 G P-03’-C3" | 5.47 126.27 119.70
26 DB 40 U N1-C1’-C2’ | 5.47 121.12 114.00
27 DC 182 PRO | N-CA-CB | 547 109.87 103.30
26 BB 40 U N1-C1’-C2” | 5.47 121.11 114.00
1 CA 1483 U C5-C6-N1 5.46 125.43 122.70
1 CA 1347 G N3-C4-N9 | -5.46 122.72 126.00
1 AA 1036 C N1-C1’-C2’ | 5.46 121.09 114.00
22 CW 70 G N3-C4-C5 | 5.45 131.32 128.60
25 BA 945 A N9-C1’-C2’ | 5.45 121.08 114.00
1 AA 1445 A C8-N9-C4 | 5.44 107.97 105.80
25 DA 945 A N9-C1’-C2” | 5.44 121.07 114.00
1 CA 1205 G C8-N9-C4 | -5.43 104.23 106.40
1 AA 60 A P-03-C3’ 5.43 126.21 119.70
27 BC 220 PRO | N-CA-CB | 543 109.81 103.30
23 CV 72 C N3-C2-02 | 5.43 125.70 121.90
27 BC 201 PRO | N-CA-CB | 542 109.81 103.30
25 BA 1053 C N1-C1’-C2’ | 5.42 121.05 114.00
1 CA 1049 A P-03-C3’ 5.42 126.21 119.70
1 AA 543 U P-03-C3’ 5.42 126.21 119.70
1 CA 1279 C C6-N1-C2 | 5.42 122.47 120.30
1 CA 013 G N1-C6-0O6 | 5.42 123.15 119.90
1 AA 469 G C8-N9-C4 | -5.42 104.23 106.40
1 CA 716 A C8-N9-C4 | 5.39 107.96 105.80
1 CA 1202 G C8-N9-C4 | -5.39 104.25 106.40
1 AA 949 C C6-N1-C2 | -5.38 118.15 120.30
1 CA 60 A P-03’-C3" | 5.38 126.15 119.70
25 DA 1053 C N1-C1’-C2’ | 5.38 120.99 114.00
23 CV o7 C C2-N1-C1’ | 5.37 124.71 118.80
23 AV 12 G C5-C6-06 | -5.37 125.38 128.60
1 CA 969 U P-03’-C3" | 5.37 126.14 119.70
27 DC 201 PRO | N-CA-CB | 5.37 109.74 103.30
1 CA 669 U C2-N1-C1” | -5.37 111.26 117.70
1 CA 917 C C2-N1-C1’ | -5.36 112.90 118.80
23 CV 14 A C8-N9-C4 | 5.36 107.94 105.80
23 CV 47 G C5-C6-06 | -5.34 125.39 128.60
1 AA 684 C C6-N1-C2 | -5.34 118.17 120.30

Continued on next page...
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(°)
1 CA 454 A OP1-P-O3" | 5.33 116.94 105.20
1 CA 11 G N3-C4-N9 | -5.33 122.80 126.00
1 CA 104 G N3-C4-C5 | 5.33 131.26 128.60
29 DE 186 GLY N-CA-C 5.33 126.41 113.10
1 AA o6 U C5-C6-N1 | 5.32 125.36 122.70
22 CY 27 G C4-N9-C17 | 5.32 133.42 126.50
25 DA 2827 C C5-C4’-C3’ | -5.32 107.48 116.00
25 DA 2557 G C5-C4’-C3’ | -5.32 107.49 116.00
29 BE 186 GLY N-CA-C 5.31 126.38 113.10
1 AA 85 U C5-C6-N1 | 5.30 125.35 122.70
25 BA 2557 G C5-C4’-C3’ | -5.30 107.52 116.00
1 AA 1260 A N7-C8-N9 | 5.29 116.45 113.80
1 CA 1241 C C6-N1-C2 | -5.29 118.18 120.30
1 AA 970 G C8-N9-C4 | -5.29 104.28 106.40
24 AX 22 A C8-N9-C4 | -5.29 103.68 105.80
25 BA 2827 C C5-C4’-C3’ | -5.29 107.53 116.00
1 CA 1318 G N3-C4-C5 | 5.29 131.25 128.60
1 AA 1286 G C8-N9-C4 | -5.29 104.28 106.40
25 BA 856 C C2’-C3’-03’ | 5.29 122.16 113.70
1 AA 018 A C8-N9-C4 | 5.29 107.92 105.80
1 AA 261 G P-03’-C3" | 5.28 126.04 119.70
25 DA 2111 C N1-C1’-C2’ | 5.28 120.87 114.00
22 CW 3 C C6-N1-C2 | -5.28 118.19 120.30
1 AA 543 U C2-N1-C1” | 5.28 124.04 117.70
1 CA 1347 G N3-C4-C5 | 5.28 131.24 128.60
25 DA 856 C C2-C3’-03’ | 5.27 122.13 113.70
25 DA 1781 C C3-C2’-C1’ | -5.26 97.29 101.50
25 BA 2111 C N1-C1’-C2’ | 5.26 120.83 114.00
34 DN 67 LEU N-CA-C -5.26 96.81 111.00
31 DG 87 PRO N-CA-C 5.25 125.76 112.10
1 AA 364 C N1-C2-02 | 5.25 122.05 118.90
1 AA 839 C C2-N1-C1” | 5.25 124.58 118.80
31 BG 87 PRO N-CA-C 0.24 125.73 112.10
22 CW 70 G C2-N3-C4 | -5.24 109.28 111.90
25 DA 2506 U C5-C4’-04’ | -5.24 102.81 109.10
34 BN 67 LEU N-CA-C -5.23 96.87 111.00
22 AW 62 C C6-N1-C2 | -5.23 118.21 120.30
25 BA 2506 U C5-C4’-04’ | -5.23 102.83 109.10
1 AA 011 C O4-C1’-N1 | 5.23 112.38 108.20
32 BH 157 TYR N-CA-C -5.22 96.89 111.00
1 CA 1182 A P-03-C3’ 5.22 125.97 119.70
1 CA 546 A O4’-C1’-N9 | 5.22 112.38 108.20

Continued on next page...
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(°)
25 BA 1819 A P-03’-C3" | 5.21 125.96 119.70
1 CA 1140 C C5-C6-N1 5.21 123.61 121.00
25 DA 2117 A N9-C1’-C2" | 5.21 120.77 114.00
25 BA 1022 G P-03’-C3" | 5.21 125.95 119.70
32 DH 157 | TYR N-CA-C | -5.20 96.95 111.00
23 AV 7 A N1-C6-N6 | -5.19 115.48 118.60
1 CA 1046 G P-03’-C3" | 5.18 125.92 119.70
27 BC 133 PRO | N-CA-CB | 5.18 109.52 103.30
25 DA 1022 G P-03-C3’ 5.18 125.92 119.70
25 BA 1781 C C3-C2’-C1’ | -5.18 97.36 101.50
25 BA 2035 G N9-C1’-C2’ | 5.18 120.73 114.00
25 DA 2035 G N9-C1’-C2’ | 5.17 120.73 114.00
25 BA 2117 A N9-C1’-C2’ | 5.17 120.72 114.00
1 CA 1263 C C6-N1-C2 | -5.17 118.23 120.30
22 CW 43 C C6-N1-C2 | -5.17 118.23 120.30
23 CV 23 G N1-C6-O6 | 5.17 123.00 119.90
24 CX 19 U N3-C4-C5 | 5.16 117.70 114.60
1 AA 77 G P-03-C3" | 5.16 125.89 119.70
1 CA 559 G N3-C4-N9 | 5.16 129.10 126.00
25 DA 1786 A P-03’-C3" | 5.16 125.89 119.70
25 BA 1786 A P-03’-C3" | 5.15 125.88 119.70
1 AA 246 G C8-N9-C4 | -5.14 104.34 106.40
1 CA 766 C C6-N1-C2 | 5.14 122.36 120.30
1 AA 1286 G N7-C8-N9 | 5.13 115.67 113.10
1 CA 973 A C8-N9-C4 | -5.12 103.75 105.80
1 AA 970 G N7-C8-N9 | 5.12 115.66 113.10
1 CA 468 G C8-N9-C4 | -5.12 104.35 106.40
1 CA 11 G N3-C4-C5 | 5.11 131.16 128.60
1 AA 1182 A P-03-C3’ 5.11 125.83 119.70
1 AA 753 C C2-N1-C1” | -5.10 113.19 118.80
24 AX 22 A C4-N9-C1” | 5.10 135.48 126.30
22 CW 70 G N3-C4-N9 | -5.10 122.94 126.00
1 AA 1238 U O4’-CT’-N1 | 5.09 112.28 108.20
1 AA 901 C C6-N1-C2 | -5.09 118.26 120.30
1 CA 400 U C2-N1-C1” | 5.09 123.81 117.70
1 AA 63 C C5-C6-N1 5.08 123.54 121.00
1 AA 1142 G C5-C6-06 | -5.08 125.55 128.60
1 AA 951 A C8-N9-C4 | -5.08 103.77 105.80
1 CA 937 U C6-N1-C2 | -5.08 117.95 121.00
23 AV 7 A C6-C5-N7 | 5.08 135.85 132.30
27 DC 133 PRO | N-CA-CB | 5.08 109.39 103.30
23 AV 49 C C4-C5-C6 | 5.07 119.94 117.40

Continued on next page...
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(°)
1 AA 766 C C6-N1-C2 | 5.07 122.33 120.30
1 AA 1049 A P-03’-C3" | 5.07 125.78 119.70
1 CA 380 C C6-N1-C2 | -5.06 118.28 120.30
23 AV 17 C C6-N1-C2 | -5.05 118.28 120.30
1 AA 731 C P-03-C3” | 5.05 125.76 119.70
1 AA 364 C N3-C2-02 | -5.05 118.37 121.90
25 DA 2263 C C5-C4’-04 | -5.04 103.05 109.10
25 DA 1835 G C5-C4’-C3’ | -5.03 107.95 116.00
36 DP ol PHE N-CA-C 5.03 124.59 111.00
1 CA 79 U C5-C6-N1 5.03 125.22 122.70
23 CV 1) C C6-N1-C2 | -5.03 118.29 120.30
23 AV 29 C C6-N1-C2 | 5.03 122.31 120.30
25 BA 1378 A C2’-C3’-03’ | 5.02 121.74 113.70
25 BA 2263 C C5-C4’-04’ | -5.02 103.07 109.10
1 AA 1047 U P-03’-C3" | 5.02 125.72 119.70
25 BA 1835 G C5-C4’-C3’ | -5.02 107.97 116.00
1 CA 357 G N3-C4-C5 | 5.02 131.11 128.60
25 BA 1634 A N9-C1’-C2" | 5.01 120.52 114.00
25 DA 1378 A C2’-C3’-03’ | 5.01 121.72 113.70
25 DA 1634 A N9-C1’-C2” | 5.01 120.52 114.00
1 CA 7 G P-03’-C3" | 5.01 125.72 119.70
25 BA 271(U) G 03’-P-05" | -5.01 94.48 104.00
12 AL 29 GLY N-CA-C -5.00 100.60 113.10

There are no chirality outliers.

There are no planarity outliers.

5.2 Too-close contacts (i)

In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms
and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogen
atoms added and optimized by MolProbity. The Clashes column lists the number of clashes within
the asymmetric unit, whereas Symm-Clashes lists symmetry related clashes.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 AA 32326 0 16316 985 0
1 CA 32304 0 16306 977 0
2 AB 1901 0 1951 288 0
2 CB 1901 0 1951 297 0
3 AC 1613 0 1677 215 0
3 CcC 1613 0 1677 202 1
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
4 AD 1703 0 1765 202 0
4 CD 1703 0 1764 152 4
) AE 1147 0 1207 147 0
3 CE 1147 0 1207 156 0
6 AF 843 0 857 81 0
6 CF 843 0 856 108 0
7 AG 1257 0 1296 137 0
7 CG 1257 0 1296 142 0
8 AH 1116 0 1177 148 0
8 CH 1116 0 1177 169 0
9 Al 1010 0 1037 169 0
9 CI 1010 0 1037 135 0
10 Al 795 0 840 143 0
10 CJ 795 0 840 137 0
11 AK 885 0 904 104 1
11 CK 885 0 904 120 0
12 AL 971 0 1057 129 0
12 CL 971 0 1057 134 0
13 AM 988 0 1059 197 0
13 CM 988 0 1059 203 0
14 AN 492 0 531 88 0
14 CN 492 0 032 92 0
15 AO 734 0 771 70 0
15 CO 734 0 771 71 0
16 AP 701 0 720 o6 0
16 CP 701 0 720 o8 0
17 AQ 824 0 891 77 0
17 CQ 824 0 891 74 0
18 AR 574 0 644 61 0
18 CR 574 0 644 63 0
19 AS 630 0 652 102 0
19 CS 630 0 652 119 0
20 AT 763 0 861 114 0
20 CT 763 0 861 153 0
21 AU 209 0 221 10 0
21 CU 209 0 221 20 0
22 AW 1619 0 822 155 0
22 AY 365 0 185 95 0
22 CW 1619 0 822 203 0
22 CY 365 0 185 45 0
23 AV 1644 0 836 169 0
23 CV 1644 0 836 173 0
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
24 AX 169 0 86 17 0
24 CX 210 0 109 24 0
25 BA 60378 0 30440 2704 3
25 DA 60378 0 30441 2817 12
26 BB 2551 0 1295 140 1
26 DB 2551 0 1295 193 1
27 BC 1142 0 865 103 0
27 DC 1142 0 865 135 0
28 BD 2105 0 2182 296 4
28 DD 2105 0 2182 328 0
29 BE 1564 0 1629 269 0
29 DE 1564 0 1629 280 0
30 BF 1624 0 1677 241 0
30 DF 1624 0 1677 234 0
31 BG 1474 0 1535 318 0
31 DG 1474 0 1535 292 0
32 BH 1223 0 1282 198 0
32 DH 1223 0 1282 236 2
33 BI 1132 0 1218 217 0
33 DI 1132 0 1218 214 0
34 BN 1105 0 1180 169 0
34 DN 1105 0 1180 170 0
35 BO 933 0 995 88 0
35 DO 933 0 996 78 0
36 BP 1114 0 1187 318 0
36 DP 1114 0 1187 299 8
37 BQ 1122 0 1179 154 0
37 DQ 1122 0 1179 184 0
38 BR 960 0 1021 143 0
38 DR 960 0 1021 144 0
39 BS 771 0 832 194 0
39 DS 771 0 832 196 0
40 BT 1142 0 1202 149 0
40 DT 1142 0 1202 225 0
41 BU 958 0 1015 170 0
41 DU 958 0 1015 173 0
42 BV 779 0 852 169 0
42 DV 779 0 852 174 3
43 BW 896 0 953 107 1
43 DW 896 0 953 112 0
44 BX 726 0 778 72 0
44 DX 726 0 778 74 0
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
45 BY 776 0 870 158 11
45 DY 776 0 870 184 2
46 BZ 1404 0 1432 219 0
46 DZ 1404 0 1432 230 0
47 BO 662 0 688 79 0
47 DO 662 0 688 7 0
48 B1 732 0 808 98 0
48 D1 732 0 808 91 0
49 B2 598 0 653 71 0
49 D2 598 0 653 86 1
20 B3 468 0 023 67 8
20 D3 468 0 023 73 0
51 B4 226 0 229 46 0
51 D4 226 0 229 37 0
52 B5 459 0 480 64 0
52 D5 459 0 480 60 3
53 B6 381 0 391 74 0
o3 D6 381 0 391 75 0
54 B7 419 0 467 42 0
54 D7 419 0 467 45 0
25 B8 208 0 276 109 0
95 D8 508 0 576 104 0
o6 B9 299 0 326 24 0
o6 D9 299 0 326 21 0
a7 AA 93 0 0 0 0
a7 AX 2 0 0 0 0
a7 B1 1 0 0 0 0
57 B3 1 0 0 0 0
D7 B5 2 0 0 0 0
D7 BA 261 0 0 7 0
27 BB 4 0 0 0 0
a7 BE 1 0 0 0 0
a7 BF 2 0 0 0 0
a7 BO 1 0 0 0 0
o7 BU 1 0 0 0 0
D7 CA 94 0 0 0 0
D7 CV 2 0 0 0 0
o7 DO 1 0 0 0 0
a7 D5 2 0 0 0 0
a7 DA 268 0 0 0 0
a7 DB 2 0 0 0 0
o7 DD 1 0 0 0 0
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
a7 DE 1 0 0 0 0
o8 AA 42 0 45 3 0
o8 CA 42 0 45 1 0
29 AD 1 0 0 1 0
29 AN 1 0 0 2 0
29 CD 1 0 0 0 0
29 CN 1 0 0 0 0
All All 292667 0 198350 20561 33

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including
hydrogen atoms). The all-atom clashscore for this structure is 42.

All (20561) close contacts within the same asymmetric unit are listed below, sorted by their clash
magnitude.

Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

13:CM:93:ARG:CD 25:DA:888:C:H5’ 1.15 1.61
4:AD:167:GLY:CA 28:DD:135:PHE:CE2 1.85 1.56
25:BA:2584:U:C2’ 25:BA:2585:U:H5” 1.38 1.54
25:DA:2584:U:C2’ 25:DA:2585:U:H5” 1.38 1.54
4:AD:167:GLY:HA3 28:DD:135:PHE:CE2 1.43 1.50
4:AD:197:PRO:CD 6:CF:16:GLN:HG3 1.41 1.49
23:CV:57:C:ChH 31:DG:84:LYS:NZ 1.79 1.48
23:CV:35:C:H2’ 23:CV:36:A:C8 1.48 1.47
23:CV:57:.C:Hb5 31:DG:84:LYS:NZ 1.00 1.46
40:DT:28:VAL:CG2 40:DT:46:GLU:HA 1.46 1.45
29:BE:52:LEU:CD2 29:BE:76:ARG:HB2 1.46 1.45
32:DH:17:VAL:CG1 32:DH:45:VAL:HG22 1.49 1.43
13:AM:93:ARG:CD 25:BA:888:C:HY 1.47 1.43
13:AM:94:ARG:NH2 25:BA:887:A:C2’ 1.82 1.42
4:AD:195:ALA:CB 6:CF:20:ALA:HB2 1.51 1.41
25:BA:271(U):G:C2’ 25:BA:271(V):G:HY’ 1.51 141
13:AM:108:ARG:NH1 13:AM:111:LYS:HG3 1.31 1.41
13:CM:94:ARG:NH2 25:DA:887:A:H2’ 1.21 1.41
23:CV:57:C:N4 31:DG:83:ARG:NH2 1.69 1.40
40:DT:28:VAL:HG22 40:DT:46:GLU:CA 1.50 1.40
13:CM:94:ARG:NH2 25:DA:887:A:C2’ 1.85 1.39
29:DE:51:PHE:CE1 29:DE:52:LEU:HD?23 1.57 1.39
25:DA:271(U):G:C2’ 25:DA:271(V):G:H5’ 1.51 1.38
40:DT:29:ARG:HD3 40:DT:85:LYS:CA 1.52 1.37
45:DY:54:LYS:HG2 45:DY:55: TYR:CD2 1.60 1.36
13:AM:94:ARG:NH?2 25:BA:887:A:C3’ 1.83 1.36
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
4:AD:197:PRO:HD3 6:CF:16:GLN:CG 1.26 1.35
32:DH:17:VAL:HB 32:DH:45:VAL:CG2 1.55 1.35
40:DT:29:ARG:CD 40:DT:85:LYS:HA 1.57 1.34
13:AM:94:ARG:HH22 25:BA:887:A:C2 1.36 1.34
13:CM:93:ARG:CD 25:DA:888:C:CY’ 2.07 1.33
25:DA:2516:G:C2’ 25:DA:2517:C:H5’ 1.58 1.32
25:DA:2584:U:H2’ 25:DA:2585:U:C5H’ 1.58 1.31
13:CM:93:ARG:HD3 25:DA:888:C:C5H’ 1.59 1.31
25:BA:2516:G:C2’ 25:BA:2517:C:HY’ 1.58 1.30
20:CT:26:ASN:HB2 20:CT:71: THR:CG2 1.59 1.30
25:BA:2584:U:H2’ 25:BA:2585:U:C5’ 1.58 1.29
25:BA:1819:A:H1’ 25:BA:1821:A:C6 1.65 1.29
20:CT:26:ASN:CB 20:CT:71:THR:HG23 1.61 1.29
13:AM:93:ARG:HG2 25:BA:888:C:0P1 1.28 1.29
13:AM:94:ARG:NH2 25:BA:887:A:H3’ 1.40 1.28
13:AM:108:ARG:HH12 13:AM:111:LYS:CG 1.44 1.28
25:BA:911:A:H5” 25:BA:912:C:C5’ 1.61 1.28
25:DA:911:A:H5” 25:DA:912:C:.CYy 1.61 1.28
20:CT:53:LEU:CD1 20:CT:102:GLY:HA3 1.63 1.28
25:DA:1819:A:H1’ 25:DA:1821:A:C6 1.68 1.28
9:Al:104:ARG:HG2 9:Al:106:ALA:CB 1.63 1.26
25:DA:108:U:02’ 25:DA:109:G:H5’ 1.33 1.26
20:CT:50:GLU:CA 20:CT:100:ILE:HG12 1.65 1.26
25:BA:108:U:02 25:BA:109:G:HY’ 1.33 1.26
45:DY:54:LYS:CD 45:DY:55:TYR:HE2 1.49 1.26
32:DH:17:VAL:CB 32:DH:45:VAL:HG22 1.65 1.25
25:BA:2585:U:0P2 57:BA:3061:MG:MG 0.65 1.25
13:AM:108:ARG:NH1 13:AM:111:LYS:CG 2.00 1.24
13:CM:93:ARG:HG2 25:DA:888:C:0OP1 1.30 1.24
13:AM:108:ARG:HH12 13:AM:111:LYS:CB 1.49 1.24
40:DT:55:ASN:N 40:DT:59: THR:HG22 1.54 1.23
23:AV:3:.C:.C2 23:AV:4:G:H5’ 1.69 1.23
28:BD:244:ARG:HG3 28:BD:245:PRO:CD 1.69 1.23
32:DH:41:MET:HA 32:DH:53:GLU:O 1.34 1.22
42:BV:49: THR:HG22 42:BV:50:PRO:CD 1.69 1.22
25:DA:1158:C:02’ 50:D3:32:GLN:HG3 1.40 1.22
6:AF:67:-MET:HB2 6:AF:68:PRO:CD 1.70 1.22
20:CT:49:ALA:HB1 20:CT:100:ILE:CD1 1.68 1.22
13:CM:94:ARG:CZ 25:DA:888:C:0OP2 1.87 1.22
31:BG:2:PRO:HG2 51:B4:51:TYR:CE2 1.75 1.20
22:CW:68:C:H2’ 22:CW:69:G:H8 1.06 1.20
Continued on next page...
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Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
25:BA:314:A:02’ 25:BA:315:G:HY’ 1.41 1.20
1:AA:1302:C:H5” 1:AA:1303:C:C5’ 1.72 1.20
23:AV:3:C:H?’ 23:AV:4:G:CY’ 1.73 1.19
25:BA:1879:C:H2’ 25:BA:18R80:C:H5” 1.23 1.18
22:CW:60:U:H2’ 22:CW:61:C:H5 1.04 1.18
1:AA:1425:G:H3’ 1:AA:1426:A:H5” 1.20 1.18
44:BX:27:-THR:HG22 44:BX:80:ILE:HB 1.25 1.18
25:DA:271(S):G:H2’ 25:DA:271(T):C:H5” 1.25 1.18
13:AM:96:LEU:C 13:AM:110:ARG:HD3 1.62 1.18
23:CV:18:U:H4’ 23:CV:19:G:0OP2 1.42 1.18
25:DA:1590:U:H2’ 25:DA:1591:G:H5” 1.25 1.17
45:DY:67:LEU:HD12 45:DY:67:LEU:O 1.43 1.17
4:AD:195:ALA:CB 6:CF:20:ALA:CB 2.23 1.16
26:DB:83:G:02’ 26:DB:84:C:Hb’ 1.44 1.16
25:DA:314:A:02 25:DA:315:G:H5’ 1.41 1.16
20:CT:49:ALA:HB1 20:CT:100:ILE:HD11 1.18 1.16
25:DA:1981:A:H5” 25:DA:1982:C:0OP2 1.44 1.16
25:DA:359:A:H2’ 25:DA:360:G:H5’ 1.28 1.16
1:AA:1302:C:H5” 1:AA:1303:C:H5” 1.22 1.16
26:DB:92:C:02’ 26:DB:93:G:HY’ 1.45 1.16
20:AT:50:GLU:CA 20:AT:100:ILE:HG12 1.76 1.15
25:BA:1981:A:H5” 25:BA:1982:C:0OP2 1.44 1.15
4:AD:195:ALA:HB3 6:CF:20:ALA:HB2 1.25 1.15
25:BA:242:G:H5” 55:B8:62:LEU:HD13 1.21 1.15
45:DY:54:LYS:HG2 45:DY:55: TYR:CE2 1.81 1.15
36:BP:50:ARG:O 36:BP:57:- THR:HG21 1.46 1.15
4:AD:20:TYR:CE1 6:CF:15:ASP:HB3 1.80 1.15
45:DY:54:LYS:CG 45:DY:55: TYR:CE2 2.30 1.15
25:DA:2801(A):A:H4’ 25:DA:2802:G:HY’ 1.27 1.15
5:CE:100:VAL:HG13 5:CE:118:.ILE:CG2 1.77 1.15
9:AL:104:ARG:CG 9:AI:106:ALA:HA 1.76 1.15
19:AS:48: THR:HG22 19:AS:61: TYR:HA 1.20 1.15
19:AS:6:LYS:HD3 19:AS:7:LYS:HE3 1.27 1.14
23:CV:17:.C:H3 23:CV:18:U:CY’ 1.77 1.14
25:BA:272:G:C2 25:BA:421:U:C4 2.35 1.14
5:CE:101:ILE:HD11 5:CE:119:LEU:HD23 1.22 1.14
32:DH:17:VAL:CB 32:DH:45:VAL:CG2 2.22 1.14
25:BA:2701:C:H3¥’ 25:BA:2702:U:H5” 1.15 1.14
25:DA:2476:A:H2’ 25:DA:2477:C:H5” 1.28 1.14
25:BA:2172:U:H1’ 25:BA:2173:A:0P1 1.49 1.13
3:AC:79:ARG:NH1 11:CK:99:GLN:HB3 1.62 1.13
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

40:DT:56:GLY:O 40:DT:59: THR:HG23 1.44 1.13
31:BG:22:ARG:HB3 31:BG:22: ARG:NH1 1.64 1.13
25:DA:2172:U:H1’ 25:DA:2173:A:0P1 1.49 1.13
25:BA:1158:C:02’ 50:B3:32:GLN:HG3 1.48 1.13
11:CK:127:LYS:HA 11:CK:127:LYS:HE2 1.31 1.13
25:BA:2476:A:H2’ 25:BA:2477:C:H5” 1.27 1.13
45:BY:17:SER:HB3 45:BY:71:LYS:HB3 1.29 1.13
31:BG:114:ILE:HG12 31:BG:140:ILE:HD13 1.20 1.13
25:BA:2491:U:HY’ 25:BA:2570:G:H5” 1.27 1.12
31:DG:22:ARG:HH11 31:DG:22:ARG:HB3 0.98 1.12
13:CM:88:ARG:HG3 13:CM:98:VAL:HG12 1.17 1.12
45:DY:54:LYS:CD 45:DY:55: TYR:CE2 2.30 1.12
25:BA:103:A:H2’ 25:BA:104:U:H5’ 1.16 1.12
42:BV:72:VAL:HG23 42:BV:85:LYS:HB3 1.20 1.12
23:CV:35:C:C2’ 23:CV:36:A:H8 1.61 1.12
25:DA:271(U):G:H2’ 25:DA:271(V):G:H5’ 1.12 1.12
5:CE:101:ILE:CD1 5:CE:119:LEU:HD23 1.80 1.12
25:DA:911:A:H5” 25:DA:912:C:H5” 1.21 1.12
25:DA:2348:U:H2’ 25:DA:2349:G:H5” 1.30 1.12
27:BC:58:VAL:HG21 27:BC:166:ASP:H 1.15 1.11
13:CM:94:ARG:NE 25:DA:888:C:0OP2 1.81 1.11
25:DA:242:G:H5” 55:D8:62:LEU:HD13 1.27 1.11
13:AM:94:ARG:NH?2 25:BA:887:A:H2’ 1.47 1.11
42:DV:72:VAL:HG23 42:DV:85:LYS:HB3 1.20 1.11
44:DX:12:VAL:HB 44:DX:17:ALA:HB1 1.31 1.11
1:CA:1280:A:H4’ 1:CA:1281:G:OP1 1.43 1.11
25:DA:2701:C:H3’ 25:DA:2702:U:H5” 1.15 1.11
25:DA:612:C:H2’ 25:DA:613:G:H5” 1.29 1.11
31:DG:22:ARG:NH1 31:DG:22:ARG:HB3 1.64 1.11
25:DA:2126:A:H5” 27:DC:36:LYS:HG2 1.33 1.11
4:AD:167:GLY:N 28:DD:135:PHE:CZ 2.19 1.11
32:DH:17:VAL:HG12 32:DH:45:VAL:HG22 1.16 1.10
25:BA:1884:A:H2’ 25:BA:1885:A:H5” 1.23 1.10
25:BA:2312:U:H2’ 25:BA:2313:C:H5” 1.34 1.10
36:BP:64:LYS:HB3 55:B8:25:MET:HG3 1.27 1.10
26:DB:20:C:H2’ 26:DB:21:G:H5” 1.24 1.10
45:DY:54:LYS:HD3 45:DY:55:TYR:CE2 1.87 1.10
26:BB:20:C:H2’ 26:BB:21:G:H5” 1.24 1.10
11:AK:127:LYS:HE2 11:AK:127:LYS:HA 1.30 1.10
42:DV:49: THR:HG22 42:DV:50:PRO:HD3 1.21 1.10
9:Al:104:ARG:HG2 9:Al:106:ALA:HB2 1.12 1.10
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

25:BA:1798:U:H5’ 28:BD:259: THR:HG22 1.33 1.10
19:CS:48: THR:HG22 19:CS:61:TYR:HA 1.20 1.10
25:DA:2491:U:H5’ 25:DA:2570:G:H5” 1.27 1.10
25:BA:359:A:H2’ 25:BA:360:G:HY’ 1.28 1.09
36:BP:55:ARG:HG2 36:BP:56:SER:H 1.16 1.09
39:BS:97:ARG:HH21 39:BS:98:VAL:HA 1.00 1.09
41:BU:106:PHE:O 41:BU:110: VAL:HG23 1.51 1.09
13:CM:117:VAL:HG12 13:CM:118:ALA:H 1.16 1.09
1:AA:1302:C:C5’ 1:AA:1303:C:H5” 1.82 1.09
25:DA:1798:U:H5’ 28:DD:259: THR:HG22 1.30 1.09
25:DA:612:C:.C2’ 25:DA:613:G:H5” 1.82 1.09
25:BA:1590:U:H2’ 25:BA:1591:G:H5” 1.25 1.09
13:AM:93:ARG:CG 25:BA:888:C:0OP1 1.99 1.09
29:BE:15:PHE:CE2 40:BT:80:SER:HB2 1.85 1.09
45:BY:55: TYR:HB3 45:BY:56:PRO:HD2 1.27 1.09
25:DA:1884:A:H2’ 25:DA:1885:A:H5” 1.23 1.09
42:DV:49: THR:HG22 42:DV:50:PRO:CD 1.79 1.09
20:AT:50:GLU:HA 20:AT:100:ILE:HG12 1.34 1.09
25:BA:612:C:H2’ 25:BA:613:G:H5” 1.29 1.09
29:BE:52:LEU:HD23 29:BE:76:ARG:CB 1.82 1.09
13:CM:5:ALA:CB 13:CM:66:LEU:HD13 1.81 1.09
25:DA:2171:A:H4’ 25:DA:2172:U:OP1 1.46 1.09
37:DQ:54:MET:HB3 37:DQ:64:1LE:HD13 1.32 1.09
41:DU:106:PHE:O 41:DU:110:VAL:HG23 1.51 1.09
29:BE:15:PHE:CD2 40:BT:80:SER:HB2 1.87 1.09
26:BB:107:G:C2’ 26:BB:108:U:HY’ 1.83 1.09
17:AQ:68:ARG:H 17:AQ:70:ARG:NH1 1.48 1.09
25:BA:109:G: 02’ 25:BA:110:G:HY’ 1.51 1.09
7:CG:113:GLU:HB2 7:CG:119:ARG:HG2 1.34 1.09
25:DA:103:A:H2’ 25:DA:104:U:H5’ 1.16 1.09
25:BA:2348:U:H?’ 25:BA:2349:G:H5” 1.30 1.09
25:BA:2801(A):A:H4’ 25:BA:2802:G:H5’ 1.27 1.09
13:AM:93:ARG:NE 25:BA:888:C:H5’ 1.66 1.09
9:Al:104:ARG:CG 9:Al:106:ALA:CA 2.30 1.09
9:AL:28: VAL:HG22 9:Al:63:ILE:HB 1.35 1.09
31:BG:113:ARG:CG 31:BG:113:ARG:HH11 1.66 1.09
44:BX:12:VAL:HB 44:BX:17:ALA:HB1 1.31 1.08
3:CC:14:ILE:HG12 3:CC:15:THR:H 1.17 1.08
25:DA:109:G:02’ 25:DA:110:G:H5’ 1.51 1.08
25:DA:2515:C:02’ 25:DA:2516:G:HY’ 1.52 1.08
42:BV:19:LYS:HG2 42:BV:94.LEU:HB2 1.35 1.08
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Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
32:DH:19:VAL:HG21 32:DH:44:VAL:HA 1.24 1.08
40:DT:29:ARG:HG2 40:DT:85:LYS:HG3 1.12 1.08
5:CE:69:VAL:HG12 5:CE:71:LEU:HD23 1.29 1.08
13:CM:57:ARG:NH2 51:D4:60:GLU:HG3 1.67 1.08
31:DG:52:ILE:HG22 31:DG:54:GLU:HG2 1.36 1.08
19:AS:41:VAL:HB 19:AS:44:-MET:HG2 1.35 1.08
28:BD:244:ARG:CG 28:BD:245:PRO:HD2 1.82 1.08
31:BG:113:ARG:HG2 | 31:BG:113:ARG:HH11 1.18 1.08
36:BP:55:ARG:HG2 36:BP:56:SER:N 1.64 1.08
25:DA:2758:A:H2’ 25:DA:2759:G:H5” 1.35 1.08
31:DG:113:ARG:HH11 31:DG:113:ARG:CG 1.66 1.08
25:BA:92:A:H2’ 25:BA:93:G:H8 1.19 1.08
26:BB:7:G:H3’ 26:BB:&:U:H5” 1.34 1.08
31:BG:22:ARG:HB3 31:BG:22:ARG:HH11 0.97 1.08
25:DA:1879:C:H2’ 25:DA:1880:C:H5” 1.23 1.08
3:AC:79:ARG:NH1 11:CK:99:GLN:CB 2.16 1.08
39:DS:97:ARG:HH21 39:DS:98:VAL:HA 1.00 1.08
10:CJ:49:VAL:HG23 14:CN:41:ARG:HB2 1.34 1.08
12:CL:41:ARG:HG2 12:CL:42:THR:H 1.16 1.08
13:CM:108:ARG:HH11 13:CM:108:ARG:HA 1.15 1.08
23:AV:3:C:C2’ 23:AV:4:G:C5H’ 2.30 1.08
1:AA:1302:C:C5’ 1:AA:1303:C:CY’ 2.30 1.08
25:BA:612:C:C2’ 25:BA:613:G:HY” 1.82 1.07
25:BA:1658:C:H2’ 25:BA:1659:U:C6 1.89 1.07
40:DT:29:ARG:HH21 40:DT:30:VAL:HG22 1.18 1.07
44:BX:12:VAL:HG23 44:BX:13:LEU:H 1.17 1.07
13:CM:70:LEU:HD23 13:CM:70:LEU:O 1.55 1.07
19:CS:6:LYS:HD3 19:CS:7:LYS:HE3 1.30 1.07
6:AF:67:-MET:CB 6:AF:68:PRO:HD2 1.83 1.07
25:BA:2171:A:H4’ 25:BA:2172:U:OP1 1.46 1.07
20:CT:50:GLU:N 20:CT:100:ILE:HG12 1.67 1.07
28:DD:24:ILE:HG12 28:DD:25:THR:H 1.17 1.07
25:BA:271(S):G:H2’ 25:BA:271(T):C:H5” 1.25 1.07
25:DA:2312:U:H2’ 25:DA:2313:C:H5” 1.33 1.07
25:DA:2348:U:C2’ 25:DA:2349:G:Hb” 1.85 1.07
25:BA:2515:C:02’ 25:BA:2516:G:H5’ 1.52 1.07
25:BA:271(U):G:H2’ 25:BA:271(V):G:HY’ 1.12 1.07
4:AD:167:GLY:HA?2 28:DD:135:PHE:CE2 1.75 1.06
5:AE:101:ILE:HD11 5:AE:119:LEU:HD23 1.34 1.06
13:AM:108:ARG:NH1 13:AM:108:ARG:HA 1.69 1.06
13:AM:57:ARG:NH2 51:B4:60:GLU:HG3 1.69 1.06

Continued on next page...




Page 79

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
25:BA:2348:U:C2’ 25:BA:2349:G:H5” 1.85 1.06
25:BA:914:C:H2’ 25:BA:915:C:HY 1.37 1.06
9:CI:28: VAL:HG22 9:CI:63:ILE:HB 1.36 1.06
45:DY:76:CYS:SG 45:DY:77:PRO:HD?2 1.95 1.06
7:AG:113:GLU:HB2 7:AG:119:ARG:HG2 1.37 1.06
4:AD:20:TYR:CE1 6:CF:15:ASP:CB 2.37 1.06
4:AD:167:GLY:CA 28:DD:135:PHE:CZ 2.37 1.06
13:AM:97:PRO:N 13:AM:110:ARG:HD3 1.69 1.06
25:BA:2300:G:N2 25:BA:2317:C:H1’ 1.70 1.06
25:DA:2068:U:N3 25:DA:2430:A:H2 1.53 1.06
8:AH:10:LEU:HD23 8:AH:83:ILE:HD11 1.36 1.06
10:CJ:40:LEU:HB2 10:CJ:41:PRO:HD2 1.36 1.06
25:BA:2758:A:H2’ 25:BA:2759:G:H5” 1.35 1.06
44:DX:27: THR:HG22 44:DX:80:ILE:HB 1.25 1.06
26:BB:107:G:H2’ 26:BB:108:U:HY’ 1.06 1.06
9:AI:104:ARG:HG3 9:AI:106:ALA:HA 1.38 1.06
25:BA:2282:G:0OP2 57:BA:3062:MG:MG 0.96 1.06
36:DP:63:PRO:HB3 55:D8:13:ARG:HB3 1.37 1.06
25:DA:2516:G:H2’ 25:DA:2517:C:H5’ 1.07 1.06
12:CL:28:LYS:CG 12:CL:33:ARG:HH12 1.68 1.06
25:DA:1658:C:H2’ 25:DA:1659:U:C6 1.89 1.06
25:DA:2584:U:C3’ 25:DA:2585:U:H5” 1.86 1.06
28:BD:31:LYS:HG3 28:BD:33:LEU:HD13 1.37 1.06
25:DA:92:A:H2? 25:DA:93:G:H8 1.19 1.06
45:BY:76:CYS:SG 45:BY:77:PRO:HD2 1.95 1.05
5:CE:76:ILE:HD11 5:CE:142:LEU:CD2 1.85 1.05
14:AN:26:ARG:HG3 14:AN:27:CYS:H 1.18 1.05
10:AJ:49:VAL:HG23 14:AN:41:ARG:HB2 1.37 1.05
37:BQ:54:-MET:HB3 37:BQ:64:1LE:HD13 1.32 1.05
&:CH:10:LEU:HD23 &:CH:83:ILE:HD11 1.37 1.05
23:CV:17:.C:H3’ 23:CV:18:U:H5’ 1.34 1.05
50:B3:56:VAL:HG12 50:B3:57:GLU:H 1.17 1.05
31:BG:113:ARG:HA 31:BG:113:ARG:CZ 1.86 1.05
33:BI:58:LEU:HA 33:BI:61:ARG:HE 1.21 1.05
13:CM:5:ALA:HB1 13:CM:66:LEU:CD1 1.85 1.05
28:DD:31:LYS:HG3 28:DD:33:LEU:HD13 1.37 1.05
28:BD:24:1LE:HG12 28:BD:25: THR:H 1.17 1.05
23:AV:19:G:H22 23:AV:58:A:H2’ 1.19 1.05
25:BA:911:A:H5” 25:BA:912:C:H5” 1.14 1.05
22:CW:39:U:H4’ 22:CW:39:U:0OP1 1.47 1.05
13:AM:117:VAL:HG12 13:AM:118:ALA:H 1.20 1.05
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Atom-1 Atom-2 distance (A) | overlap (A)
13:AM:93:ARG:HD3 25:BA:888:C:H5’ 1.07 1.05
25:DA:914:C:H2’ 25:DA:915:C:HY’ 1.37 1.05
31:DG:113:ARG:HG2 | 31:DG:113:ARG:HH11 1.10 1.05
1:AA:1050:G:0OP2 1:AA:1076:G:HY’ 1.54 1.05
12:AL:41:ARG:HG2 12:AL:42: THR:H 1.16 1.05
25:BA:1884:A:C2’ 25:BA:1885:A:H5” 1.86 1.05
25:BA:2068:U:N3 25:BA:2430:A:H2 1.53 1.05
29:BE:36:ARG:NH2 29:BE:88:GLY:HA3 1.70 1.05
25:DA:1590:U:C2’ 25:DA:1591:G:H5” 1.87 1.05
3:AC:14:ILE:HG12 3:AC:15: THR:H 1.17 1.05
13:AM:88:ARG:HG3 13:AM:98:VAL:HG12 1.38 1.05
25:BA:2584:U:C3’ 25:BA:2585:U:H5” 1.86 1.05
29:DE:36:ARG:NH2 29:DE:88:GLY:HA3 1.70 1.05
25:BA:1590:U:C2’ 25:BA:1591:G:H5” 1.87 1.04
45:BY:17:SER:CB 45:BY:71:LYS:HD2 1.86 1.04
39:BS:78:LEU:HD11 39:BS:103:GLU:HB3 1.38 1.04
27:DC:58:VAL:HG21 27:DC:166:ASP:H 1.15 1.04
22:AW:38:A:H2’ 22:AW:39:U:H5” 1.39 1.04
5:CE:50:GLU:HB3 5:CE:53:LEU:HD13 1.36 1.04
32:BH:13:LYS:HA 32:BH:13:LYS:HE2 1.39 1.04
2:CB:18:GLY:H 2:CB:42:1LE:HG22 1.22 1.04
53:B6:41:PRO:HD2 53:B6:46:HIS:H 1.23 1.04
17:CQ:68:ARG:H 17:CQ:70:ARG:NH1 1.54 1.04
5:AE:50:GLU:HB3 5:AE:53:LEU:HD13 1.38 1.04
26:DB:7:G:H3’ 26:DB:8:U.H5” 1.34 1.04
29:DE:52:LEU:HD13 29:DE:53:PRO:HD2 1.37 1.04
42:DV:19:LYS:HG2 42:DV:94:LEU:HB?2 1.35 1.04
25:BA:1952:A:C2 35:BO:22:ILE:HD12 1.93 1.04
25:DA:1884:A:C2’ 25:DA:1885:A:H5” 1.86 1.04
40:DT:89:VAL:HB 40:DT:91:ARG:CG 1.86 1.04
34:BN:56:ASN:HA 34:BN:125:GLY:H 1.18 1.03
44:BX:63:LYS:HE3 44:BX:72:LYS:HE3 1.40 1.03
22:CW:76:A:N6 25:DA:2421:G:H2’ 1.72 1.03
53:B6:47: THR:HB 53:B6:49:HIS:CE1 1.93 1.03
25:BA:2305:A:H5” 31:BG:134:GLY:HA3 1.08 1.03
25:BA:925:C:H2’ 25:BA:926:A:H5” 1.35 1.03
25:BA:2516:G:H2’ 25:BA:2517:C:H5’ 1.07 1.03
28:BD:79:VAL:HG21 28:BD:111:LEU:HD11 1.40 1.03
5:CE:76:ILE:HD11 5:CE:142:LEU:HD21 1.07 1.03
40:DT:89:VAL:HB 40:DT:91:ARG:HG3 1.07 1.03
44:DX:12: VAL:HG23 44:DX:13:LEU:H 1.17 1.03
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3:AC:16:ARG:HH11 3:AC:16:ARG:HB2 1.21 1.03
4:AD:150:GLU:HA 4:AD:153:ARG:HD2 1.37 1.03
41:BU:92:ARG:HD2 42:BV:11:GLN:NE2 1.74 1.03
13:CM:93:ARG:CG 25:DA:888:C:HY’ 1.86 1.03
31:BG:52:ILE:HG22 31:BG:54:GLU:HG2 1.36 1.03
2:CB:61:LEU:HD21 2:CB:68:ILE:HD11 1.40 1.03
25:DA:925:C:H2’ 25:DA:926:A:H5” 1.34 1.03
25:DA:871:U:0OP1 37:DQ:5:ARG:HG3 1.59 1.03
13:AM:70:LEU:HD23 13:AM:70:LEU:O 1.56 1.03
4:CD:150:GLU:HA 4:CD:153:ARG:HD2 1.35 1.03
1:AA:153:G:HY 1:AA:154:A:0P2 1.59 1.03
29:BE:7T7:.ILE:HG22 29:BE:78:LEU:H 1.20 1.03
14:CN:26:ARG:HG3 14:CN:27:CYS:H 1.21 1.03
22:CW:60:U.C2’ 22:CW:61:C:H5 1.72 1.03
28:DD:79:VAL:HG21 28:DD:111:LEU:HD11 1.40 1.03
29:DE:77:ILE:HG22 29:DE:78:LEU:H 1.20 1.03
10:AJ:40:LEU:HB2 10:AJ:41:PRO:HD2 1.38 1.03
29:DE:36:ARG:HH22 29:DE:88:GLY:HA3 1.22 1.03
25:BA:71:A:H5” 25:BA:73:A:C8 1.93 1.03
1:AA:323:C:02 1:AA:323:C:H2’ 1.56 1.02
5:AE:76:1LE:HD11 5:AE:142:LEU:HD21 1.40 1.02
33:DI:38:LEU:H 33:DI:38:LEU:HD12 1.22 1.02
34:DN:56:ASN:HA 34:DN:125:GLY:H 1.18 1.02
19:AS:6:LYS:CD 19:AS:7:LYS:HE3 1.89 1.02
39:DS:78:LEU:HD11 39:DS:103:GLU:HB3 1.38 1.02
45:DY:66:PRO:O 45:DY:67:LEU:HG 1.54 1.02
2:AB:61:LEU:HD21 2:AB:68:ILE:HD11 1.42 1.02
9:Al:104:ARG:HG3 9:Al:106:ALA:CA 1.89 1.02
26:DB:92:C:H2’ 26:DB:93:G:HS8 1.19 1.02
32:DH:13:LYS:HA 32:DH:13:LYS:HE2 1.39 1.02
13:CM:5:ALA:HB1 13:CM:66:LEU:HD13 1.03 1.02
53:D6:47:- THR:HB 53:D6:49:HIS:CE1 1.94 1.02
25:BA:2712:U:02’ 25:BA:2712(A):A:H5” 1.58 1.02
38:BR:55:ALA:HA 38:BR:80:PHE:HE1 1.22 1.02
42:BV:49: THR:HG22 42:BV:50:PRO:HD3 1.02 1.02
12:CL:47:LYS:HB3 12:CL:48:PRO:HD2 1.40 1.02
19:CS:41:VAL:HB 19:CS:44:-MET:HG2 1.37 1.02
53:D6:41:PRO:HD?2 53:D6:46:HIS:H 1.22 1.02
25:DA:1879:C:C2’ 25:DA:1880:C:H5” 1.89 1.02
33:DI:58:LEU:HA 33:DI:61:ARG:HE 1.19 1.02
41:DU:92:ARG:HD2 42:DV:11:GLN:NE2 1.74 1.02
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20:CT:53:LEU:HD13 20:CT:102:GLY:HA3 1.03 1.02
20:CT:26:ASN:HD22 20:CT:71:THR:HA 1.22 1.02
25:BA:1186:G:0OP2 57:BA:3221:MG:MG 1.01 1.02
32:DH:17:VAL:HG21 32:DH:45:VAL:HG13 1.39 1.02
33:BI:92: VAL:HG11 33:BI:120:ILE:HD12 1.41 1.01
25:BA:2586:C:H6 25:BA:2586:C: 05’ 1.43 1.01
50:D3:56:VAL:HG12 50:D3:57:GLU:H 1.17 1.01
20:AT:89:ARG:HD2 20:AT:104:LEU:HD11 1.42 1.01
33:BI:77:LEU:HB3 33:BI:140:LEU:HD13 1.38 1.01
13:AM:108:ARG:HH11 13:AM:108:ARG:HA 0.88 1.01
13:CM:27:LYS:HE3 13:CM:31:LYS:HE3 1.42 1.01
25:DA:2712:U:02’ 25:DA:2712(A):A:H5” 1.58 1.01
25:DA:271(S):G:C2’ 25:DA:271(T):C:H5” 1.90 1.01
42:BV:39:LEU:HB3 42:BV:47:VAL:HG11 1.43 1.01
25:DA:1685:C:H2’ 25:DA:1686:C:H5” 1.43 1.01
31:BG:111:LEU:HD23 31:BG:114:ILE:HD11 1.40 1.01
42:BV:49: THR:CG2 42:BV:50:PRO:HD3 1.89 1.01
20:CT:89:ARG:HD2 20:CT:104:LEU:HD11 1.41 1.01
20:CT:53:LEU:HD13 20:CT:102:GLY:CA 1.89 1.01
29:DE:132:HIS:O 29:DE:133:LYS:HB2 1.59 1.01
39:DS:46:VAL:HG12 39:DS:47:THR:H 1.22 1.01
25:DA:560:C:H4’ 41:DU:52:ARG:HH22 1.22 1.01
33:DI:77:-LEU:HB3 33:DI:140:LEU:HD13 1.38 1.01
45:DY:54:LYS:HD3 45:DY:55: TYR:HE2 1.16 1.01
6:AF.67:-MET:HB2 6:AF:68:PRO:HD2 1.02 1.01
38:DR:55:ALA:HA 38:DR:80:PHE:HE1 1.22 1.01
12:CL:89:ARG:HB2 12:CL:89:ARG:HH11 1.26 1.00
25:DA:103:A:H2’ 25:DA:104:U:C5’ 1.90 1.00
32:DH:17:VAL:HB 32:DH:45:VAL:HG21 1.36 1.00
1:AA:1425:G:H3’ 1:AA:1426:A:CY 1.89 1.00
25:BA:271(S):G:C2’ 25:BA:271(T):C:H5” 1.90 1.00
39:BS:46:VAL:HG12 39:BS:47: THR:H 1.22 1.00
20:AT:50:GLU:CB 20:AT:100:ILE:HG12 1.92 1.00
33:BI:38:LEU:HD12 33:BL:38:LEU:H 1.22 1.00
5:CE:41:VAL:HG13 5:CE:113:ALA:HA 1.43 1.00
25:DA:2126:A:C5H’ 27:DC:36:LYS:HG2 1.90 1.00
25:BA:847:U:H2’ 25:BA:848:G:H5” 1.43 1.00
25:BA:925:C:C2’ 25:BA:926:A:H5” 1.91 1.00
32:DH:43:VAL:HG11 32:DH:52:VAL:HA 1.42 1.00
40:DT:55:ASN:HB3 40:DT:58:ASN:OD1 1.61 1.00
12:AL:89:ARG:HH11 12:AL:89:ARG:HB2 1.22 1.00
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25:BA:103:A:H2’ 25:BA:104:U:C5H’ 1.90 1.00
45:BY:8:LYS:H 45:BY:8:LYS:HD?2 1.23 1.00
36:DP:6:LEU:HG 36:DP:9:ASN:HD22 1.26 1.00
23:CV:69:C:H2’ 23:CV:70:C:C6 1.96 1.00
40:DT:16:ARG:HH11 40:DT:16:ARG:HB3 1.27 1.00
45:DY:8:LYS:H 45:DY:8:LYS:HD2 1.23 1.00
36:DP:23:PRO:HB2 36:DP:33:ARG:CD 1.90 1.00
13:AM:27:LYS:HE3 13:AM:31:LYS:HE3 1.42 1.00
22:CW:60:U:H2’ 22:CW:61:C:ChH 1.96 1.00
22:CW:68:C:H2’ 22:CW:69:G:C8 1.97 1.00
32:DH:17:VAL:CG1 32:DH:45:VAL:CG2 2.39 1.00
15:A0:60:VAL:HG11 25:BA:715:G: 04’ 1.62 0.99
22:AW:30:G:H2’ 22:AW:31:A:H8 1.21 0.99
25:BA:359:A:C2’ 25:BA:360:G:H5’ 1.92 0.99
20:CT:50:GLU:HA 20:CT:100:ILE:HG12 1.41 0.99
25:DA:2586:C:05’ 25:DA:2586:C:H6 1.43 0.99
25:DA:925:C:.C2’ 25:DA:926:A:H5” 1.91 0.99
31:BG:2:PRO:HD3 51:B4:51:TYR:CG 1.96 0.99
25:BA:1879:C:C2’ 25:BA:1880:C:H5” 1.89 0.99
26:BB:117:G:H4’ 39:BS:55:ALA:HB1 1.44 0.99
13:CM:116:THR:HG22 13:CM:117:VAL:H 1.24 0.99
25:DA:1658:C:H2’ 25:DA:1659:U:H6 1.28 0.99
25:DA:1030:G:0P2 37:DQ:128:LYS:HD3 1.62 0.99
22:AW:38:A:H2’ 22:AW:39:U.C5’ 1.92 0.99
25:BA:1396:U:H2’ 25:BA:1396:U:02 1.62 0.99
5:CE:100:VAL:HG13 5:CE:118:ILE:HG23 1.40 0.99
29:DE:59:VAL:HG22 29:DE:60:ASN:H 1.27 0.99
36:BP:64:LYS:HB3 55:B8:25:MET:CG 1.93 0.99
13:CM:93:ARG:CZ 25:DA:888:C:H4’ 1.92 0.99
3:CC:16:ARG:HB2 3:CC:16:ARG:HH11 1.25 0.99
2:AB:18:GLY:H 2:AB:42:ILE:HG22 1.22 0.99
31:BG:113:ARG:NH1 31:BG:113:ARG:HA 1.77 0.99
13:CM:40:ASN:HD22 13:CM:43: THR:HG23 1.27 0.99
44:DX:12: VAL:HG12 44:DX:27:THR:OG1 1.63 0.99
25:BA:1658:C:H2’ 25:BA:1659:U:H6 1.28 0.99
25:DA:1140:C:H5” 34:DN:66:LYS:NZ 1.77 0.99
25:DA:2103:C:C3’ 25:DA:2104:G:H5” 1.93 0.99
42:BV:25:LEU:H 42:BV:92: THR:HG21 1.27 0.98
25:DA:1697:G:H3’ 25:DA:1698:A:H5” 1.44 0.98
13:AM:125:ARG:HG3 22:AY:38:A:02’ 1.61 0.98
30:BF:2:LYS:H 30:BF:2:LYS:HD3 1.27 0.98
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33:BI:58:LEU:HA 33:BI:61:ARG:NE 1.76 0.98
12:AL:47:LYS:HB3 12:AL:48:PRO:HD2 1.41 0.98
29:BE:59:VAL:HG22 29:BE:60:ASN:H 1.27 0.98
10:CJ:34:VAL:HG22 10:CJ:74.1LE:HG22 1.45 0.98
23:AV:66:C:H5” 23:AV:66:C:H6 1.23 0.98
25:BA:2075:U:C4 25:BA:2238:G:C6 2.50 0.98
25:DA:847:U:H2’ 25:DA:848:G:H5” 1.44 0.98
44:DX:63:LYS:HE3 44:DX:72:LYS:HE3 1.40 0.98
44:BX:12:VAL:HG12 44:BX:27:THR:0G1 1.63 0.98
25:BA:1270:C:H5” 25:BA:1271:G:HY’ 1.43 0.98
25:DA:359:A:C2’ 25:DA:360:G:H5’ 1.92 0.98
5:AE:69:VAL:HG21 5:AE:113:ALA:HB1 1.46 0.98
25:DA:2469:A:02’ 37:DQ:56:ARG:HD3 1.63 0.98
9:AL:9:ARG:HG3 9:Al:14: VAL:HG22 1.44 0.98
25:BA:2762:G:H2’ 25:BA:2763:G:H5” 1.46 0.98
25:BA:108:U:C2’ 25:BA:109:G:HY’ 1.94 0.98
25:DA:1819:A:CY1’ 25:DA:1821:A:C6 2.47 0.98
25:BA:1697:G:H3’ 25:BA:1698:A:H5” 1.44 0.98
25:BA:2463:C:H2’ 25:BA:2464:C:HY’ 1.46 0.98
29:BE:51:PHE:O 29:BE:52:LEU:HB2 1.63 0.98
32:BH:43:VAL:HG11 32:BH:52:VAL:HA 1.42 0.98
13:CM:94:ARG:NH2 25:DA:887:A:C3’ 2.26 0.98
28:DD:9:'TYR:H 28:DD:9:TYR:HD1 1.01 0.98
13:AM:93:ARG:CD 25:BA:888:C:CH’ 2.41 0.97
25:BA:560:C:H4’ 41:BU:52:ARG:HH22 1.29 0.97
25:DA:1270:C:H5” 25:DA:1271:G:HY’ 1.43 0.97
27:BC:49:ILE:HD12 27:BC:49:ILE:H 1.28 0.97
36:BP:6:LEU:HG 36:BP:9:ASN:HD22 1.26 0.97
25:DA:1902:C:02’ 28:DD:244:ARG:HB2 1.63 0.97
14:AN:26:ARG:HH22 14:AN:47:-LEU:HD21 1.27 0.97
13:AM:94:ARG:CZ 25:BA:887:A:H3’ 1.95 0.97
26:DB:107:G:02’ 26:DB:108:U:HY’ 1.62 0.97
36:DP:64:LYS:HB3 55:D8:25:MET:HG3 1.42 0.97
40:BT:80:SER:OG 40:BT:81:PRO:HD3 1.62 0.97
1:AA:1422:C:C2’ 1:AA:1423:G:HY’ 1.94 0.97
4:AD:195:ALA:HB3 6:CF:20:ALA:CB 1.89 0.97
25:BA:271(U):G:C2’ 25:BA:271(V):G:C5’ 2.42 0.97
33:DI:92:VAL:HG11 33:DI:120:1LE:HD12 1.40 0.97
25:BA:1819:A:CT1’ 25:BA:1821:A:C6 2.46 0.97
14:AN:13:THR:N 14:AN:14:PRO:HD2 1.76 0.97
1:CA:261:G:H5” 1:CA:262:C:H5 1.27 0.97
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Atom-1 Atom-2 distance (A) | overlap (A)
11:CK:111:ASP:HA 18:CR:84:LYS:HG3 1.45 0.97
29:DE:184:VAL:HG12 29:DE:185:LYS:H 1.30 0.97
30:DF:2:LYS:H 30:DF:2:LYS:HD3 1.27 0.97
30:DF:67:GLN:O 30:DF:67:GLN:HG3 1.62 0.97
25:BA:2103:C:C3’ 25:BA:2104:G:H5” 1.93 0.97
25:BA:2469:A:02’ 37:BQ:56:ARG:HD3 1.63 0.97
25:DA:271(U):G:C2’ 25:DA:271(V):G:C5’ 241 0.97
42:BV:39:LEU:HD12 42:BV:50:PRO:O 1.64 0.97
25:BA:103:A:C2’ 25:BA:104:U:HY’ 1.94 0.97
25:BA:271(Q):G:C4 25:BA:271(R):G:N7 2.33 0.97
20:CT:30:LYS:HZ1 20:CT:80:ARG:NE 1.63 0.97
25:DA:2853:C:H2’ 25:DA:2854:G:H8 1.30 0.97
6:AF:87:ARG:O 6:AF:88:VAL:HG23 1.63 0.96
29:BE:184:VAL:HG12 29:BE:185:LYS:H 1.30 0.96
19:CS:6:LYS:CD 19:CS:7:LYS:HE3 1.94 0.96
25:DA:281:G:N2 25:DA:358:U:C5H 2.33 0.96
11:AK:111:ASP:HA 18:AR:84:LYS:HG3 1.43 0.96
25:BA:281:G:N2 25:BA:358:U:C5H 2.33 0.96
46:BZ:4:ARG:HG3 46:BZ:58:VAL:O 1.64 0.96
25:BA:2853:C:H2’ 25:BA:2854:G:HS8 1.30 0.96
27:BC:59:ARG:HB2 27:BC:62:VAL:HG22 1.46 0.96
5:CE:33:VAL:HG11 5:CE:109:ILE:HA 1.48 0.96
25:DA:2300:G:N2 25:DA:2317:C:HYT’ 1.80 0.96
25:DA:2463:C:HY’ 25:DA:2464:C:HY’ 1.46 0.96
25:DA:404:C:H4’ 25:DA:405:U:H5’ 1.45 0.96
13:AM:40:ASN:HD22 13:AM:43: THR:HG23 1.26 0.96
22:AW:38:A:C2’ 22:AW:39:U:H5” 1.95 0.96
25:BA:1685:C:H2’ 25:BA:1686:C:H5” 1.43 0.96
5:CE:70:PRO:HG2 5:CE:142:LEU:HB2 1.47 0.96
7:CG:102:ARG:HG2 7:CG:106:GLN:HE21 1.29 0.96
46:DZ:4:ARG:HG3 46:DZ:58:VAL:O 1.64 0.96
25:BA:404:C:H4’ 25:BA:405:U:HY’ 1.45 0.96
32:BH:159:GLU:HG3 32:BH:160:LYS:H 1.30 0.96
25:DA:103:A:C2’ 25:DA:104:U:HY’ 1.94 0.96
26:DB:92:C:0OP1 37:DQ:19:GLY:HA3 1.62 0.96
7:AG:102:ARG:HG2 7:AG:106:GLN:HE21 1.28 0.96
14:AN:43:CYS:HG 59:AN:101:ZN:ZN 0.77 0.96
46:BZ:5:LEU:HD21 46:BZ:43:GLU:HB3 1.47 0.96
9:CI:9:ARG:HG3 9:CI:14:VAL:HG22 1.46 0.96
46:D7Z:5:LEU:HD21 46:DZ:43:GLU:HB3 1.46 0.96
10:AJ:34:VAL:HG22 10:AJ:74:ILE:HG22 1.46 0.96
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Atom-1 Atom-2 distance (A) | overlap (A)
32:BH:44:VAL:HG12 32:BH:45:VAL:H 1.31 0.96
41:BU:90:VAL:HG12 41:BU:91:ASP:H 1.30 0.96
36:DP:23:PRO:HB2 36:DP:33:ARG:HD2 1.48 0.96
3:AC:16:ARG:NH1 3:AC:16:ARG:HB2 1.80 0.96
13:AM:96:LEU:C 13:AM:110:ARG:CD 2.34 0.96
25:BA:2562:U:H1’ 35:B0O:23:ARG:NH1 1.80 0.96
13:CM:13:LYS:HA 13:CM:44:ARG:NH1 1.80 0.96
25:DA:108:U:C2’ 25:DA:109:G:H5’ 1.94 0.96
20:CT:26:ASN:CB 20:CT:71:THR:CG2 2.29 0.96
27:DC:59:ARG:HB2 27:DC:62:VAL:HG22 1.46 0.96
28:DD:28:GLU:H 28:DD:29:PRO:HD2 1.29 0.96
13:AM:93:ARG:NE 25:BA:888:C:C5H’ 2.28 0.96
28:BD:28:GLU:H 28:BD:29:PRO:HD2 1.29 0.96
36:BP:23:PRO:HB2 36:BP:33:ARG:CD 1.95 0.96
4:CD:53:ASP:HB3 4:CD:57:ARG:HH12 1.30 0.96
12:CL:47:LYS:HB3 12:CL:48:PRO:CD 1.96 0.96
36:DP:38:GLN:HG3 36:DP:39:LYS:H 1.29 0.96
13:AM:108:ARG:HH12 13:AM:111:LYS:HB2 1.27 0.95
25:BA:389:G:H1 36:BP:71:VAL:HG12 1.30 0.95
45:BY:76:CYS:HB3 45:BY:96:1ILE:HD11 1.48 0.95
30:DF:132:VAL:HG22 30:DF:133:ASN:H 1.29 0.95
32:DH:44:VAL:HG12 32:DH:45:VAL:H 1.31 0.95
45:DY:42:VAL:HB 45:DY:65:ALA:HB3 1.48 0.95
25:BA:1798:U:HY’ 28:BD:259: THR:CG2 1.96 0.95
25:BA:1652:A:H62 38:BR:11:ASN:HD22 1.07 0.95
27:DC:49:ILE:HD12 27:DC:49:ILE:H 1.28 0.95
29:DE:51:PHE:CE1 29:DE:52:LEU:CD2 2.49 0.95
1:AA:1328:G:H5” 9:AL:107:ARG:HG2 1.48 0.95
2:AB:48:MET:HA 2:AB:51:LEU:HD12 1.48 0.95
25:BA:541:C:02’ 25:BA:542:C:HY 1.66 0.95
5:CE:78:HIS:CD2 &:CH:104:ARG:NE 2.34 0.95
13:CM:94:ARG:HH21 25:DA:887:A:C2’ 1.75 0.95
40:DT:55:ASN:H 40:DT:59: THR:HG22 1.05 0.95
42:DV:25:LEU:H 42:DV:92: THR:HG21 1.27 0.95
41:BU:62:ILE:HD11 41:BU:93:LYS:HG2 1.49 0.95
25:DA:1385:G:OP1 25:DA:1385:G:H4’ 1.63 0.95
25:DA:297.C:.C2’ 25:DA:298:G:HY’ 1.96 0.95
32:DH:159:GLU:HG3 32:DH:160:LYS:H 1.31 0.95
2:AB:236:TYR:HA 2:AB:239:VAL:HG23 1.49 0.95
4:AD:49:ARG:HD3 4:AD:50:ARG:H 1.30 0.95
25:BA:2526:G:H21 56:B9:2:LYS:HG3 1.31 0.95
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Atom-1 Atom-2 distance (A) | overlap (A)
25:DA:1652:A:H62 38:DR:11:ASN:HD22 1.14 0.95
39:DS:74:ALA:HB1 39:DS:103:GLU:HB2 1.48 0.95
22:AW:67:C:H2’ 22:AW:68:C:H6 1.27 0.95
33:BI:57:ARG:O 33:BI:60:GLU:HB3 1.67 0.95
25:DA:2515:C:C2’ 25:DA:2516:G:H5’ 1.96 0.95
1:AA:451:C:C2’ 1:AA:452:C:HY 1.97 0.95
25:BA:729:G:N3 25:BA:729:G:H3’ 1.82 0.95
45:BY:17:SER:HB2 45:BY:71:LYS:CE 1.97 0.95
4:CD:49:ARG:HD3 4:CD:50:ARG:H 1.29 0.95
14:CN:13:THR:N 14:CN:14:PRO:HD2 1.79 0.95
25:DA:2584:U:.C2 25:DA:2585:U:CY’ 2.30 0.95
25:DA:729:G:N3 25:DA:729:G:H3’ 1.81 0.95
41:DU:62:ILE:HD11 41:DU:93:LYS:HG2 1.48 0.95
25:BA:2681:C:H5 25:BA:2725:A:H62 0.95 0.95
31:BG:113:ARG:CA 31:BG:113:ARG:NH1 2.30 0.95
36:BP:38:GLN:HG3 36:BP:39:LYS:H 1.29 0.95
39:BS:74:ALA:HB1 39:BS:103:GLU:HB2 1.48 0.95
14:CN:26:ARG:HH22 14:CN:47:LEU:HD21 1.31 0.95
25:DA:1798:U:H5’ 28:DD:259: THR:CG2 1.96 0.95
41:DU:90:VAL:HG12 41:DU:91:ASP:H 1.30 0.95
12:AL:46:LYS:HG2 12:AL:47:LYS:H 1.28 0.95
25:BA:314:A:HO2’ 25:BA:315:G:HY’ 1.25 0.95
29:BE:52:LEU:.CD2 29:BE:76:ARG:CB 2.43 0.95
29:BE:36:ARG:HH22 29:BE:88:GLY:HA3 1.22 0.95
30:BF:67:GLN:HG3 30:BF:67:GLN:O 1.62 0.95
29:DE:51:PHE:HE1 29:DE:52:LEU:HD?23 1.28 0.95
33:DI:87:LYS:HA 33:DI:122:GLU:HG2 1.48 0.95
33:DI:58:LEU:HA 33:DI:61:ARG:NE 1.82 0.95
45:BY:27:VAL:HA 45:BY:28:LYS:NZ 1.82 0.95
3:AC:79:ARG:HH12 11:CK:99:GLN:CB 1.76 0.95
1:CA:319:G:H5” 20:CT:70:SER:HB3 1.49 0.95
25:DA:2762:G:H2’ 25:DA:2763:G:H5” 1.46 0.95
25:BA:1140:C:H5” 34:BN:66:LYS:HZ3 1.32 0.94
7.CG:73:MET:HG2 7:CG:90:GLU:HA 1.49 0.94
25:DA:1952:A:C6 35:D0:22:1LE:HD11 2.02 0.94
1:AA:822:U:02 1:AA:822:U:H3’ 1.66 0.94
1:AA:960:A:H5’ 1:AA:961:C:0OP2 1.66 0.94
25:BA:2515:C:.C2’ 25:BA:2516:G:H5’ 1.97 0.94
45:BY:17:SER:HB2 45:BY:71:LYS:HD2 1.48 0.94
13:CM:93:ARG:NE 25:DA:888:C:C5H’ 2.30 0.94
7:AG:60:LYS:NZ 7:AG:60:LYS:HA 1.82 0.94
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Atom-1 Atom-2 distance (A) | overlap (A)
30:BF:132:VAL:HG22 30:BF:133:ASN:H 1.29 0.94
45:DY:27:VAL:HA 45:DY:28:LYS:NZ 1.82 0.94
25:BA:292:C:H42 25:BA:348:G:H1 1.02 0.94
25:BA:353:G:C2 25:BA:354:G:C8 2.55 0.94
25:BA:1464:C:02’ 25:BA:1528:A:HS8 1.49 0.94
12:CL:46:LYS:HG2 12:CL:47:LYS:H 1.31 0.94
40:DT:55:ASN:H 40:DT:59: THR:CG2 1.80 0.94
32:BH:159:GLU:HG3 32:BH:160:LYS:HG3 1.48 0.94
38:BR:10:LEU:HD22 38:BR:17:ARG:HD2 1.50 0.94
5:AE:33:VAL:HG11 5:AE:109:ILE:HA 1.49 0.94
25:BA:571:AHY 25:BA:2030:A:H62 1.33 0.94
42:BV:49: THR:CG2 42:BV:50:PRO:CD 2.44 0.94
25:DA:1287:A:C5 25:DA:1288:U:C4 2.56 0.94
25:DA:353:G:C2 25:DA:354:G:C8 2.55 0.94
25:DA:541:C:02’ 25:DA:542:C:H5’ 1.66 0.94
40:DT:53:ARG:NH1 40:DT:55:ASN:HB2 1.82 0.94
17:AQ:68:ARG:H 17:AQ:70:ARG:HH11 0.99 0.94
13:CM:23:TYR:HB3 13:CM:67:GLU:HB2 1.48 0.94
20:CT:26:ASN:HB3 20:CT:71:THR:OG1 1.66 0.94
25:DA:1446:C:H2’ 25:DA:1447:G:H5” 1.46 0.94
25:DA:1747(A):G:H2’ 25:DA:1748:G:Hb” 1.50 0.94
25:DA:2075:U:C4 25:DA:2238:G:C6 2.56 0.94
25:DA:480:A:0P2 45:DY:46:LYS:HE2 1.67 0.94
4:AD:167:GLY:HA?2 28:DD:135:PHE:CD2 2.03 0.94
25:BA:1287:A:Ch 25:BA:1288:U:C4 2.56 0.94
25:BA:297:C:C2’ 25:BA:298:G:H5’ 1.96 0.94
1:CA:1110:C:HY’ 1:CA:1128:A:H61 1.31 0.94
25:DA:17:G:H4’ 41:DU:25:TRP:CZ3 2.02 0.94
5:AE:43:LEU:HD21 5:AE:132:ALA:HB1 1.50 0.94
4:AD:195:ALA:O 6:CF:16:GLN:HB2 1.66 0.94
25:DA:292:C:H42 25:DA:348:G:H1 1.02 0.94
4:AD:53:ASP:HB3 4:AD:57:ARG:HH12 1.31 0.93
10:AJ:80:LYS:NZ 1:CA:1144:C:02 2.01 0.93
31:BG:104:GLU:OE2 51:B4:50: THR:HG22 1.67 0.93
1:CA:261:G:H5” 1:CA:262:C:C5 2.02 0.93
20:CT:49:ALA:CB 20:CT:100:ILE:HD11 1.98 0.93
23:CV:3:C:H? 23:CV:4:G:H5 1.50 0.93
25:DA:2015:A:H1’ 52:D5:2:ALA:HA 1.49 0.93
4:AD:167:GLY:CA 28:DD:135:PHE:CD2 2.51 0.93
25:BA:1140:C:H5” 34:BN:66:LYS:NZ 1.83 0.93
2:CB:48:MET:HA 2:CB:51:LEU:HD12 1.48 0.93
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Atom-1 Atom-2 distance (A) | overlap (A)
36:DP:50:ARG:HB3 55:D8:59:LYS:HD3 1.50 0.93
32:DH:159:GLU:HG3 32:DH:160:LYS:HG3 1.48 0.93
2:CB:236:TYR:HA 2:CB:239:VAL:HG23 1.50 0.93
25:DA:825:C:HT’ 36:DP:55:ARG:HD3 1.48 0.93
45:DY:28:LYS:HB2 45:DY:37:VAL:HB 1.50 0.93
1:CA:261:G:C5’ 1:CA:262:C:H5 1.80 0.93
40:DT:29:ARG:HG2 40:DT:85:LYS:CG 1.99 0.93
17:AQ:7:THR:HG22 17:AQ:58:GLU:HG2 1.49 0.93
53:B6:19:ARG:HG2 53:B6:20:ASN:H 1.33 0.93
23:CV:22:A:N7T 23:CV:47:G:C6 2.37 0.93
23:CV:3:.C:.C2 23:CV:4:G:H5’ 1.98 0.93
25:BA:911:A:C5’ 25:BA:912:C:H5” 1.98 0.93
31:BG:161: THR:HG22 31:BG:163:ALA:H 1.33 0.93
13:CM:116:THR:HG22 13:CM:117:VAL:N 1.84 0.93
53:D6:19:ARG:HG2 53:D6:20:ASN:H 1.33 0.93
33:BI:87:LYS:HA 33:BI:122:GLU:HG2 1.48 0.93
13:CM:88:ARG:HG3 13:CM:98:VAL:CG1 1.98 0.93
25:DA:2392:A:0P1 55:D8&:32:LEU:HD13 1.69 0.93
25:DA:481:G:0OP2 45:DY:47:LYS:HE3 1.69 0.93
9:Al:10:ARG:HD2 9:Al:105:ASP:0OD2 1.69 0.93
5:CE:41:VAL:CG1 5:CE:113:ALA:HA 1.98 0.93
20:CT:53:LEU:CD1 20:CT:102:GLY:CA 2.44 0.93
26:BB:13:A:0P2 47:B0:74:ARG:HG2 1.68 0.93
9:CI:106:ALA:O 9:CI:108:VAL:HG13 1.67 0.93
45:DY:76:CYS:HB3 45:DY:96:ILE:HD11 1.48 0.93
1:AA:1439:G:03’ 40:BT:115:ARG:NH1 2.01 0.92
36:BP:64:LYS:CB 55:B8:25:MET:HG3 1.98 0.92
7:CG:60:LYS:HA 7:CG:60:LYS:NZ 1.83 0.92
17:CQ:7:THR:HG22 17:CQ:58:GLU:HG2 1.51 0.92
25:BA:747:U:.C5H 52:B5:3:LYS:HB2 2.04 0.92
45:BY:28:LYS:HB2 45:BY:37:VAL:HB 1.50 0.92
3:CC:16:ARG:NH1 3:CC:16:ARG:HB2 1.84 0.92
7:AG:73:MET:HG2 7:AG:90:GLU:HA 1.51 0.92
26:BB:6:C:02’ 39:BS:29:PHE:HE1 1.51 0.92
22:CW:2:C:H42 22:CW:72:C:H42 1.17 0.92
25:DA:1685:C:C2’ 25:DA:1686:C:H5” 2.00 0.92
39:DS:97:ARG:NH2 39:DS:98:VAL:HA 1.83 0.92
25:BA:471:A:02 25:BA:472:A:HY 1.69 0.92
13:CM:5:ALA:CB 13:CM:66:LEU:CD1 2.45 0.92
38:DR:97:VAL:HG22 38:DR:114:VAL:HG22 1.49 0.92
25:BA:1880:C:H6 25:BA:1880:C:HY’ 1.35 0.92

Continued on next page...




Page 90

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
27:DC:68:LEU:HD11 27:-DC:179:SER:HA 1.52 0.92
1:AA:1302:C:C5’ 1:AA:1303:C:HY 1.99 0.92
13:AM:108:ARG:HH11 13:AM:111:LYS:HG3 1.34 0.92
25:BA:2645:G:H3’ 25:BA:2646:C:H5’ 1.51 0.92
38:BR:97:VAL:HG22 38:BR:114:VAL:HG22 1.49 0.92
9:CI:114:TYR:H 9:CIL:114:TYR:HD2 1.17 0.92
25:DA:1365:A:H5” 48:D1:41:ARG:HH12 1.34 0.92
25:DA:2645:G:H3’ 25:DA:2646:C:H5’ 1.51 0.92
25:DA:2892:A:H3’ 25:DA:2893:G:H5” 1.50 0.92
1:AA:259:U:.C2’ 1:AA:260:G:H5 1.99 0.92
25:BA:2864:G:H5’ 25:BA:2864:G:H8 1.35 0.92
25:DA:271(U):G:02’ 25:DA:271(V):G:H5’ 1.70 0.92
25:DA:2873:A:C2 38:DR:6:SER:HB2 2.05 0.92
22:AY:33:U:H5” 22:AY:34:G:0OP2 1.70 0.92
25:BA:2302:G:H21 31:BG:128:ARG:HG3 1.32 0.92
25:BA:1652:A:H62 38:BR:11:ASN:ND2 1.68 0.92
1:CA:1280:A:C4’ 1:CA:1281:G:OP1 2.17 0.92
1:CA:290:C:H2?’ 1:CA:291:U:C6 2.05 0.92
25:DA:1819:A:04 25:DA:1821:A:C5H 2.23 0.92
29:BE:52:LEU:HD23 29:BE:76:ARG:HB2 0.94 0.91
25:DA:1140:C:H5” 34:DN:66:LYS:HZ3 1.30 0.91
39:DS:89:ARG:HB3 39:DS:92: TYR:HB3 1.52 0.91
25:BA:2712:U:H1’ 25:BA:2712(A):A:C8 2.06 0.91
39:BS:89:ARG:HB3 39:BS:92:TYR:HB3 1.52 0.91
21:CU:6:ARG:HE 21:CU:15:ARG:HH22 1.11 0.91
2:CB:91:PRO:HG2 2:CB:155:LEU:HD23 1.53 0.91
5:CE:126:ARG:HH11 5:CE:126:ARG:HG3 1.35 0.91
16:CP:71:ARG:HA 16:CP:74:.LEU:HD12 1.51 0.91
31:DG:22:ARG:HH11 31:DG:22:ARG:CB 1.82 0.91
39:DS:19:LYS:HB3 39:DS:20:ARG:HH12 1.35 0.91
13:AM:57:ARG:HH22 51:B4:60:GLU:HG3 1.29 0.91
25:BA:2584:U.C2’ 25:BA:2585:U:C5’ 2.30 0.91
33:BI:48:GLU:HA 33:BL:51:ILE:HG13 1.52 0.91
13:CM:13:LYS:O 13:CM:45:VAL:HG23 1.69 0.91
31:DG:161: THR:HG22 31:DG:163:ALA:H 1.33 0.91
13:AM:117:VAL:HG12 13:AM:118:ALA:N 1.86 0.91
31:BG:111:LEU:HA 31:BG:114:ILE:CD1 2.00 0.91
31:BG:22:ARG:CB 31:BG:22:ARG:HH11 1.82 0.91
25:BA:1952:A:N1 35:BO:22:ILE:HD12 1.84 0.91
25:DA:2036:C:H6 25:DA:2036:C:H5’ 1.36 0.91
25:DA:471:A:02 25:DA:472:A:HY 1.69 0.91
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Atom-1 Atom-2 distance (A) | overlap (A)
25:DA:571:A:HY 25:DA:2030:A:H62 1.33 0.91
5:AE:101:ILE:HD13 5:AE:101:ILE:H 1.33 0.91
25:BA:2892:A:H3’ 25:BA:2893:G:H5” 1.50 0.91
25:BA:313:C:02’ 25:BA:314:A:HY’ 1.69 0.91
31:DG:133:LEU:HD11 31:DG:157:1ILE:HD11 1.53 0.91
38:DR:10:LEU:HD22 38:DR:17:ARG:HD2 1.50 0.91
45:DY:67:LEU:O 45:DY:68:HIS:O 1.87 0.91
2:AB:91:PRO:HG2 2:AB:155:LEU:HD23 1.49 0.91
25:BA:2305:A:C2 31:BG:154:GLY:N 2.37 0.91
13:CM:117:VAL:HG12 13:CM:118:ALA:N 1.83 0.91
1:CA:180:C:H4’ 20:CT:82:SER:HB3 1.53 0.91
25:DA:1992:G:H4’ 25:DA:1993:U:OP1 1.70 0.91
25:DA:313:C:02’ 25:DA:314:A:HY’ 1.69 0.91
26:DB:20:C:C2’ 26:DB:21:G:H5” 2.01 0.91
32:DH:17:VAL:CG2 32:DH:45:VAL:HG13 2.01 0.91
32:DH:17:VAL:O 32:DH:45:VAL:CG2 2.19 0.91
43:DW:59:VAL:HG12 43:DW:60:ASN:HD22 1.34 0.91
25:BA:1378:A:H4’ 25:BA:1379:A:0P1 1.71 0.91
25:BA:2103:C:H3’ 25:BA:2104:G:H5” 1.53 0.91
25:DA:2712:U:HTI’ 25:DA:2712(A):A:C8 2.06 0.91
46:DZ:150:LEU:HD23 46:DZ:171:1LE:HG13 1.53 0.91
12:AL:47:LYS:HB3 12:AL:48:PRO:CD 1.96 0.91
25:BA:2331:G:02’ 47:B0:43: THR:HG22 1.71 0.91
35:BO:4:PRO:HA 35:BO:21:CYS:SG 2.10 0.91
25:DA:2849:U:0P2 40:DT:95:ARG:HD?2 1.69 0.91
37:DQ:134:ARG:HE 46:DZ:122: ARG:NH1 1.69 0.91
1:AA:939:C:H2’ 1:AA:940:G:H8 1.35 0.91
25:BA:1747(A):G:H2’ 25:BA:1748:G:H5” 1.50 0.91
25:BA:92:A:H?’ 25:BA:93:G:C8 2.06 0.91
31:BG:111:LEU:HD23 31:BG:114:ILE:CD1 2.00 0.91
25:DA:1157:G:02’ 50:D3:31:LEU:HD12 1.71 0.91
25:DA:2103:C:H3 25:DA:2104:G:H5” 1.53 0.91
26:DB:82:G:02’ 26:DB:83:G:HY’ 1.71 0.91
36:BP:21:ARG:HD3 36:BP:29:LYS:HE3 1.53 0.90
39:BS:97:ARG:NH2 39:BS:98:VAL:HA 1.83 0.90
49:D2:48:HIS:O 49:D2:52:ASP:HB2 1.71 0.90
23:CV:57:.C:HYT’ 31:DG:76:SER.:O 1.71 0.90
25:DA:2394:C:OP1 36:DP:63:PRO:HD2 1.71 0.90
43:DW:5:ALA:HB2 43:DW:54:ALA:HB2 1.53 0.90
8:CH:6:ILE:H 8:CH:6:ILE:HD12 1.34 0.90
25:DA:310:A:0P1 45:DY:18:GLY:HA2 1.70 0.90

Continued on next page...




Page 92

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
40:DT:23:ARG:HG3 40:DT:120:ARG:NH1 1.86 0.90
8:AH:6:ILE:H 8:AH:6:ILE:HD12 1.36 0.90
9:AI:104:ARG:HG2 9:AI:106:ALA:CA 1.94 0.90
25:BA:2701:C:H3¥’ 25:BA:2702:U:.C5’ 2.02 0.90
46:BZ:150:LEU:HD23 46:BZ:171:ILE:HG13 1.53 0.90
1:CA:822:U:02 1:CA:822:U:H2’ 1.70 0.90
2:CB:178:ARG:HB2 2:CB:178:ARG:HH11 1.36 0.90
23:CV:19:G:H5” 23:CV:19:G:H8 1.35 0.90
25:DA:1378:A:H4’ 25:DA:1379:A:0P1 1.71 0.90
25:DA:2864:G:HS8 25:DA:2864:G:H5’ 1.35 0.90
40:DT:66:VAL:HA 40:DT:71:GLY:HA2 1.53 0.90
25:BA:1685:C:C2’ 25:BA:1686:C:H5” 2.00 0.90
25:BA:2394:C:OP1 36:BP:63:PRO:HD2 1.70 0.90
2:CB:87:ARG:HE 2:CB:233:SER:HB2 1.36 0.90
42:DV:21:ARG:HB3 42:DV:91:TYR:HB2 1.53 0.90
7:AG:60:LYS:HZ2 7:AG:60:LYS:HA 1.35 0.90
15:A0:87:ILE:HG22 15:A0:88:ARG:H 1.36 0.90
25:BA:1747(A):G:C2’ 25:BA:1748:G:H5” 2.02 0.90
4:AD:197:PRO:CD 6:CF:16:GLN:CG 2.16 0.90
40:DT:89:VAL:CB 40:DT:91:ARG:HG3 2.00 0.90
5:AE:10:MET:HB2 5:AE:32:VAL:HG22 1.54 0.90
49:B2:48:HIS:O 49:B2:52:ASP:HB2 1.72 0.90
37:BQ:134:ARG:HE 46:BZ:122:ARG:NH1 1.69 0.90
43:BW:59:VAL:HG12 43:BW:60:ASN:HD22 1.34 0.90
45:BY:55: TYR:HB3 45:BY:56:PRO:CD 2.02 0.90
22:CW:16:U:H3’ 22:CW:17:C:H5’ 1.52 0.90
25:DA:676:A:HS8 25:DA:2069:G:H21 1.19 0.90
5:AE:126:ARG:HG3 5:AE:126:ARG:HH11 1.34 0.90
13:AM:93:ARG:HD3 25:BA:888:C:C5’ 1.97 0.90
5:CE:100: VAL:HG22 5:CE:118:ILE:HG22 1.51 0.90
20:AT:44:ALA:HA 20:AT:92:LEU:HD21 1.52 0.90
32:BH:85:LYS:HD2 32:BH:141:VAL:HG13 1.53 0.90
47:D0:41:ARG:HD2 47:D0:41:ARG:H 1.37 0.90
45:DY:17:SER:OG 45:DY:71:LYS:HB3 1.72 0.90
9:Al:114:TYR:HD2 9:AL:114:TYR:H 1.16 0.90
25:BA:1819:A:HY’ 25:BA:1821:A:N6 1.87 0.90
26:BB:107:G:H2’ 26:BB:108:U:.C5’ 1.99 0.90
44:BX:60:ARG:HH12 54:B7:47:ARG:NH?2 1.68 0.90
45:BY:26:LYS:HG2 45:BY:27:VAL:H 1.37 0.90
53:D6:47:- THR:HB 53:D6:49:HIS:ND1 1.87 0.90
32:DH:41:MET:CA 32:DH:53:GLU:O 2.20 0.90
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Atom-1 Atom-2 distance (A) | overlap (A)
25:BA:2693:A:H2’ 25:BA:2694:G:HS8 1.36 0.90
38:BR:55:ALA:HA 38:BR:80:PHE:CE1 2.07 0.90
29:BE:11:MET:N 40:BT:8:LYS:NZ 2.20 0.90
42:BV:72:VAL:CG2 42:BV:85:LYS:HB3 2.01 0.90
25:DA:911:A:CY’ 25:DA:912:C:H5” 2.01 0.90
16:AP:71:ARG:HA 16:AP:74:LEU:HD12 1.54 0.89
25:BA:2305:A:C2 31:BG:154:GLY:HA3 2.07 0.89
25:DA:1880:C:H6 25:DA:1880:C:H5’ 1.35 0.89
2:AB:178:ARG:HB2 2:AB:178:ARG:HH11 1.34 0.89
49:B2:43:GLN:O 49:B2:44:.L.EU:HB2 1.70 0.89
29:BE:101:ARG:NH2 29:BE:171:GLU:HB2 1.88 0.89
43:BW:5:ALA:HB2 43:BW:54:ALA:HB2 1.53 0.89
13:CM:88:ARG:CG 13:CM:98:VAL:HG12 2.01 0.89
25:DA:271(T):C:H6 25:DA:271(T):C:HY’ 1.36 0.89
39:BS:19:LYS:HB3 39:BS:20:ARG:HH12 1.35 0.89
45:BY:17:SER:HB2 45:BY:71:LYS:CD 2.01 0.89
46:BZ:153:SER:HB2 46:BZ:167:PRO:HB3 1.52 0.89
9:CI:15:ALA:HB2 9:CIL:65:VAL:HG23 1.52 0.89
20:CT:50:GLU:HA 20:CT:100:ILE:HG21 1.52 0.89
25:DA:858:U:02’ 25:DA:859:G:C4 2.24 0.89
13:CM:93:ARG:NE 25:DA:888:C:H5’ 1.86 0.89
26:DB:92:C:H2’ 26:DB:93:G:C8 2.07 0.89
29:DE:51:PHE:O 29:DE:52:LEU:HB2 1.71 0.89
36:DP:21:ARG:HD3 36:DP:29:LYS:HE3 1.53 0.89
7:AG:102:ARG:HG2 7:AG:106:GLN:NE2 1.86 0.89
25:BA:676:A:HS 25:BA:2069:G:H21 1.19 0.89
26:BB:20:C:C2’ 26:BB:21:G:H5” 2.01 0.89
25:BA:17:G:H4’ 41:BU:25: TRP:CZ3 2.07 0.89
25:DA:2701:C:H3’ 25:DA:2702:U:C5’ 2.02 0.89
36:DP:7T:ARG:O 36:DP:10:PRO:HD2 1.72 0.89
38:DR:51:LEU:HD23 38:DR:66:VAL:HG13 1.55 0.89
1:AA:1039:G:H5” 3:AC:154:SER:HB2 1.55 0.89
1:AA:950:G:HYT’ 10:AJ:55:LYS:HE2 1.53 0.89
12:AL:46:LYS:HG2 12:AL:47:LYS:N 1.87 0.89
22:AW:68:C:H2’ 22:AW:69:G:HS 1.37 0.89
25:BA:1301:A:02 25:BA:1302:A:H2’ 1.71 0.89
25:BA:541:.C:C2’ 25:BA:542:C:HY 2.01 0.89
31:BG:111:LEU:HA 31:BG:114:ILE:HD11 1.55 0.89
17:CQ:68:ARG:H 17:CQ:70:ARG:HH11 1.17 0.89
20:CT:30:LYS:HZ1 20:CT:80:ARG:HE 1.15 0.89
25:DA:1301:A:02’ 25:DA:1302:A:H2’ 1.71 0.89
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25:DA:1747(A):G:C2’ 25:DA:1748:G:Hb” 2.01 0.89
40:DT:29:ARG:HD3 40:DT:85:LYS:HA 0.91 0.89
9:AI:15:ALA:HB2 9:AIL:65:VAL:HG23 1.53 0.89
25:BA:271(M):G:H2’ 25:BA:271(N):U:H5” 1.55 0.89
27:BC:68:LEU:HD11 27:BC:179:SER:HA 1.52 0.89
28:BD:181:GLU:HA 28:BD:272:ALA:HB3 1.54 0.89
25:DA:1819:A:H1’ 25:DA:1821:A:N6 1.87 0.89
25:DA:560:C:H4’ 41:DU:52:ARG:NH2 1.87 0.89
25:BA:271(T):C:H5’ 25:BA:271(T):C:H6 1.36 0.89
45:BY:28:LYS:HZ2 45:BY:28:LYS:H 1.21 0.89
14:CN:4:LYS:HD2 14:CN:7:ILE:HD11 1.55 0.89
28:DD:181:GLU:HA 28:DD:272:ALA:HB3 1.54 0.89
40:DT:51:ARG:HB2 40:DT:98:LYS:HG3 1.52 0.89
42:DV:72:VAL:CG2 42:DV:85:LYS:HB3 2.01 0.89
25:BA:297:C:H2’ 25:BA:298:G:H5’ 1.54 0.89
25:DA:2331:G:02’ 47:D0:43: THR:HG22 1.72 0.89
25:DA:942:G:OP1 36:DP:35:HIS:HB3 1.71 0.89
1:AA:1422:C:H?’ 1:AA:1423:G:HY’ 1.53 0.89
29:BE:11:MET:CA 40:BT:8:LYS:HZ1 1.85 0.89
33:BL:47:LEU:O 33:BL:51:ILE:HG12 1.72 0.89
4:AD:195:ALA:HB2 6:CF:20:ALA:CB 2.00 0.89
48:D1:86:SER:HB2 48:D1:89:GLU:HB2 1.55 0.89
25:DA:2206:G:N2 25:DA:2207:G:H5’ 1.88 0.89
9:AI:104:ARG:CG 9:AI:106:ALA:CB 2.51 0.89
25:BA:2392:A:0P1 55:B8:32:LEU:HD13 1.70 0.89
25:BA:271(U):G:02’ 25:BA:271(V):G:CY’ 2.21 0.89
25:BA:858:U:02’ 25:BA:859:G:C4 2.24 0.89
25:DA:1447:G:C5’ 25:DA:1447:G:H8 1.86 0.89
32:DH:17:VAL:HB 32:DH:45:VAL:CG1 2.03 0.89
8:AH:110:ALA:HB3 8:AH:121:ASP:HB3 1.54 0.88
15:A0:2:PRO:HB2 15:A0:3:ILE:HD13 1.54 0.88
23:AV:14:A:HTU’ 23:AV:23:G:N2 1.87 0.88
25:BA:271(U):G:02’ 25:BA:271(V):G:H5’ 1.70 0.88
28:BD:244:ARG:HG3 28:BD:245:PRO:HD2 0.89 0.88
25:DA:297:C:H2’ 25:DA:298:G:H5’ 1.54 0.88
28:DD:35:LYS:NZ 28:DD:103:ARG:HA 1.88 0.88
40:DT:29:ARG:HD3 40:DT:85:LYS:CB 2.02 0.88
7:AG:79:ARG:HG2 7:AG:84:ASN:OD1 1.72 0.88
1:AA:919:G:H21 9:Al:124:GLN:HE22 1.16 0.88
25:BA:104:U:H2’ 25:BA:105:C:04’ 1.73 0.88
25:BA:2516:G:C2’ 25:BA:2517:C:C5’ 2.50 0.88
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31:BG:133:LEU:HD11 31:BG:157:ILE:HD11 1.53 0.88
36:BP:7:ARG:O 36:BP:10:PRO:HD2 1.72 0.88
25:DA:1447.G:C8 25:DA:1447.G:H5’ 2.09 0.88
25:DA:2134:A:N6 25:DA:2157:G:H1’ 1.88 0.88
25:DA:2693:A:H2’ 25:DA:2694:G:HS 1.36 0.88
32:DH:85:LYS:HD2 32:DH:141:VAL:HG13 1.53 0.88
2:AB:87:ARG:HE 2:AB:233:SER:HB2 1.35 0.88
14:AN:12:ARG:C 14:AN:14:PRO:HD2 1.92 0.88
14:AN:4:LYS:HD?2 14:AN:7:ILE:HD11 1.56 0.88
5:CE:78:HIS:HD2 &:CH:104:ARG:NE 1.70 0.88
29:DE:101:ARG:NH2 29:DE:171:GLU:HB2 1.87 0.88
33:DI:83:ALA:HB2 33:DI:88:ILE:HG23 1.56 0.88
46:DZ:153:SER:HB2 46:DZ:167:PRO:HB3 1.52 0.88
2:AB:42:ILE:HD11 2:AB:202:PRO:HB2 1.55 0.88
20:AT:72:LEU:HD23 20:AT:73:HIS:N 1.89 0.88
23:AV:3:C:H?’ 23:AV:4:G:H5 0.88 0.88
25:BA:2392:A:0P1 55:B8:32:LEU:CD1 2.21 0.88
7:CG:102:ARG:HG2 7:CG:106:GLN:NE2 1.88 0.88
25:DA:541:C:C2’ 25:DA:542:C:H5’ 2.02 0.88
25:DA:389:G:H1 36:DP:71:VAL:HG12 1.37 0.88
7:AG:23:VAL:HG13 7:AG:43:PHE:CE2 2.09 0.88
25:BA:953:A:02’ 25:BA:954:G:H5’ 1.73 0.88
42:BV:64:HIS:ND1 42:BV:92: THR:HG22 1.88 0.88
42:BV:21:ARG:HB3 42:BV:91:TYR:HB2 1.53 0.88
14:CN:12:ARG:C 14:CN:14:PRO:HD2 1.94 0.88
19:CS:63: THR:HG22 19:CS:66:MET:HE2 1.52 0.88
50:D3:56:VAL:HG12 50:D3:57:GLU:N 1.89 0.88
25:DA:953:A:02 25:DA:954:G:H5’ 1.73 0.88
34:DN:67:LEU:O 34:DN:68:GLU:HB2 1.73 0.88
40:DT:54:ARG:HA 40:DT:59: THR:HB 1.54 0.88
25:BA:1313:U:02 25:BA:1313:U:H?’ 1.74 0.88
25:BA:2036:C:H5’ 25:BA:2036:C:H6 1.36 0.88
32:BH:41:MET:HE3 32:BH:55:PRO:HD2 1.56 0.88
7:CG:79:ARG:HG2 7:CG:84:ASN:OD1 1.73 0.88
25:DA:271(U):G:02’ 25:DA:271(V):G:CH’ 2.21 0.88
13:AM:88:ARG:HG3 13:AM:98:VAL:CG1 2.03 0.88
42:BV:39:LEU:HD12 42:BV:51:VAL:HA 1.56 0.88
15:C0O:2:PRO:HB2 15:CO:3:ILE:HD13 1.55 0.88
1:AA:1327:A:H5” 9:Al:120:ARG:HH12 1.39 0.88
50:B3:56:VAL:HG12 50:B3:57:GLU:N 1.89 0.88
25:BA:1819:A:04’ 25:BA:1821:A:C5H 2.27 0.88
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25:BA:272:G:N1 25:BA:421:U:C4 2.42 0.88
25:BA:744:G:0OP1 29:BE:132:HIS:HB3 1.74 0.88
2:CB:204:ASN:HD21 2:CB:207:ALA:H 1.20 0.88
3:AC:79:ARG:HH12 11:CK:99:GLN:HB2 1.37 0.88
48:D1:52:ARG:HG3 48:D1:53:VAL:H 1.38 0.88
25:DA:2758:A:C2’ 25:DA:2759:G:H5” 2.04 0.88
31:BG:128:ARG:C 31:BG:130:ASN:H 1.77 0.88
25:DA:2584:U:C3’ 25:DA:2585:U:CH’ 2.52 0.88
45:DY:81:LYS:HD3 45:DY:97:ARG:HB3 1.56 0.88
1:AA:1140:C:N3 1:AA:1162:G:N2 2.22 0.88
1:AA:1302:C:C3’ 1:AA:1303:C:H5” 2.04 0.88
5:AE:101:ILE:CD1 5:AE:119:LEU:HD23 2.04 0.88
25:BA:1170:G:H1 25:BA:1179:C:H42 1.19 0.88
25:BA:1378:A:02’ 25:BA:1379:A:H5’ 1.74 0.88
25:BA:2463:C:H2’ 25:BA:2464:C:C5’ 2.03 0.88
25:BA:2758:A:C2’ 25:BA:2759:G:H5” 2.04 0.88
25:BA:272:G:N1 25:BA:421:U:N3 2.22 0.88
28:BD:35:LYS:NZ 28:BD:103:ARG:HA 1.88 0.88
40:BT:55:ASN:H 40:BT:59:THR:HG22 1.38 0.88
25:DA:379:G:H?’ 25:DA:380:U:C5’ 2.04 0.88
40:DT:92:GLY:O 40:DT:114:LEU:HD22 1.73 0.88
45:DY:37:VAL:O 45:DY:66:PRO:HB3 1.74 0.88
12:AL:28:LYS:HE2 12:AL:33:ARG:HH22 1.39 0.87
25:BA:2206:G:N2 25:BA:2207:G:HY’ 1.88 0.87
36:BP:49:ARG:NH2 36:BP:50:ARG:HH22 1.72 0.87
41:BU:34:LYS:HA 41:BU:34:LYS:HE2 1.55 0.87
8:CH:110:ALA:HB3 8:CH:121:ASP:HB3 1.53 0.87
25:DA:1447:G:HS8 25:DA:1447:G:HY’ 1.36 0.87
25:DA:17:G:H4’ 41:DU:25: TRP:CH2 2.09 0.87
13:CM:93:ARG:CG 25:DA:888:C:0OP1 2.18 0.87
25:DA:1378:A:02 25:DA:1379:A:H5 1.74 0.87
40:DT:29:ARG:CG 40:DT:85:LYS:HG3 2.01 0.87
42:DV:64:HIS:ND1 42:DV:92: THR:HG22 1.88 0.87
1:AA:1302:C:H3’ 1:AA:1303:C:H5” 1.54 0.87
13:AM:15:VAL:O 13:AM:19:LEU:HD23 1.74 0.87
13:AM:60:VAL:HG12 13:AM:66:LEU:HD21 1.55 0.87
31:BG:2:PRO:HG2 51:B4:51:TYR:CZ 2.09 0.87
31:BG:75:LYS:HE3 31:BG:77:ILE:HD11 1.55 0.87
33:BI:133:HIS:HB2 33:BI:134:PRO:CD 2.04 0.87
15:CO:87:ILE:HG22 15:CO:88:ARG:H 1.38 0.87
45:DY:26:LYS:HG2 45:DY:27:VAL:H 1.37 0.87
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2:AB:21:ARG:HB3 2:AB:39:ILE:HA 1.54 0.87
30:BF:11:VAL:HG12 30:BF:12:LEU:H 1.39 0.87
38:BR:51:LEU:HD23 38:BR:66:VAL:HG13 1.55 0.87
25:DA:92:A:H2 25:DA:93:G:C8 2.06 0.87
31:DG:75:LYS:HE3 31:DG:77:ILE:HD11 1.55 0.87
13:AM:93:ARG:CZ 25:BA:888:C:H4’ 2.04 0.87
23:AV:4:G:C4 23:AV:5:G:C8 2.62 0.87
25:BA:528:A:C2 25:BA:2043:C:H4’ 2.10 0.87
25:BA:2134:A:N6 25:BA:2157:G:HY’ 1.88 0.87
25:BA:2681:C:H5 25:BA:2725:A:N6 1.73 0.87
30:BF:178:PRO:HG2 30:BF:179:GLU:OE2 1.74 0.87
31:BG:113:ARG:CB 31:BG:113:ARG:HH11 1.87 0.87
47:D0:25:ARG:HD2 47:D0:29:GLN:NE2 1.90 0.87
31:DG:128:ARG:C 31:DG:130:ASN:H 1.77 0.87
33:DI:133:HIS:HB2 33:DI:134:PRO:CD 2.04 0.87
38:DR:55:ALA:HA 38:DR:80:PHE:CE1 2.07 0.87
46:DZ:144.LEU:HG 46:D7Z:150:LEU:HD12 1.57 0.87
13:AM:94:ARG:HH21 25:BA:887:A:C3’ 1.67 0.87
25:BA:379:G:H2’ 25:BA:380:U:C5’ 2.05 0.87
41:BU:79:PHE:O 41:BU:83:LEU:HD13 1.75 0.87
25:DA:2463:C:H2’ 25:DA:2464:C:.CY’ 2.03 0.87
25:DA:2516:G:C2’ 25:DA:2517:C:CY’ 2.50 0.87
53:B6:47: THR:HB 53:B6:49:HIS:ND1 1.88 0.87
20:CT:41:ILE:CG2 20:CT:84:LEU:HD21 2.05 0.87
25:DA:2681:C:H5 25:DA:2725:A:H62 0.95 0.87
25:DA:315:G:H?’ 25:DA:316:C:C6 2.10 0.87
26:DB:3:C:H42 26:DB:118:G:H1 1.22 0.87
28:DD:33:LEU:HD12 28:DD:33:LEU:H 1.38 0.87
41:DU:34:LYS:HE2 41:DU:34:LYS:HA 1.55 0.87
41:DU:62:ILE:CD1 41:DU:93:LYS:HG2 2.05 0.87
47:B0:41:ARG:H 47:B0:41:ARG:HD2 1.37 0.87
25:BA:1689:A:H62 25:BA:1698:A:H2 1.21 0.87
25:BA:2199:A:H5” 25:BA:2200:C:H5 1.39 0.87
25:BA:283:A:H4’ 25:BA:284:U:0P2 1.73 0.87
1:CA:262:C:C6 1:CA:262:C:H5’ 2.08 0.87
2:CB:172:ILE:H 2:CB:172:ILE:HD12 1.40 0.87
25:DA:283:A:H4’ 25:DA:284:U:0P2 1.73 0.87
45:DY:27:-VAL:HG12 45:DY:29:GLU:H 1.40 0.87
1:AA:1220:A:H62 1:AA:1280:A:H62 1.23 0.87
13:AM:94:ARG:HH21 25:BA:887:A:H3’ 1.17 0.87
25:BA:271(Q):G:N3 25:BA:271(R):G:C8 2.43 0.87
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Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
28:BD:33:LEU:HD12 28:BD:33:LEU:H 1.38 0.87
41:BU:62:ILE:CD1 41:BU:93:LYS:HG2 2.05 0.87
2:CB:21:ARG:HB3 2:CB:39:ILE:HA 1.56 0.87
4:CD:189:PRO:HB2 4:CD:194:LEU:HD21 1.57 0.87
25:DA:271(M):G:H2’ 25:DA:271(N):U:H5” 1.55 0.87
36:DP:46:LYS:HB3 36:DP:52:GLU:HG2 1.57 0.87
2:AB:219:VAL:HA 2:AB:222:1LE:HD12 1.55 0.86
38:BR:38:VAL:HB 38:BR:39:PRO:HD3 1.57 0.86
25:BA:2873:A:C2 38:BR:6:SER:HB2 2.08 0.86
12:CL:46:LYS:HG2 12:CL:47:LYS:N 1.89 0.86
23:CV:57:C:N4 31:DG:83:ARG:HH22 1.70 0.86
25:DA:104:U:H2’ 25:DA:105:C:04 1.73 0.86
25:DA:1171:G:H3’ 25:DA:1173:G:H4’ 1.57 0.86
29:DE:132:HIS:CD2 29:DE:135:HIS:CE1 2.63 0.86
39:DS:89:ARG:HD2 39:DS:92:TYR:HA 1.57 0.86
2:AB:162:1LE:HD11 2:AB:184:VAL:HG22 1.57 0.86
1:AA:250:G:H1’ 17:AQ:16:GLN:HE21 1.40 0.86
45:BY:28:LYS:HB2 45:BY:38:.ILE:H 1.39 0.86
36:DP:71:VAL:HG13 36:DP:72:PRO:HD3 1.56 0.86
46:DZ:151:HIS:HB3 46:DZ:170: THR:HG22 1.57 0.86
31:BG:111:LEU:O 31:BG:117:PHE:CD2 2.28 0.86
45:BY:67:LEU:O 45:BY:68:HIS:O 1.92 0.86
46:BZ:144:LEU:HG 46:BZ:150:LEU:HD12 1.57 0.86
46:BZ:151:HIS:HB3 46:BZ:170: THR:HG22 1.57 0.86
33:DI:5:LEU:HD11 33:DI:19:VAL:HG12 1.58 0.86
33:DI:53:ALA:O 33:DI:57:ARG:HG2 1.74 0.86
47:B0:25:ARG:HD2 47:B0:29:GLN:NE2 1.90 0.86
48:B1:52:ARG:HG3 48:B1:53:VAL:H 1.38 0.86
48:B1:86:SER:HB2 48:B1:89:GLU:HB2 1.56 0.86
25:BA:2585:U:P 57:BA:3061:MG:MG 1.57 0.86
26:BB:11:C:0OP1 47:B0:72:ARG:HD2 1.76 0.86
34:BN:67:LEU:O 34:BN:68:GLU:HB2 1.73 0.86
36:BP:71:VAL:CG1 36:BP:72:PRO:HD3 2.05 0.86
38:BR:4:LEU:HD21 38:BR:8:ARG:NH2 1.91 0.86
39:BS:89:ARG:HD2 39:BS:92:TYR:HA 1.58 0.86
2:CB:42:1LE:HD11 2:CB:202:PRO:HB2 1.56 0.86
13:CM:117:VAL:CG1 13:CM:118:ALA:H 1.87 0.86
10:CJ:50:1LE:HG12 14:CN:41:ARG:HD3 1.55 0.86
20:CT:49:ALA:HB1 20:CT:100:ILE:HD13 1.56 0.86
23:AV:3:C:02’ 23:AV:4:G:H5” 1.75 0.86
28:BD:24:1LE:HG12 28:BD:25: THR:N 1.90 0.86
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Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
28:BD:24:1LE:CG1 28:BD:25: THR:N 2.39 0.86
25:DA:1170:G:H1 25:DA:1179:C:H42 1.19 0.86
31:DG:60:LEU:O 31:DG:63:ILE:HG12 1.76 0.86
41:DU:79:PHE:O 41:DU:83:LEU:HD13 1.75 0.86
25:BA:1365:A:H5” 48:B1:41:ARG:HH12 1.41 0.86
25:BA:358:U:H2’ 25:BA:359:A:H5’ 1.57 0.86
33:BL:5:LEU:HD11 33:BI:19:VAL:HG12 1.58 0.86
36:BP:71:VAL:HG13 36:BP:72:PRO:HD3 1.56 0.86
7:CG:23:VAL:HG13 7:CG:43:PHE:CE2 2.10 0.86
15:CO:3:1LE:H 15:CO:3:1ILE:HD13 1.40 0.86
23:CV:40:C:02’ 23:CV:41:C:Hb’ 1.75 0.86
13:CM:57:ARG:HH12 51:D4:60:GLU:HA 1.39 0.86
30:DF:178:PRO:HG2 30:DF:179:GLU:OE2 1.74 0.86
25:BA:27:G:HO?’ 25:BA:28:A:HS8 1.19 0.86
25:BA:613:G:HY’ 25:BA:613:G:HS8 1.41 0.86
25:BA:90:U:02’ 25:BA:92:A:H5” 1.76 0.86
25:DA:358:U:H2’ 25:DA:359:A:H5’ 1.57 0.86
25:DA:528:A:C2 25:DA:2043:C:H4’ 2.10 0.86
36:DP:71:VAL:CG1 36:DP:72:PRO:HD3 2.05 0.86
39:DS:30:ARG:HH22 39:DS:62:LYS:HD2 1.40 0.86
25:BA:315:G:H2’ 25:BA:316:C:C6 2.10 0.86
25:BA:2302:G:H21 31:BG:128:ARG:CG 1.88 0.86
32:BH:25:LYS:H 32:BH:25:LYS:HD3 1.41 0.86
31:DG:113:ARG:NH1 31:DG:113:ARG:HG2 1.77 0.86
40:DT:28:VAL:HG21 40:DT:46:GLU:CD 1.95 0.86
45:DY:27:VAL:HA 45:DY:28:LYS:HZ1 1.37 0.86
22:AW:29:G:H2’ 22:AW:30:G:HS 1.38 0.86
25:BA:2584:U:C3’ 25:BA:2585:U:CY’ 2.52 0.86
25:BA:335:C:H2’ 25:BA:336:C:H6 1.40 0.86
39:BS:67:ARG:NH1 39:BS:100:ALA:HB3 1.90 0.86
5:CE:57:LYS:HG2 5:CE:61:TYR:HE2 1.41 0.86
22:CW:60:U.C2’ 22:CW:61:C:CbH 2.57 0.86
25:DA:2681:C:H5 25:DA:2725:A:N6 1.73 0.86
15:CO:56:LEU:HD21 25:DA:715:G:C2 2.10 0.86
39:DS:67:ARG:NH1 39:DS:100:ALA:HB3 1.90 0.86
45:DY:54:LYS:HG2 45:DY:55:TYR:HD2 1.41 0.86
22:AW:2:C:H42 22:AW:71:G:H1 1.23 0.86
25:BA:2134:A:C2 25:BA:2159:G:HY’ 2.11 0.86
25:BA:365:C:H6 25:BA:365:C:H5’ 1.40 0.86
33:BI:98:ALA:HA 33:BI:109:ILE:HG12 1.58 0.86
26:DB:107:G:C6 26:DB:108:U:C5H 2.64 0.86
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Atom-1 Atom-2 distance (A) | overlap (A)
33:DI:98:ALA:HA 33:DI:109:ILE:HG12 1.58 0.86
34:DN:57:ALA:H 34:DN:124:ALA:HA 1.40 0.86
42:DV:39:LEU:HB3 42:DV:47:VAL:HG11 1.55 0.86
25:BA:2554:U:H?’ 25:BA:2555:U:C6 2.11 0.85
34:BN:57:ALA:H 34:BN:124:ALA:HA 1.40 0.85
5:CE:69:VAL:HG12 5:CE:71:LEU:CD2 2.06 0.85
9:CI:65:VAL:HG21 9:CIL:73:GLN:HB3 1.58 0.85
25:DA:90:U:02’ 25:DA:92:A:H5” 1.76 0.85
28:DD:24:ILE:HG12 28:DD:25:THR:N 1.90 0.85
19:AS:5:LEU:HD12 19:AS:10:PHE:HD1 1.38 0.85
29:DE:49:LEU:H 29:DE:49:LEU:HD12 1.42 0.85
32:DH:54:ARG:HG2 32:DH:54:ARG:HH11 1.41 0.85
45:DY:54:LYS:CG 45:DY:55: TYR:CD2 2.51 0.85
11:AK:32:ILE:HD12 11:AK:72:ALA:HB2 1.57 0.85
25:BA:2848:G:0OP2 40:BT:97:ALA:HB2 1.76 0.85
13:CM:15:VAL:O 13:CM:19:LEU:HD23 1.76 0.85
25:DA:2199:A:H5” 25:DA:2200:C:H5 1.39 0.85
25:DA:2176:A:05’ 27:DC:217.THR:HA 1.74 0.85
8:AH:60:ARG:HG3 8:AH:60:ARG:HH11 1.41 0.85
36:BP:23:PRO:HB2 36:BP:33:ARG:HD2 1.57 0.85
45:BY:27:VAL:HG12 45:BY:29:GLU:H 1.40 0.85
2:CB:162:ILE:HD11 2:CB:184:VAL:HG22 1.58 0.85
5:CE:10:MET:HB2 5:CE:32:VAL:HG22 1.56 0.85
7:CG:50:1LE:HB 7:CG:58:PRO:HG3 1.59 0.85
12:CL:28:LYS:HG3 12:CL:33:ARG:HH12 1.40 0.85
30:DF:11:VAL:HG12 30:DF:12:LEU:H 1.39 0.85
30:DF:8:GLN:HB3 30:DF:126:VAL:HA 1.58 0.85
37:DQ:43: THR:0OG1 37:DQ:46:GLN:HG3 1.76 0.85
25:BA:2300:G:H22 25:BA:2317:C:H1’ 1.39 0.85
29:BE:49:LEU:HD12 29:BE:49:LEU:H 1.42 0.85
31:BG:8&8:ILE:HD12 31:BG:89:GLY:H 1.40 0.85
45:BY:81:LYS:HD3 45:BY:97:ARG:HB3 1.56 0.85
25:DA:2312:U:C2’ 25:DA:2313:C:H5” 2.07 0.85
25:DA:271(P):C:C2 25:DA:271(Q):G:HY’ 2.07 0.85
28:DD:25:THR:HG22 28:DD:26:LYS:H 1.42 0.85
38:DR:4:LEU:HD21 38:DR:8:ARG:NH2 1.90 0.85
3:AC:79:ARG:HH22 11:CK:100:ALA:HB2 1.42 0.85
36:BP:65:ARG:NH1 55:B&:15:LYS:HB2 1.92 0.85
33:BI:58:LEU:CA 33:BI:61:ARG:HE 1.89 0.85
25:BA:560:C:H4’ 41:BU:52:ARG:NH2 1.90 0.85
50:D3:8:LEU:HA 50:D3:54:VAL:HG22 1.58 0.85
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Atom-1 Atom-2 distance (A) | overlap (A)
31:DG:39:ILE:HD11 31:DG:155:MET:HB2 1.58 0.85
33:DI:81: VAL:HG21 33:DI:142:VAL:HG13 1.59 0.85
36:DP:45:LEU:HD23 36:DP:46:LYS:H 1.40 0.85
1:AA:1426:A:H4’ 1:AA:1426:A:0P1 1.76 0.85
25:BA:2305:A:N3 31:BG:154:GLY:HA3 1.92 0.85
25:BA:549:G:H2’ 25:BA:551:G: 04’ 1.77 0.85
28:BD:25: THR:HG22 28:BD:26:LYS:H 1.42 0.85
29:BE:3:GLY:HA3 29:BE:81:ILE:HG21 1.59 0.85
26:BB:57:A:HY 31:BG:27:ASN:HD22 1.40 0.85
31:BG:8&8:ILE:HD12 31:BG:89:GLY:N 1.90 0.85
23:CV:57:C:C6 31:DG:84:LYS:NZ 2.45 0.85
25:DA:1771:C:C2’ 25:DA:1772:G:HY’ 2.07 0.85
31:DG:88:ILE:HD12 31:DG:89:GLY:H 1.41 0.85
45:DY:28:LYS:HB2 45:DY:38:ILE:H 1.39 0.85
13:AM:25:ILE:HD11 13:AM:66:LEU:HD23 1.57 0.85
26:BB:3:C:H42 26:BB:118:G:H1 1.22 0.85
25:BA:2305:A:C2 31:BG:154:GLY:CA 2.60 0.85
45:BY:31:LEU:HB2 45:BY:32:PRO:HA 1.59 0.85
19:CS:9:VAL:O 19:CS:10:PHE:CD1 2.30 0.85
25:DA:107:C:C2’ 25:DA:108:U:HY’ 2.07 0.85
25:DA:365:C:HY’ 25:DA:365:C:H6 1.40 0.85
28:DD:43:ARG:HB3 28:DD:54:ARG:HB2 1.59 0.85
46:D7:163:LEU:H 46:D7:163:LEU:HD12 1.42 0.85
4:AD:197:PRO:HD3 6:CF:16:GLN:HG3 0.85 0.85
33:BI:83:ALA:HB2 33:BI:&88:ILE:HG23 1.56 0.85
12:CL:41:ARG:HB3 12:CL:41:ARG:HH11 1.42 0.85
25:DA:2863:C:C2’ 25:DA:2864:G:H5” 2.06 0.85
28:DD:223:GLY:O 28:DD:226:MET:HG3 1.77 0.85
31:DG:113:ARG:HA 31:DG:113:ARG:CZ 2.06 0.85
31:DG:88:ILE:HD12 31:DG:89:GLY:N 1.91 0.85
38:DR:38:VAL:HB 38:DR:39:PRO:HD3 1.57 0.85
25:BA:107:C:.C2’ 25:BA:108:U:HY’ 2.07 0.85
25:BA:1171:G:H3’ 25:BA:1173:G:H4’ 1.57 0.85
30:BF:8:GLN:HB3 30:BF:126:VAL:HA 1.57 0.85
40:BT:24:PRO:HA 40:BT:49:VAL:HG13 1.59 0.85
2:CB:219:VAL:HA 2:CB:222:ILE:HD12 1.59 0.85
5:CE:101:ILE:HD11 5:CE:119:LEU:HA 1.58 0.85
25:DA:1652:A:H62 38:DR:11:ASN:ND2 1.75 0.85
25:DA:2554:U:H2’ 25:DA:2555:U:C6 2.12 0.85
25:DA:845:G:H21 25:DA:933:A:H61 1.25 0.85
28:DD:24: ILE:CG1 28:DD:25:THR:N 2.39 0.85
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Atom-1 Atom-2 distance (A) | overlap (A)

32:DH:40:GLU:O 32:DH:41:MET:HB2 1.74 0.85
18:AR:86:VAL:O 18:AR:87:ARG:HD3 1.77 0.84
52:B5:32:PRO:0O 52:B5:33:CYS:HB3 1.76 0.84
53:B6:45:LYS:O 53:B6:46:HIS:CG 2.30 0.84
25:BA:242:G:H5” 55:B8:62:LEU:.CD1 2.05 0.84
25:BA:2863:C:C2’ 25:BA:2864:G:H5” 2.06 0.84
19:CS:9:VAL:O 19:CS:10:PHE:CG 2.30 0.84
48:D1:5:CYS:SG 48:D1:62:VAL:HG23 2.17 0.84
49:D2:16:LEU:O 49:D2:20:GLU:HB3 1.77 0.84
25:DA:2206:G:H21 25:DA:2207:G:HY’ 1.41 0.84
31:DG:113:ARG:HA 31:DG:113:ARG:NH1 1.92 0.84
12:AL:28:LYS:CE 12:AL:33:ARG:HH22 1.90 0.84
13:AM:117:VAL:CG1 13:AM:118:ALA:H 1.90 0.84
17:AQ:67:LYS:HA 17:AQ:70:ARG:HH12 1.42 0.84
25:BA:1593:G:C2’ 25:BA:1594:G:H5” 2.07 0.84
25:BA:2312:U:.C2’ 25:BA:2313:C:H5” 2.07 0.84
25:BA:2347:C:H2’ 25:BA:2348:U:H6 1.42 0.84
5:CE:69:VAL:CG1 5:CE:71:LEU:HD23 2.07 0.84
25:DA:549:G:H2’ 25:DA:551:G:04’ 1.77 0.84
31:DG:111:LEU:HB3 31:DG:117:PHE:CE2 2.12 0.84
31:BG:2:PRO:CD 51:B4:51:'TYR:CG 2.59 0.84
25:BA:1819:A:CT1’ 25:BA:1821:A:C5H 2.60 0.84
28:BD:26:LYS:NZ 28:BD:82:.1LE:H 1.75 0.84
31:BG:111:LEU:N 31:BG:112:PRO:HD2 1.91 0.84
17:CQ:67:LYS:O 17:CQ:68:ARG:HB3 1.76 0.84
19:CS:10:PHE:O 19:CS:10:PHE:CD2 2.30 0.84
23:CV:35:C:C2’ 23:CV:36:A:C8 2.43 0.84
25:DA:1819:A:C1’ 25:DA:1821:A:C5h 2.60 0.84
25:DA:2175:C:HY’ 27:DC:215:THR:H 1.41 0.84
25:DA:2124:G:02’ 27:DC:40: THR:HA 1.77 0.84
41:DU:88:ILE:O 41:DU:8S:ILE:HG13 1.78 0.84
42:DV:38:LEU:C 42:DV:39:LEU:HD13 1.98 0.84
45:DY:28:LYS:H 45:DY:28:LYS:HZ2 1.20 0.84
18:AR:66:LEU:HD11 18:AR:70:ILE:HD11 1.59 0.84
25:BA:1290:C:H2’ 25:BA:1291:C:H6 1.42 0.84
25:BA:1771:C:.C2’ 25:BA:1772:G:H5’ 2.07 0.84
31:BG:39:ILE:HD11 31:BG:155:MET:HB2 1.58 0.84
36:BP:45:LEU:HD23 36:BP:46:LYS:H 1.40 0.84
45:BY:28:LYS:HA 45:BY:39:VAL:H 1.42 0.84
12:CL:28:LYS:CG 12:CL:33:ARG:NH1 2.40 0.84
25:DA:2476:A:C2’ 25:DA:2477:C:H5” 2.08 0.84
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Atom-1 Atom-2 distance (A) | overlap (A)
48:B1:5:CYS:SG 48:B1:62: VAL:HG23 2.17 0.84
1:CA:1323:C:H1’ 9:CI:124:GLN:HE21 1.42 0.84
14:CN:26:ARG:HD?2 14:CN:43:CYS:SG 2.17 0.84
25:DA:1446:C:C2’ 25:DA:1447:G:H5” 2.08 0.84
25:DA:2866:U:C6 25:DA:2868:A:H1’ 2.13 0.84
25:DA:651:G:H5” 55:D8:18:ALA:HB3 1.59 0.84
13:CM:93:ARG:NH1 25:DA:888:C:H4’ 1.93 0.84
29:DE:199:ARG:HH11 | 29:DE:199:ARG:HB2 1.43 0.84
13:AM:97:PRO:N 13:AM:110:ARG:CD 2.40 0.84
28:BD:223:GLY:O 28:BD:226: MET:HG3 1.77 0.84
46:BZ:163:LEU:HD12 46:BZ:163:LEU:H 1.42 0.84
4:AD:195:ALA:HB1 6:CF:20:ALA:HB2 1.58 0.84
52:D5:32:PRO:O 52:D5:33:CYS:HB3 1.76 0.84
25:DA:2850:A:H2’ 25:DA:2851:A:H8 1.42 0.84
4:AD:166:LYS:C 28:DD:135:PHE:CZ 2.49 0.84
23:CV:57:C:H41 31:DG:83:ARG:NH2 1.72 0.84
1:AA:854:C:Hb5” 8:AH:88:LYS:HD3 1.59 0.84
2:AB:172:ILE:HD12 2:AB:172:ILE:H 1.39 0.84
7:AG:50:ILE:HB 7:AG:58:PRO:HG3 1.58 0.84
25:BA:2420:C:OP1 55:B&:34: TRP:HA 1.78 0.84
25:BA:2263:C:H6 25:BA:2263:C:HY’ 1.43 0.84
25:DA:335:C:H2’ 25:DA:336:C:H6 1.40 0.84
9:AL:65:VAL:HG21 9:AL:73:GLN:HB3 1.60 0.84
10:AJ:37:PRO:HA 10:AJ:72: VAL:HG22 1.57 0.84
49:B2:16:LEU:O 49:B2:20:GLU:HB3 1.77 0.84
50:B3:8:LEU:HA 50:B3:54:VAL:HG22 1.58 0.84
25:BA:2853:C:H2’ 25:BA:2854:G:C8 2.12 0.84
25:BA:2866:U:C6 25:BA:2868:A:H1’ 2.13 0.84
25:BA:2227:A:HY’ 28:BD:263:ARG:HH11 1.42 0.84
31:BG:43:LEU:HB2 31:BG:88:ILE:HG12 1.59 0.84
38:BR:8:ARG:HA 38:BR:8:ARG:HE 1.42 0.84
25:DA:1290:C:HY 25:DA:1291:C:H6 1.41 0.84
25:DA:2468:G:HO2’ 25:DA:2476:A:H8 1.24 0.84
45:DY:54:LYS:0O 45:DY:55: TYR:CD1 2.30 0.84
45:DY:54:LYS:0O 45:DY:55:TYR:CG 2.30 0.84
1:AA:1302:C:H5” 1:AA:1303:C:HY 1.58 0.84
13:AM:108:ARG:NH1 13:AM:111:LYS:CB 2.33 0.84
19:AS:63: THR:HG22 19:AS:66:MET:HE2 1.59 0.84
25:BA:1231:G:H2’ 25:BA:1232:G:HS8 1.42 0.84
3:CC:189:ALA:HB3 3:CC:196:LEU:HB2 1.60 0.84
25:DA:1689:A:H62 25:DA:1698:A:H2 1.21 0.84
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Atom-1 Atom-2 distance (A) | overlap (A)
26:DB:83:G:HO2’ 26:DB:84:C:H5’ 1.40 0.84
5:AE:57:LYS:HG2 5:AE:61:TYR:HE2 1.40 0.84
6:AF:21:LEU:O 6:AF:24:GLU:HG2 1.77 0.84
31:BG:2:PRO:.CG 51:B4:51: TYR:CE2 2.58 0.84
37:BQ:43: THR:0OG1 37:BQ:46:GLN:HG3 1.76 0.84
25:DA:1231:G:H2’ 25:DA:1232:G:H8 1.42 0.84
25:DA:1593:G:H2’ 25:DA:1594:G:H5” 1.59 0.84
25:DA:2849:U:0OP2 40:DT:95:ARG:CD 2.26 0.84
42:DV:49:THR:CG2 42:DV:50:PRO:CD 2.56 0.84
2:AB:204:ASN:HD21 2:AB:207:ALA:H 1.21 0.83
4:AD:189:PRO:HB2 4:AD:194:LEU:HD21 1.58 0.83
25:BA:2302:G:N2 31:BG:128:ARG:HD2 1.92 0.83
25:BA:2320:A:C2 25:BA:2333:A:N7 2.46 0.83
25:BA:2850:A:H2’ 25:BA:2851:A:H8 1.42 0.83
25:BA:845:G:H21 25:BA:933:A:H61 1.25 0.83
31:BG:60:LEU:O 31:BG:63:ILE:HG12 1.76 0.83
20:CT:26:ASN:HB2 20:CT:71: THR:HG23 0.84 0.83
25:DA:1464:C:02’ 25:DA:1528:A:H8 1.58 0.83
25:DA:2502:G:H5” 25:DA:2503:A:H5” 1.60 0.83
25:DA:2853:C:H2’ 25:DA:2854:G:C8 2.12 0.83
1:AA:545:C:H1’ 12:AL:15:ARG:HB3 1.59 0.83
14:AN:37:PHE:HZ 14:AN:56:VAL:HG21 1.43 0.83
19:AS:36:ARG:HH12 19:AS:75:ALA:HB3 1.43 0.83
20:AT:100:ILE:N 20:AT:100:ILE:HD12 1.93 0.83
28:BD:24:1LE:CG1 28:BD:25: THR:H 1.91 0.83
23:CV:53:G:H8 23:CV:53:G:H5” 1.43 0.83
23:CV:57.C:N4 31:DG:83:ARG:CZ 2.40 0.83
38:DR:8:ARG:HE 38:DR:8:ARG:HA 1.42 0.83
10:AJ:7:LYS:HB2 10:AJ:97:GLU:HB2 1.60 0.83
22:AW:14:A:C6 22:AW:15:G:HY1’ 2.12 0.83
4:CD:15:GLU:HG2 4:CD:63:LYS:HG3 1.60 0.83
25:DA:395:U:02’ 48:D1:13:ILE:HD13 1.79 0.83
25:DA:2134:A:C2 25:DA:2159:G:HT’ 2.11 0.83
25:DA:613:G:H8 25:DA:613:G:H5’ 1.41 0.83
36:DP:47:ASP:HB3 36:DP:48:PRO:C 1.98 0.83
40:DT:104:ASN:N 40:DT:104:ASN:OD1 2.11 0.83
1:AA:748:G:H1 1:AA:795:C:HO2 0.84 0.83
33:BI:81:VAL:HG21 33:BI:142:VAL:HG13 1.59 0.83
42:BV:46:VAL:HG22 42:BV:47:VAL:H 1.41 0.83
10:CJ:4:ILE:HB 10:CJ:74:1LE:HD11 1.60 0.83
25:DA:1846:G:HY’ 25:DA:1847:A:0P2 1.78 0.83
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20:AT:26:ASN:HA 20:AT:29:LYS:HG2 1.61 0.83
25:BA:2206:G:H21 25:BA:2207:G:H5’ 1.41 0.83
14:CN:37:PHE:HZ 14:CN:56:VAL:HG21 1.43 0.83
25:DA:2537:U:H?’ 25:DA:2538:C:H6 1.43 0.83
28:DD:26:LYS:NZ 28:DD:82:ILE:H 1.75 0.83
15:A0:60:VAL:CG1 25:BA:715:G: 04’ 2.26 0.83
29:BE:52:LEU:HD22 29:BE:76:ARG:HB2 1.57 0.83
1:CA:290:C:H2’ 1:CA:291:U:H6 1.39 0.83
18:CR:86:VAL:O 18:CR:87:ARG:HD3 1.78 0.83
20:CT:72:LEU:HD23 20:CT:73:HIS:N 1.92 0.83
25:DA:2100:G:H1 25:DA:2189:U:H3 1.26 0.83
25:DA:2347:C:H2’ 25:DA:2348:U:H6 1.42 0.83
36:DP:64:LYS:C 36:DP:66:GLY:H 1.82 0.83
11:AK:24:SER:HB3 11:AK:27:ASN:O 1.78 0.83
25:BA:1024:G:H3’ 25:BA:1025:G:H5” 1.60 0.83
25:BA:2537:U:H2’ 25:BA:2538:C:H6 1.43 0.83
28:BD:43:ARG:HB3 28:BD:54:ARG:HB2 1.59 0.83
25:BA:2302:G:H21 31:BG:128:ARG:CD 1.92 0.83
29:DE:53:PRO:O 29:DE:54:GLN:O 1.95 0.83
29:DE:3:GLY:HA3 29:DE:81:ILE:HG21 1.58 0.83
32:DH:25:LYS:HD3 32:DH:25:LYS:H 1.41 0.83
32:DH:17:VAL:CB 32:DH:45:VAL:CG1 2.57 0.83
25:BA:T1:A:OP2 25:BA:7T1:A:H8 1.60 0.83
26:BB:48:A:H4’ 39:BS:95:HIS:HD2 1.42 0.83
25:BA:2302:G:H21 31:BG:128:ARG:HD2 1.41 0.83
36:BP:85:LEU:HD23 36:BP:85:LEU:H 1.42 0.83
5:CE:69:VAL:HB 5:CE:71:LEU:HD21 1.60 0.83
25:DA:2263:C:H6 25:DA:2263:C:H5’ 1.43 0.83
31:DG:43:LEU:HB2 31:DG:88:ILE:HG12 1.59 0.83
38:DR:4:LEU:HD21 38:DR:8:ARG:HH21 1.43 0.83
13:AM:10:PRO:HB2 13:AM:18:ALA:HB1 1.60 0.83
23:AV:66:C:H2’ 23:AV:67:C:HY’ 1.59 0.83
25:BA:1614:A:H62 43:BW:93:ALA:HB2 1.43 0.83
25:BA:17:G:H4’ 41:BU:25:TRP:CH2 2.14 0.83
53:D6:45:LYS:O 53:D6:46:HIS:CG 2.31 0.83
36:DP:85:LEU:HD23 36:DP:85:LEU:H 1.42 0.83
2:AB:15:VAL:HG21 2:AB:209:ARG:HH21 1.44 0.83
4:AD:162:LEU:HD13 4:AD:181:MET:HG2 1.61 0.83
8:AH:109:ILE:HG12 8:AH:110:ALA:H 1.42 0.83
13:AM:97:PRO:CD 13:AM:110:ARG:HD3 2.09 0.83
25:BA:729:G: 02 25:BA:763:G:H4’ 1.78 0.83
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18:CR:66:LEU:HD11 18:CR:70:ILE:HD11 1.59 0.83
22:CW:5:G:C2 22:CW:69:G:C2 2.67 0.83
30:DF:53: THR:HG23 30:DF:55:GLY:H 1.44 0.83
31:DG:76:SER:CB 31:DG:83:ARG:HB2 2.09 0.83
25:BA:1846:G:H5’ 25:BA:1847:A:0P2 1.78 0.82
32:BH:30:LYS:NZ 32:BH:81:GLU:HG2 1.94 0.82
41:BU:88:ILE:HG13 41:BU:88:ILE:O 1.77 0.82
11:CK:32:ILE:HD12 11:CK:72:ALA:HB2 1.60 0.82
25:DA:729:G: 02’ 25:DA:763:G:H4’ 1.78 0.82
42:DV:49: THR:CG2 42:DV:50:PRO:HD3 2.06 0.82
1:AA:1479:A:H2 1:AA:1482:G:H1 1.23 0.82
10:AJ:50:ILE:HG12 14:AN:41:ARG:HD3 1.61 0.82
25:BA:2502:G:HY” 25:BA:2503:A:H5” 1.60 0.82
36:BP:47:ASP:HB3 36:BP:48:PRO:C 1.98 0.82
8:CH:12:ARG:HH12 8:CH:27:PRO:HD3 1.44 0.82
23:CV:53:G:H5” 23:CV:53:G:C8 2.14 0.82
25:DA:27:G:HO2’ 25:DA:28:A:HS8 1.27 0.82
4:AD:167:GLY:HA3 28:DD:135:PHE:HE2 1.08 0.82
45:DY:28:LYS:HA 45:DY:39:VAL:H 1.42 0.82
7:AG:50:ILE:HG21 7:AG:58:PRO:HA 1.61 0.82
25:BA:2762:G:C2’ 25:BA:2763:G:H5” 2.10 0.82
42:BV:76:LYS:HB2 42:BV:81:TYR:HB3 1.61 0.82
1:CA:239:U:C6 1:CA:871:G:N2 2.47 0.82
19:CS:10:PHE:O 19:CS:10:PHE:HD2 1.60 0.82
15:A0:3:ILE:H 15:A0:3:ILE:HD13 1.41 0.82
25:BA:2584:U:H2’ 25:BA:2585:U:H5” 0.84 0.82
1:CA:1171:G:H3 3:CC:3:ASN:ND2 1.94 0.82
13:CM:10:PRO:HB2 13:CM:18:ALA:HB1 1.60 0.82
48:D1:3:LYS:HG3 48:D1:4:VAL:H 1.43 0.82
25:DA:2762:G:C2’ 25:DA:2763:G:H5” 2.10 0.82
26:DB:14:U:0P2 26:DB:71:C:H5’ 1.79 0.82
28:DD:11:PRO:C 28:DD:13:ARG:H 1.82 0.82
32:DH:47:GLU:HG2 32:DH:48:GLY:H 1.44 0.82
34:DN:73:THR:HG23 34:DN:82:LEU:HD11 1.61 0.82
39:DS:85:VAL:HG23 39:DS:106:ARG:HG3 1.62 0.82
23:AV:20:G:C2 23:AV:58:A:N3 2.48 0.82
25:BA:2512:C:H4’ 29:BE:122:PHE:CE2 2.13 0.82
30:BF:53: THR:HG23 30:BF:55:GLY:H 1.44 0.82
31:BG:76:SER:CB 31:BG:83:ARG:HB2 2.09 0.82
38:BR:11:ASN:O 38:BR:12:ARG:HG3 1.79 0.82
25:DA:1593:G:C2’ 25:DA:1594:G:H5” 2.07 0.82
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25:DA:2334:G:C2 39:DS:15:ARG:NH1 2.48 0.82
3:AC:189:ALA:HB3 3:AC:196:LEU:HB2 1.59 0.82
12:AL:53:ARG:HH12 12:AL:92:ASP:HB2 1.45 0.82
13:AM:13:LYS:HA 13:AM:44:ARG:NH1 1.93 0.82
13:AM:94:ARG:HH22 25:BA:887:A:HY 0.67 0.82
47:B0:40:GLN:NE2 47:B0:43: THR:HA 1.95 0.82
25:BA:1157:G:02’ 50:B3:31:LEU:HD12 1.79 0.82
8:CH:109:ILE:HG12 8:CH:110:ALA:H 1.43 0.82
13:CM:93:ARG:CG 25:DA:888:C:P 2.68 0.82
42:DV:46:VAL:HG22 42:DV:47:VAL:H 1.41 0.82
1:AA:584:C:H2’ 1:AA:585:A:HS 1.45 0.82
25:BA:1721:G:C6 25:BA:1739:U:H5’ 2.15 0.82
1:CA:289:U:H2’ 1:CA:290:C:H5’ 1.61 0.82
22:CW:16:U:C5 22:CW:18:G:H3’ 2.14 0.82
12:AL:41:ARG:HH11 12:AL:41:ARG:HB3 1.42 0.82
25:BA:1593:G:H2’ 25:BA:1594:G:H5” 1.59 0.82
32:BH:47:GLU:HG2 32:BH:48:GLY:H 1.44 0.82
25:DA:1721:G:C6 25:DA:1739:U:H5’ 2.15 0.82
25:DA:292:C:N4 25:DA:348:G:H1 1.78 0.82
30:DF:20:LEU:HG 30:DF:21:ALA:H 1.45 0.82
25:BA:1899:G:N2 25:BA:1902:C:H41 1.77 0.82
25:BA:272:G:C6 25:BA:421:U:C2 2.68 0.82
25:BA:27:G:H22 25:BA:512:G:H2’ 1.45 0.82
25:BA:T1:A:H3’ 25:BA:7T1:A:OP2 1.79 0.82
9:CI:63:ILE:HD11 9:CI:81:ILE:HD11 1.60 0.82
11:CK:24:SER:HB3 11:CK:27:ASN:O 1.79 0.82
13:CM:65:LYS:HG3 13:CM:70:LEU:CB 2.10 0.82
13:CM:70:LEU:C 13:CM:70:LEU:HD23 2.00 0.82
25:DA:911:A:CY 25:DA:912:C:.Cy 2.53 0.82
26:DB:69:G:C2 26:DB:70:C:C2 2.68 0.82
32:DH:17:VAL:CB 32:DH:45:VAL:HG13 2.10 0.82
12:AL:89:ARG:NH1 12:AL:89:ARG:HB2 1.95 0.82
25:DA:2390:U:H2’ 25:DA:2391:G:HY’ 1.62 0.82
25:DA:2392:A:0P1 55:D8:32:LEU:CD1 2.28 0.82
38:DR:11:ASN:O 38:DR:12:ARG:HG3 1.79 0.82
40:BT:100:TYR:O 40:BT:102:ILE:HD12 1.79 0.81
2:CB:91:PRO:HG3 2:CB:154:LEU:HB2 1.61 0.81
10:CJ:7:.LYS:HB2 10:CJ:97:GLU:HB2 1.61 0.81
23:CV:19:G:H5” 23:CV:19:G:C8 2.14 0.81
25:DA:686:G:H5” 54:D7:11:LYS:HE2 1.62 0.81
29:DE:33:VAL:HG13 29:DE:69:LYS:HE3 1.61 0.81
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37:DQ:29:PHE:HB2 37:DQ:105:GLU:OE2 1.80 0.81
3:AC:20:SER:HB2 3:AC:40:ARG:HH22 1.45 0.81
31:BG:2:PRO:.CG 51:B4:51:TYR:CD2 2.63 0.81
36:BP:64:LYS:C 36:BP:66:GLY:H 1.82 0.81
3:CC:52:LEU:HD23 3:CC:52:LEU:H 1.45 0.81
13:CM:65:LYS:HG3 13:CM:70:LEU:HB2 1.61 0.81
25:DA:1021:A:H3’ 25:DA:1021:A:H8 1.46 0.81
25:DA:27:G:N2 25:DA:512:G:H?’ 1.95 0.81
45:DY:31:LEU:HB2 45:DY:32:PRO:HA 1.59 0.81
10:AJ:7:LYS:HD3 10:AJ:71:LEU:HD13 1.60 0.81
1:AA:250:G:H1’ 17:AQ:16:GLN:NE2 1.94 0.81
23:AV:18:U:H4’ 23:AV:19:G:0OP2 1.77 0.81
48:B1:3:LYS:HG3 48:B1:4:VAL:H 1.43 0.81
25:BA:1021:A:HS8 25:BA:1021:A:H3’ 1.46 0.81
25:BA:1914:C:H2’ 25:BA:1915:U:04’ 1.80 0.81
31:BG:114:ILE:CG1 31:BG:140:ILE:HD13 2.09 0.81
45:BY:49:VAL:O 45:BY:50:ARG:HB2 1.79 0.81
7:CG:54:THR:OG1 7:CG:56:GLN:HG2 1.80 0.81
10:CJ:7:LYS:HD3 10:CJ:71:LEU:HD13 1.61 0.81
25:DA:1899:G:N2 25:DA:1902:C:H41 1.77 0.81
25:DA:612:C:H2’ 25:DA:613:G:C5’ 2.10 0.81
26:DB:107:G:C2’ 26:DB:108:U:H5’ 2.09 0.81
4:AD:167:GLY:N 28:DD:135:PHE:CE2 2.40 0.81
42:DV:76:LYS:HB2 42:DV:81:TYR:HB3 1.61 0.81
13:AM:108:ARG:NH1 13:AM:111:LYS:HB2 1.93 0.81
25:BA:2390:U:H2’ 25:BA:2391:G:H5’ 1.62 0.81
36:BP:47:ASP:HB3 36:BP:48:PRO:CA 2.10 0.81
37:BQ:12:GLN:HG2 37:BQ:73:PRO:HD?2 1.62 0.81
48:D1:67:ILE:N 48:D1:68:PRO:HD2 1.96 0.81
25:DA:1914:C:H?’ 25:DA:1915:U:04’ 1.80 0.81
30:DF:132:VAL:HG22 30:DF:133:ASN:N 1.95 0.81
32:DH:85:LYS:HD3 32:DH:133:VAL:HB 1.62 0.81
7:AG:54:THR:OG1 7:AG:56:GLN:HG2 1.81 0.81
25:BA:2586:C:C6 25:BA:2586:C:05’ 2.33 0.81
34:BN:15:LEU:HD13 34:BN:16:ILE:H 1.46 0.81
38:BR:4:LEU:HD21 38:BR:8:ARG:HH21 1.44 0.81
1:CA:1192:U:H4’ 1:CA:1193:U:OP1 1.78 0.81
1:CA:238:A:H4’ 1:CA:239:U:H5” 1.60 0.81
47:D0:40:GLN:NE2 47:D0:43: THR:HA 1.95 0.81
25:DA:2199:A:H5’ 25:DA:2200:C:0P2 1.81 0.81
28:DD:9:'TYR:N 28:DD:9:TYR:CD1 2.49 0.81
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32:DH:30:LYS:NZ 32:DH:81:GLU:HG2 1.94 0.81
34:DN:15:LEU:HD13 34:DN:16:1LE:H 1.46 0.81
1:AA:1209:C:H?’ 1:AA:1210:A:H8 1.44 0.81
3:AC:16:ARG:CB 3:AC:16:ARG:HH11 1.94 0.81
30:BF:132:VAL:HG22 30:BF:133:ASN:N 1.95 0.81
32:BH:85:LYS:HD3 32:BH:133:VAL:HB 1.62 0.81
34:BN:9:VAL:HG12 34:BN:10:GLU:H 1.46 0.81
34:BN:131:GLN:HE22 34:BN:134:ARG:HD2 1.44 0.81
2:CB:14:GLY:O 2:CB:15:VAL:HG13 1.80 0.81
2:CB:15:VAL:HG21 2:CB:209:ARG:HH21 1.45 0.81
22:CW:28:(G:N2 22:CW:43:C:C2 2.49 0.81
25:DA:1819:A:0P1 28:DD:158:ALA:CB 2.29 0.81
25:DA:2584:U:H2’ 25:DA:2585:U:H5” 0.83 0.81
34:DN:131:GLN:HE22 | 34:DN:134:ARG:HD2 1.45 0.81
22:AW:72:C:02’ 22:AW:73:A:H5’ 1.79 0.81
25:BA:1639:U:H2’ 25:BA:1640:C:H5” 1.62 0.81
25:BA:364:C:H2’ 25:BA:365:C:H5”’ 1.62 0.81
41:BU:20:LEU:HD13 41:BU:20:LEU:O 1.81 0.81
13:CM:96:LEU:C 13:CM:110:ARG:HD3 2.00 0.81
16:CP:22: THR:HA 16:CP:33:ILE:HG12 1.63 0.81
19:CS:5:LEU:HD12 19:CS:10:PHE:HD1 1.45 0.81
20:CT:41:ILE:HG23 20:CT:84:LEU:HD21 1.62 0.81
22:CW:21:A:NG6 22:CW:46:G:C4 2.48 0.81
51:D4:48:ILE:H 51:D4:48:1LE:HD12 1.46 0.81
25:DA:1024:G:H3’ 25:DA:1025:G:H5” 1.60 0.81
25:DA:27:G:H22 25:DA:512:G:H?’ 1.45 0.81
26:DB:91:C:HY’ 26:DB:92:C:C6 2.16 0.81
25:BA:2015:A:HT’ 52:B5:2:ALA:HA 1.62 0.81
25:BA:2245:U:HY’ 25:BA:2246:G:H5’ 1.62 0.81
25:BA:27:G:N2 25:BA:512:G:H2’ 1.95 0.81
29:BE:33:VAL:HG13 29:BE:69:LYS:HE3 1.61 0.81
39:BS:85:VAL:HG23 39:BS:106:ARG:HG3 1.62 0.81
11:CK:62:GLN:HG3 11:CK:97:ALA:HB2 1.63 0.81
31:DG:113:ARG:CA 31:DG:113:ARG:NH1 2.44 0.81
36:DP:47:ASP:HB3 36:DP:48:PRO:CA 2.10 0.81
10:AJ:4:1ILE:HB 10:AJ:74:1LE:HD11 1.60 0.81
33:BI:88:ILE:HD11 33:BI:123:LEU:HG 1.63 0.81
13:CM:94:ARG:CD 25:DA:888:C:0P2 2.28 0.81
25:DA:1639:U:C2’ 25:DA:1640:C:H5” 2.11 0.81
25:DA:1902:C:H4’ 28:DD:244:ARG:HA 1.63 0.81
25:DA:1996:C:H5 35:D0:32:TYR:HH 1.26 0.81
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38:DR:56:LYS:HE2 38:DR:94:TYR:HE2 1.46 0.81
45:DY:30:VAL:HG22 45:DY:37:VAL:HG12 1.62 0.81
1:AA:1131:C:H?’ 1:AA:1132:U:H6 1.46 0.81
1:AA:733:G:N3 15:A0:23:GLY:HA3 1.95 0.81
48:B1:44:PRO:O 48:B1:46:LEU:HD13 1.80 0.81
25:BA:1020:A:N1 25:BA:1141:U:H2’ 1.96 0.81
25:BA:1523:U:H2’ 25:BA:1524:G:HS8 1.46 0.81
25:BA:480:A:0P2 45:BY:46:LYS:HE?2 1.80 0.81
45:BY:30:VAL:HG22 45:BY:37:VAL:HG12 1.63 0.81
46:BZ:102:LEU:HD13 46:BZ:123:ASP:HA 1.63 0.81
7:CG:60:LYS:HA 7:CG:60:LYS:HZ2 1.45 0.81
20:CT:100:ILE:HD12 20:CT:100:ILE:N 1.95 0.81
48:D1:44:PRO:O 48:D1:46:LEU:HD13 1.81 0.81
25:DA:2781:A:H5” 25:DA:2782:G:HY’ 1.62 0.81
13:CM:94:ARG:HH22 25:DA:887:A:H2’ 0.74 0.81
28:DD:31:LYS:HE3 28:DD:94:LEU:HD11 1.63 0.81
29:DE:176:ILE:HG22 29:DE:179:GLU:H 1.45 0.81
41:DU:20:LEU:O 41:DU:20:LEU:HD13 1.81 0.81
8:AH:12:ARG:HH12 8:AH:27:PRO:HD3 1.46 0.81
22:AW:29:G:H2’ 22:AW:30:G:C8 2.16 0.81
25:BA:2476:A:C2’ 25:BA:2477:C:H5” 2.08 0.81
7:CG:50:ILE:HG21 7:CG:58:PRO:HA 1.60 0.81
7:.CG:73:MET:HA 7:CG:91:VAL:HG23 1.63 0.81
&:CH:60:ARG:HH11 8:CH:60:ARG:HG3 1.46 0.81
49:D2:65:ASN:HB3 49:D2:69:ARG:NH2 1.96 0.81
25:DA:1523:U:H2’ 25:DA:1524:G:H8 1.46 0.81
25:DA:2645:G:H3’ 25:DA:2646:C:CY’ 2.10 0.81
25:DA:271(P):C:H2’ 25:DA:271(Q):G:HY’ 1.63 0.81
28:DD:44:ASN:HB3 28:DD:49:ILE:HA 1.62 0.81
20:AT:33:.ILE:HD13 20:AT:62:LEU:HB3 1.62 0.80
25:BA:2850:A:H2’ 25:BA:2851:A:C8 2.16 0.80
28:BD:44:ASN:HB3 28:BD:49:ILE:HA 1.62 0.80
30:DF:198:ALA:O 30:DF:201:VAL:HG12 1.81 0.80
25:BA:2392:A:H8 36:BP:60:MET:HB3 1.47 0.80
28:BD:11:PRO:C 28:BD:13:ARG:H 1.81 0.80
30:BF:3:GLU:HB2 30:BF:24:LEU:HG 1.63 0.80
35:BO:21:CYS:SG 35:BO:22:ILE:N 2.54 0.80
42:BV:21:ARG:HG2 42:BV:91:TYR:CD2 2.17 0.80
5:CE:69:VAL:CG1 5:CE:71:LEU:CD2 2.59 0.80
30:DF:3:GLU:HB2 30:DF:24:LEU:HG 1.64 0.80
1:AA:1487:U:H2’ 1:AA:1488:G:C8 2.16 0.80
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Atom-1 Atom-2 distance (A) | overlap (A)
20:AT:26:ASN:HB2 20:AT:71:THR:CG2 2.11 0.80
20:AT:50:GLU:HB3 20:AT:100:ILE:HG12 1.63 0.80
22:AY:39:U:C2 22:AY:40:C:H5 1.99 0.80
25:BA:302:C:02’ 25:BA:303:U:HY’ 1.81 0.80
30:BF:78:ILE:H 30:BF:78:ILE:HD13 1.46 0.80
31:BG:76:SER:HB2 31:BG:83:ARG:HB2 1.63 0.80
38:BR:10:LEU:CD2 38:BR:17:ARG:HD2 2.11 0.80
1:CA:262:C:H5’ 1:CA:262:C:H6 1.46 0.80
25:DA:1639:U:H2’ 25:DA:1640:C:H5” 1.62 0.80
25:DA:2391:G:H1’ 25:DA:2429:G:N2 1.96 0.80
25:DA:2850:A:H2’ 25:DA:2851:A:C8 2.16 0.80
37:DQ:12:GLN:HG2 37:DQ:73:PRO:HD2 1.62 0.80
40:DT:12:SER:HB3 40:DT:57:PHE:CD1 2.16 0.80
10:AJ:45:ARG:HH11 10:AJ:45:ARG:HG3 1.47 0.80
23:AV:24:C:H2’ 23:AV:25:U:H6 1.45 0.80
48:B1:67:ILE:N 48:B1:68:PRO:HD2 1.96 0.80
5:CE:76:ILE:CD1 5:CE:142:LEU:HD21 2.03 0.80
25:DA:2516:G:H2’ 25:DA:2517:C:C5’ 2.03 0.80
26:DB:91:C:02’ 26:DB:92:C:H5’ 1.82 0.80
25:DA:2227:A:H5 28:DD:263:ARG:HH11 1.46 0.80
25:DA:322:A:H3’ 30:DF:169:ASN:ND2 1.96 0.80
31:DG:115:ARG:NH1 31:DG:136:ARG:HD3 1.96 0.80
19:AS:6:LYS:HD2 19:AS:7:LYS:N 1.96 0.80
22:AW:51:U:H2’ 22:AW:52:G:H8 1.47 0.80
22:AW:18:G:N1 22:AW:55:U:HT’ 1.97 0.80
36:BP:58: THR:O 36:BP:61:ARG:HG3 1.81 0.80
37:BQ:29:PHE:HB2 37:BQ:105:GLU:OE2 1.80 0.80
5:CE:101:ILE:HD11 5:CE:119:LEU:CD2 2.10 0.80
4:AD:197:PRO:N 6:CF:16:GLN:HG3 1.96 0.80
7:CG:83:ALA:HA 22:CW:37:A:H61 1.45 0.80
12:CL:28:LYS:O 12:CL:29:GLY:C 2.19 0.80
13:CM:57:ARG:HH22 51:D4:60:GLU:HG3 1.45 0.80
21:CU:6:ARG:HE 21:CU:15:ARG:NH2 1.78 0.80
55:D8:50:LEU:HD12 55:D&:51:ALA:H 1.46 0.80
17:AQ:67:LYS:HA 17:AQ:70:ARG:NH1 1.97 0.80
22:AY:28:G:H1 22:AY:42:C:H42 1.27 0.80
25:BA:1639:U.C2’ 25:BA:1640:C:H5” 2.11 0.80
29:BE:59:VAL:HG22 29:BE:60:ASN:N 1.97 0.80
3:CC:113:ALA:HB3 3:CC:114:PRO:HD3 1.63 0.80
6:CF:21:LEU:O 6:CF:24:GLU:HG2 1.80 0.80
19:CS:15:LEU:HD11 19:CS:33: THR:HB 1.64 0.80
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Atom-1 Atom-2 distance (A) | overlap (A)
20:CT:26:ASN:HA 20:CT:29:LYS:HG2 1.61 0.80
1:AA:822:U:02 1:AA:822:U:.C3’ 2.30 0.80
5:AE:100:VAL:HG13 5:AE:118:ILE:CG2 2.11 0.80
17:AQ:68:ARG:N 17:AQ:70:ARG:NH1 2.28 0.80
31:BG:104:GLU:HG2 51:B4:50: THR:HG21 1.64 0.80
25:BA:481:G:H1’ 25:BA:506:G:H21 1.47 0.80
25:BA:910:A:C5 37:BQ:13:GLN:HG3 2.16 0.80
3:CC:34:LEU:HD21 3:CC:38:ARG:CZ 2.11 0.80
25:DA:2128:C:P 27:DC:35:ALA:HB1 2.22 0.80
29:DE:51:PHE:CD1 29:DE:52:LEU:HD23 2.15 0.80
25:DA:1614:A:H62 43:-DW:93:ALA:HB2 1.45 0.80
1:AA:1302:C:H5’ 1:AA:1303:C:H5’ 1.64 0.80
7:AG:146:GLU:HA 7:AG:149:ARG:HB2 1.63 0.80
25:BA:285:C:H2’ 25:BA:286:C:04’ 1.81 0.80
25:BA:612:C:H2’ 25:BA:613:G:C5’ 2.10 0.80
28:BD:45:ASN:CG 28:BD:46:GLN:H 1.85 0.80
10:CJ:4:.1ILE:HA 10:CJ:100: THR:HG22 1.64 0.80
10:CJ:45:ARG:HG3 10:CJ:45:ARG:HH11 1.47 0.80
25:DA:1221:C:OP1 42:DV:68:LYS:HE3 1.82 0.80
25:DA:2512:C:H4’ 29:DE:122:PHE:CE2 2.17 0.80
29:DE:36:ARG:HH22 29:DE:88:GLY:CA 1.95 0.80
42:DV:21:ARG:HG2 42:DV:91:TYR:CD2 2.17 0.80
1:AA:209:U:02 1:AA:211:G:C6 2.34 0.80
11:AK:29:ILE:HD12 11:AK:43:SER:O 1.81 0.80
22:AY:28:G:H22 22:AY:42:C:N4 1.79 0.80
25:BA:2483:C:N3 37:BQ:124:LYS:NZ 2.30 0.80
25:BA:349:G:C2 25:BA:350:U:C2 2.70 0.80
25:BA:359:A:H2’ 25:BA:360:G:C5’ 2.10 0.80
44:BX:12:VAL:HG23 44:BX:13:LEU:N 1.97 0.80
10:CJ:37:PRO:HA 10:CJ:72:VAL:HG22 1.62 0.80
15:CO:70:LEU:HD11 15:CO:77:ARG:HG3 1.64 0.80
17:CQ:59:ILE:HG22 17:CQ:71:PHE:HB3 1.64 0.80
25:DA:1385:G:OP1 25:DA:1385:G:C4’ 2.30 0.80
25:DA:1771:C:02’ 25:DA:1772:G:HY’ 1.82 0.80
25:DA:2189:U:C3’ 25:DA:2190:G:Hb” 2.11 0.80
25:DA:359:A:H2’ 25:DA:360:G:C5’ 2.10 0.80
39:DS:83:LYS:HG3 39:DS:105:ALA:HB3 1.64 0.80
45:DY:50:ARG:CZ 45:DY:55:TYR:HE1 1.94 0.80
37:DQ:140:ALA:C 46:DZ:53:1ILE:HD13 2.01 0.80
25:BA:1403:C:H5” 25:BA:1471:A:HY1’ 1.64 0.80
25:BA:2189:U:H3’ 25:BA:2190:G:H5” 1.62 0.80
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Atom-1 Atom-2 distance (A) | overlap (A)
25:BA:2391:G:H1’ 25:BA:2429:G:N2 1.96 0.80
29:BE:7T7:ILE:HG22 29:BE:78:LEU:N 1.97 0.80
31:BG:2:PRO:CD 51:B4:51:TYR:CD1 2.64 0.80
2:CB:165:VAL:HG23 2:CB:166:ASP:H 1.47 0.80
9:CIL:70:LYS:O 9:CIL:74:.ILE:HG13 1.81 0.80
19:CS:36:ARG:HH12 19:CS:75:ALA:HB3 1.44 0.80
25:DA:109:G:02’ 25:DA:110:G:C¥’ 2.30 0.80
25:DA:2171:A:C4’ 25:DA:2172:U:OP1 2.30 0.80
25:DA:481:G:HT’ 25:DA:506:G:H21 1.47 0.80
29:DE:39:PRO:HA 29:DE:43:GLY:HA2 1.64 0.80
1:AA:338:U:03 1:AA:339:A:HS 1.63 0.79
3:AC:34:LEU:HD21 3:AC:38:ARG:CZ 2.12 0.79
25:BA:2171:A:02’ 25:BA:2172:U:CY’ 2.30 0.79
25:BA:2189:U:C3’ 25:BA:2190:G:H5” 2.11 0.79
25:BA:2781:A:H5” 25:BA:2782:G:H5’ 1.63 0.79
29:BE:199:ARG:HB2 29:BE:199:ARG:HH11 1.43 0.79
38:BR:56:LYS:HE2 38:BR:94: TYR:HE2 1.46 0.79
44:BX:12:VAL:HB 44:BX:17:ALA:CB 2.12 0.79
3:CC:43:LEU:O 3:CC:47:-LEU:HB3 1.82 0.79
25:DA:1464:C:H4’ 25:DA:1528(A):A:HY 1.64 0.79
25:DA:2307:G:N3 25:DA:2307:G:H3’ 1.97 0.79
25:DA:349:G:C2 25:DA:350:U:C2 2.70 0.79
13:CM:94:ARG:NH2 25:DA:887:A:H3’ 1.97 0.79
36:DP:18:ARG:HH11 36:DP:18:ARG:HB3 1.46 0.79
38:DR:47:PHE:O 38:DR:51:LEU:HD12 1.82 0.79
9:Al:63:ILE:HD11 9:Al:81:ILE:HD11 1.63 0.79
13:AM:3:ARG:HA 13:AM:9:ILE:HG13 1.64 0.79
19:AS:15:LEU:HD11 19:AS:33: THR:HB 1.62 0.79
22:AY:28:G:N2 22:AY:43:C:N3 2.29 0.79
25:BA:2307:G:H3’ 25:BA:2307:G:N3 1.97 0.79
25:BA:353:G:N3 25:BA:354:G:C8 2.51 0.79
26:BB:13:A:0P2 47:B0:74:ARG:CG 2.30 0.79
5:CE:70:PRO:HG2 5:CE:142:LEU:CB 2.11 0.79
12:CL:41:ARG:HG2 12:CL:42: THR:N 1.97 0.79
40:DT:29:ARG:NH2 40:DT:30: VAL:HG22 1.96 0.79
40:DT:53:ARG:HH11 40:DT:55:ASN:HB2 1.45 0.79
2:AB:14:GLY:O 2:AB:15:VAL:HG13 1.82 0.79
3:AC:52:LEU:HD23 3:AC:52:LEU:H 1.47 0.79
22:AW:57:G:H2’ 22:AW:58:A:H5’ 1.63 0.79
25:BA:1464:C:02’ 25:BA:1528:A:C8 2.30 0.79
25:BA:1652:A:N6 38:BR:11:ASN:ND2 2.28 0.79
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Atom-1 Atom-2 distance (A) | overlap (A)
25:BA:747:U:C2 52:B5:2:ALA:N 2.51 0.79
28:BD:172:TYR:CD1 28:BD:186:HIS:HA 2.17 0.79
29:BE:39:PRO:HA 29:BE:43:GLY:HA2 1.64 0.79
36:BP:18:ARG:HH11 36:BP:18:ARG:HB3 1.46 0.79
38:BR:10:LEU:HB3 38:BR:17:ARG:NE 1.98 0.79
41:BU:91:ASP:C 41:BU:92:ARG:HD3 2.03 0.79
7:CG:146:GLU:HA 7:CG:149:ARG:HB2 1.63 0.79
25:DA:1020:A:N1 25:DA:1141:U:H2’ 1.96 0.79
25:DA:2302:G:H21 31:DG:128:ARG:HG3 1.45 0.79
25:DA:302:C:02 25:DA:303:U:H5’ 1.81 0.79
25:DA:353:G:N3 25:DA:354:G:C8 2.51 0.79
29:DE:59:VAL:HG22 29:DE:60:ASN:N 1.97 0.79
33:DI1:48:GLU:O 33:DI:52:ARG:HG2 1.82 0.79
46:DZ:102:LEU:HD13 46:D7:123:ASP:HA 1.63 0.79
2:AB:131:PRO:HG2 2:AB:134:GLU:HB2 1.65 0.79
20:AT:14:.LYS:HA 20:AT:17:ARG:HE 1.47 0.79
25:BA:2645:G:H3’ 25:BA:2646:C:.C5’ 2.10 0.79
29:BE:176:ILE:HG22 29:BE:179:GLU:H 1.45 0.79
31:BG:43:LEU:HD23 31:BG:&8:ILE:HD11 1.63 0.79
10:CJ:40:LEU:HD23 10:CJ:40:LEU:H 1.47 0.79
25:DA:285:C:H2’ 25:DA:286:C:04 1.81 0.79
29:DE:34:VAL:O 29:DE:35:GLN:HB2 1.82 0.79
29:DE:77:.ILE:HG22 29:DE:78:LEU:N 1.97 0.79
33:DI:88:ILE:HD11 33:DI:123:LEU:HG 1.63 0.79
40:DT:29:ARG:HH21 40:DT:30:VAL:CG2 1.94 0.79
1:AA:259:U:H2’ 1:AA:260:G:H5’ 1.63 0.79
7:AG:73:MET:HA 7:AG:91:VAL:HG23 1.63 0.79
22:AW:33:U:H2’ 22:AW:35:A:0P2 1.82 0.79
22:AW:67:C:H2’ 22:AW:68:C:C6 2.14 0.79
25:BA:911:A:CY’ 25:BA:912:C:CH’ 2.53 0.79
30:BF:198:ALA:O 30:BF:201:VAL:HG12 1.81 0.79
31:BG:115:ARG:NH1 31:BG:136:ARG:HD3 1.96 0.79
41:BU:52:ARG:HD3 41:BU:55:ARG:HE 1.47 0.79
20:CT:30:LYS:NZ 20:CT:80:ARG:NE 2.29 0.79
25:DA:1981:A:C5’ 25:DA:1982:C:0P2 2.30 0.79
28:DD:172: TYR:CD1 28:DD:186:HIS:HA 2.17 0.79
38:DR:10:LEU:CD2 38:DR:17:ARG:HD?2 2.12 0.79
1:AA:323:C:.C2’ 1:AA:323:C:02 2.30 0.79
2:AB:219:VAL:HA 2:AB:222:ILE:CD1 2.12 0.79
25:BA:1952:A:C6 35:B0O:22:ILE:CD1 2.66 0.79
39:BS:83:LYS:HG3 39:BS:105:ALA:HB3 1.64 0.79
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Atom-1 Atom-2 distance (A) | overlap (A)
25:DA:109:G:C4 25:DA:110:G:C8 2.71 0.79
25:DA:2682:U:04 25:DA:2728:U:H1’ 1.83 0.79
29:DE:60:ASN:OD1 29:DE:62:PRO:HD2 1.82 0.79
41:DU:91:ASP:C 41:DU:92:ARG:HD3 2.03 0.79
2:AB:18:GLY:H 2:AB:42:ILE:CG2 1.96 0.79
10:AJ:4:ILE:HA 10:AJ:100: THR:HG22 1.63 0.79
22:AW:30:G:H2’ 22:AW:31:A:C8 2.13 0.79
28:BD:31:LYS:HE3 28:BD:94:.LEU:HD11 1.63 0.79
5:CE:150:ARG:HA 5:CE:153:LYS:HE2 1.64 0.79
13:CM:70:LEU:C 13:CM:70:LEU:CD2 2.51 0.79
13:CM:93:ARG:HG2 25:DA:888:C:P 2.23 0.79
25:DA:2189:U:H3’ 25:DA:2190:G:H5” 1.63 0.79
26:DB:85:G:C6 26:DB:93:G:C6 2.71 0.79
31:DG:76:SER:HB2 31:DG:83:ARG:HB2 1.63 0.79
34:DN:47:ALA:HB2 34:DN:112:LEU:HD11 1.64 0.79
43:-DW:50:VAL:HG13 43:DW:51:LEU:H 1.48 0.79
4:AD:30:LYS:C 4:AD:32:ALA:H 1.82 0.79
9:AI:104:ARG:HG3 9:AIL:106:ALA:N 1.97 0.79
22:AW:38:A:C2’ 22:AW:39:U:C5’ 2.57 0.79
25:BA:1771:C:02’ 25:BA:1772:G:H5’ 1.82 0.79
25:BA:2199:A:H5’ 25:BA:2200:C:0OP2 1.81 0.79
29:BE:34:VAL:O 29:BE:35:GLN:HB2 1.82 0.79
39:BS:30:ARG:HH22 39:BS:62:LYS:HD2 1.46 0.79
40:BT:109:GLU:HA 40:BT:112:ARG:HD3 1.63 0.79
25:DA:242:G:H5” 55:D8:62:LEU:CD1 2.12 0.79
31:DG:43:LEU:HD23 31:DG:88:ILE:HD11 1.63 0.79
25:DA:1952:A:C2 35:D0:22:ILE:HG13 2.18 0.79
2:AB:91:PRO:HG3 2:AB:154:LEU:HB2 1.63 0.79
5:AE:41:VAL:HG13 5:AE:113:ALA:HA 1.64 0.79
16:AP:22: THR:HA 16:AP:33:ILE:HG12 1.63 0.79
51:B4:44:CYS:SG 51:B4:64:LYS:HB2 2.23 0.79
25:BA:109:G:C4 25:BA:110:G:C8 2.71 0.79
46:BZ:6:LYS:HE2 46:BZ:8:'TYR:OH 1.83 0.79
13:CM:61:GLU:HG3 13:CM:66:LEU:HD11 1.65 0.79
34:DN:9:VAL:HG12 34:DN:10:GLU:H 1.46 0.79
41:DU:52:ARG:HD3 41:DU:55:ARG:HE 1.46 0.79
34:.DN:4:TYR:HB2 41:DU:64:ARG:HH22 1.48 0.79
3:AC:43:LEU:O 3:AC:47:LEU:HB3 1.83 0.79
19:AS:16:LEU:O 19:AS:20:LEU:HG 1.83 0.79
25:BA:271(Q):G:N3 25:BA:271(R):G:NT7 2.30 0.79
25:BA:292:C:N4 25:BA:348:G:H1 1.78 0.79

Continued on next page...




Page 116

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
29:BE:36:ARG:HH22 29:BE:88:GLY:CA 1.95 0.79
30:BF:20:LEU:HG 30:BF:21:ALA:H 1.45 0.79
36:BP:13:ASN:HD22 36:BP:13:ASN:C 1.86 0.79
4:CD:30:LYS:C 4:.CD:32:ALA:H 1.82 0.79
25:DA:747.U.ChH 52:D5:3:LYS:HB2 2.16 0.79
25:DA:857:C:H5’ 47:D0:77:ARG:HH22 1.47 0.79
36:DP:16:ARG:NH1 36:DP:16:ARG:HB2 1.98 0.79
42:DV:39:LEU:HD13 42:DV:39:LEU:N 1.98 0.79
8:AH:84:ARG:HG3 8:AH:85:ARG:N 1.97 0.78
13:AM:113:PRO:O 13:AM:115:LYS:HE2 1.83 0.78
14:AN:26:ARG:NH2 14:AN:47.LEU:HD21 1.97 0.78
31:BG:104:GLU:OE2 51:B4:50: THR:CG2 2.31 0.78
25:BA:2171:A:C4’ 25:BA:2172:U:0OP1 2.30 0.78
25:BA:2682:U:04 25:BA:2728:U:H1’ 1.83 0.78
29:BE:60:ASN:OD1 29:BE:62:PRO:HD2 1.82 0.78
31:BG:110:ALA:C 31:BG:112:PRO:HD2 2.03 0.78
34:BN:73: THR:HG23 34:BN:82:LEU:HD11 1.61 0.78
34:BN:4:TYR:HB2 41:BU:64:ARG:HH22 1.48 0.78
3:CC:20:SER:HB2 3:CC:40:ARG:HH22 1.47 0.78
4:AD:195:ALA:HB2 6:CF:20:ALA:HB1 1.65 0.78
13:CM:94:ARG:HH22 25:DA:887:A:C2’ 1.67 0.78
22:CY:41:C:H2 22:CY:42:C:H6 1.48 0.78
25:DA:2015:A:CY1’ 52:D5:2:ALA:HA 2.12 0.78
25:DA:2171:A:02 25:DA:2172:U:.CY’ 2.30 0.78
33:DL:79:ILE:CG2 33:DI:81: VAL:HG23 2.13 0.78
41:DU:92:ARG:HD2 42:DV:11:GLN:CD 2.03 0.78
3:AC:73:PRO:O 3:AC:76:VAL:HG22 1.83 0.78
23:AV:1:C:H5’ 23:AV:2:G:0P2 1.84 0.78
25:BA:2172:U:C1’ 25:BA:2173:A:0P1 2.30 0.78
36:BP:16:ARG:NH1 36:BP:16:ARG:HB2 1.98 0.78
38:BR:56:LYS:HE?2 38:BR:94: TYR:CE2 2.17 0.78
42:BV:25:LEU:N 42:BV:92: THR:HG21 1.98 0.78
45:BY:27:VAL:HA 45:BY:28:LYS:HZ1 1.45 0.78
13:CM:3:ARG:HB2 51:D4:60:GLU:HG2 1.63 0.78
25:DA:2586:C:C6 25:DA:2586:C:05’ 2.33 0.78
25:DA:364:C:H2’ 25:DA:365:C:H5” 1.62 0.78
35:D0:34: THR:OG1 35:D0O:35:VAL:N 2.16 0.78
36:DP:64:LYS:HB3 55:D8:25:MET:CG 2.12 0.78
38:DR:56:LYS:HE2 38:DR:94:TYR:CE2 2.17 0.78
43:DW:65:LEU:HD22 43:DW:68:ARG:H 1.49 0.78
3:AC:79:ARG:NH1 11:CK:99:GLN:HB2 1.94 0.78
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Atom-1 Atom-2 distance (A) | overlap (A)
13:AM:70:LEU:HD23 13:AM:70:LEU:C 2.03 0.78
17:AQ:68:ARG:N 17:AQ:70:ARG:HH11 1.78 0.78
22:AW:18:G:H1 22:AW:55:U:HT’ 1.47 0.78
22:AY:38:A:H2 22:AY:38:A:N3 1.97 0.78
45:BY:67:LEU:O 45:BY:67:LEU:HD12 1.81 0.78
5:CE:78:HIS:HD2 8:CH:104:ARG:CZ 1.96 0.78
9:CI:28:VAL:HA 9:CI:63:ILE:O 1.83 0.78
12:CL:89:ARG:NH1 12:CL:89:ARG:HB2 1.98 0.78
25:DA:1819:A:H4’ 25:DA:1820:U:05’ 1.81 0.78
25:DA:2290:G:HS8 25:DA:2290:G:H5’ 1.48 0.78
23:CV:57:C:H42 31:DG:83:ARG:NH2 1.75 0.78
32:DH:41:MET:HG3 32:DH:53:GLU:O 1.84 0.78
40:DT:55:ASN:C 40:DT:59: THR:HG22 2.04 0.78
42:DV:25:LEU:N 42:DV:92: THR:HG21 1.98 0.78
19:AS:11:VAL:HG23 19:AS:38:SER:HB2 1.65 0.78
25:BA:2801(A):A:C4’ 25:BA:2802:G:H5’ 2.12 0.78
13:CM:88:ARG:CG 13:CM:98:VAL:CG1 2.60 0.78
19:CS:29:ARG:O 19:CS:31:ILE:HG22 1.83 0.78
25:DA:2300:G:H22 25:DA:2317:C:HY1’ 1.48 0.78
25:DA:272(J):C:H2’ 25:DA:272(J):C:02 1.83 0.78
9:Al:53: VAL:HG12 9:A:92: TYR:CD2 2.18 0.78
25:BA:272:G:N2 25:BA:421:U:04 2.15 0.78
28:BD:76:PRO:HG2 28:BD:98:VAL:HG21 1.66 0.78
1:CA:6:G:H4’ 1:CA:293:A:H4’ 1.63 0.78
22:CW:67:C:H2’ 22:CW:68:C:C6 2.19 0.78
33:DI:88:ILE:HD11 33:DI:123:LEU:H 1.49 0.78
38:DR:10:LEU:HB3 38:DR:17:ARG:NE 1.97 0.78
25:BA:2845:G:02’ 25:BA:2846:G:H5’ 1.84 0.78
36:BP:101:VAL:HB 36:BP:107:LYS:HA 1.65 0.78
20:CT:14:LYS:HA 20:CT:17:ARG:HE 1.47 0.78
13:AM:93:ARG:HG3 25:BA:888:C:P 2.24 0.78
25:BA:14:A:N6 25:BA:15:G:C2 2.52 0.78
25:BA:2290:G:H5’ 25:BA:2290:G:H8 1.48 0.78
25:BA:857:C:H2’ 25:BA:858:U:H5’ 1.66 0.78
29:BE:81:ILE:O 29:BE:81:ILE:HG22 1.83 0.78
33:BL:79:ILE:CG2 33:BI:81:VAL:HG23 2.13 0.78
38:BR:47:PHE:O 38:BR:51:LEU:HD12 1.82 0.78
41:BU:92:ARG:HD2 42:BV:11:GLN:CD 2.03 0.78
43:BW:65:LEU:HD22 43:BW:68:ARG:H 1.48 0.78
25:DA:1464:C:HO2’ 25:DA:1528:A:H8 0.80 0.78
25:DA:2863:C:H2’ 25:DA:2864:G:H5” 1.66 0.78
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Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
29:DE:4:ILE:HG12 29:DE:28:ALA:HB1 1.66 0.78
17:AQ:59:1LE:HG22 17:AQ:71:PHE:HB3 1.64 0.78
23:AV:4:G:C2 23:AV:5:G:C4 2.72 0.78
23:AV:19:G:N2 23:AV:58:A:H?’ 1.98 0.78
25:BA:389:G:N1 36:BP:71: VAL:HG12 1.98 0.78
42:BV:19:LYS:NZ 42:BV:20:LEU:H 1.82 0.78
3:CC:15: THR:HG21 3:CC:181:ASN:HA 1.65 0.78
15:C0O:26:GLU:OE2 15:CO:77:ARG:HD2 1.84 0.78
19:CS:16:LEU:O 19:CS:20:LEU:HG 1.84 0.78
25:DA:1403:C:H5” 25:DA:1471:A:HY1’ 1.64 0.78
25:DA:1464:C:02’ 25:DA:1528:A:C8 2.34 0.78
25:DA:2245:U:H5’ 25:DA:2246:G:HY’ 1.62 0.78
25:DA:2347:C:H2’ 25:DA:2348:U:C6 2.19 0.78
26:DB:83:G:02’ 26:DB:84:C:C5’ 2.30 0.78
39:DS:83:LYS:CG 39:DS:105:ALA:HB3 2.14 0.78
1:AA:217:U:H2 1:AA:218:U:.C6 2.18 0.78
9:AIL:70:LYS:O 9:AL:74:.1LE:HG13 1.82 0.78
14:AN:26:ARG:HG3 14:AN:27:CYS:N 1.97 0.78
25:BA:2199:A:H3’ 25:BA:2200:C:H6 1.49 0.78
25:BA:322:A:H3’ 30:BF:169:ASN:ND2 1.99 0.78
25:BA:614(C):A:H4’ 25:BA:615:G:OP1 1.82 0.78
34:BN:47:ALA:HB2 34:BN:112:LEU:HD11 1.64 0.78
20:CT:49:ALA:O 20:CT:52:ALA:HB3 1.83 0.78
25:DA:1290:C:H?’ 25:DA:1291:C:C6 2.19 0.78
25:DA:2516:G:02’ 25:DA:2517:C:HY 1.84 0.78
25:DA:614(C):A:H4’ 25:DA:615:G:OP1 1.82 0.78
28:DD:172:TYR:HD1 28:DD:186:HIS:HA 1.48 0.78
28:DD:24:ILE:CG1 28:DD:25:THR:H 1.91 0.78
29:DE:132:HIS:CD2 29:DE:135:HIS:NE2 2.51 0.78
32:DH:17:VAL:HG21 32:DH:45:VAL:CG1 2.13 0.78
36:DP:18:ARG:HB3 36:DP:18:ARG:NH1 1.99 0.78
13:AM:93:ARG:CG 25:BA:888:C:P 2.72 0.78
25:BA:2537:U:H2’ 25:BA:2538:C:C6 2.19 0.78
29:BE:1:MET:HE3 29:BE:83:ASP:HB2 1.65 0.78
30:BF:2:LYS:N 30:BF:2:LYS:HD3 1.98 0.78
29:BE:11:MET:N 40:BT:8:LYS:HZ2 1.82 0.78
4:AD:20:TYR:CZ 6:CF:15:ASP:HB3 2.18 0.78
10:CJ:50:1LE:HD13 10:CJ:50:1ILE:N 1.98 0.78
11:CK:48:ILE:HD11 11:CK:64:ALA:HA 1.66 0.78
16:CP:8:ARG:NH2 16:CP:15:PRO:HG3 1.98 0.78
16:CP:50:LYS:HD3 16:CP:51:VAL:N 1.98 0.78
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Atom-1 Atom-2 distance (A) | overlap (A)
23:CV:57:C:02 31:DG:78:SER:HB2 1.84 0.78
25:DA:1278:A:H5” 38:DR:36: THR:HG22 1.65 0.78
25:DA:2537:U:H?’ 25:DA:2538:C:C6 2.19 0.78
31:DG:31:VAL:HG22 31:DG:32:PRO:HD2 1.66 0.78
33:DI:101:LEU:HB3 33:DI:109:ILE:HD11 1.65 0.78
34:DN:125:GLY:HA3 34:DN:126:PRO:O 1.84 0.78
35:D0:28:SER:OG 35:D0O:29:ASN:N 2.12 0.78
42:DV:29:PRO:O 42:DV:61:VAL:HG22 1.83 0.78
2:AB:165:VAL:HG23 2:AB:166:ASP:H 1.48 0.77
3:AC:15: THR:HG21 3:AC:181:ASN:HA 1.66 0.77
9:AIL:28:VAL:HA 9:AL:63:ILE:O 1.85 0.77
11:AK:124:LYS:HD2 11:AK:125:PHE:HE1 1.49 0.77
25:BA:1396:U:02 25:BA:1396:U:C2’ 2.32 0.77
25:BA:1819:A:H1’ 25:BA:1821:A:C5H 2.19 0.77
25:BA:2863:C:H2’ 25:BA:2864:G:H5” 1.66 0.77
25:BA:645:C:H2’ 25:BA:645:C:02 1.84 0.77
25:BA:863:A:02 25:BA:864:G:HY’ 1.84 0.77
31:BG:113:ARG:NH1 31:BG:113:ARG:CG 2.38 0.77
34:BN:120:LEU:CD1 34:BN:122:VAL:HG23 2.14 0.77
36:BP:47:ASP:HB3 36:BP:48:PRO:O 1.84 0.77
39:BS:24:LEU:HB3 39:BS:85:VAL:HG12 1.66 0.77
43:BW:50:VAL:HG13 43:BW:51:LEU:H 1.48 0.77
25:DA:2172:U:CY1’ 25:DA:2173:A:0P1 2.30 0.77
25:DA:863:A:02’ 25:DA:864:G:HY’ 1.83 0.77
26:DB:13:A:H2’ 26:DB:70:C:02’ 1.83 0.77
29:DE:116:VAL:O 29:DE:117:MET:HB3 1.83 0.77
23:CV:57:C:C4 31:DG:83:ARG:NH2 2.52 0.77
36:DP:7:ARG:HA 36:DP:7:ARG:NE 1.99 0.77
40:DT:109:GLU:HA 40:DT:112:ARG:HD3 1.66 0.77
1:AA:956:C:H3’ 1:AA:957:C:H5” 1.66 0.77
11:AK:62:GLN:HG3 11:AK:97:ALA:HB2 1.65 0.77
25:BA:1523:U:HY’ 25:BA:1524:G:C8 2.19 0.77
25:BA:2075:U:C4 25:BA:2238:G:C5H 2.72 0.77
25:BA:2681:C:H4’ 25:BA:2682:U:0P1 1.82 0.77
1:CA:1361:G:06 7:CG:2:ALA:N 2.17 0.77
12:CL:24:VAL:HG13 12:CL:98: TYR:CE2 2.19 0.77
25:DA:2778:A:H4’ 25:DA:2779:U:0OP2 1.82 0.77
25:DA:6:A:02 34:DN:130:HIS:HB3 1.84 0.77
46:DZ:6:LYS:HE2 46:DZ:8: TYR:OH 1.83 0.77
5:AE:150:ARG:HA 5:AE:153:LYS:HE2 1.65 0.77
12:AL:41:ARG:HG2 12:AL:42:THR:N 1.98 0.77
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Atom-1 Atom-2 distance (A) | overlap (A)
13:AM:65:LYS:HD2 13:AM:69:GLU:HG3 1.66 0.77
23:AV:66:C:H2’ 23:AV:67:C:Cy 2.14 0.77
22:AW:15:G:N2 22:AW:59:U:H1’ 1.98 0.77
31:BG:2:PRO:HD2 51:B4:51:TYR:CD1 2.20 0.77
25:BA:2583:G:C2’ 25:BA:2584:U:HY’ 2.14 0.77
28:BD:28:GLU:N 28:BD:29:PRO:HD2 1.99 0.77
36:BP:84:ASN:HA 36:BP:115:LEU:O 1.84 0.77
25:BA:2848:G:0OP2 40:BT:97:ALA:CB 2.32 0.77
41:BU:91:ASP:0OD2 41:BU:96:ALA:HB2 1.85 0.77
25:DA:2305:A:H5” 31:DG:134:GLY:HA3 1.67 0.77
28:DD:155:LEU:HD23 28:DD:177:LEU:CD2 2.15 0.77
28:DD:49:ILE:HD11 28:DD:52:ARG:HA 1.66 0.77
30:DF:2:LYS:HD3 30:DF:2:LYS:N 1.98 0.77
31:DG:76:SER:HB3 31:DG:84:LYS:N 1.99 0.77
33:DI:8:PRO:HD3 33:DI:15:VAL:HG12 1.67 0.77
40:DT:89:VAL:HG21 40:DT:91:ARG:NE 1.99 0.77
45:DY:54:LYS:CE 45:DY:55: TYR:HE2 1.96 0.77
3:AC:68:VAL:HG12 3:AC:70:VAL:HG23 1.67 0.77
31:BG:113:ARG:NH1 31:BG:113:ARG:HG2 1.85 0.77
31:BG:76:SER:HB3 31:BG:84:LYS:N 1.99 0.77
33:BL:88:ILE:HD11 33:BI:123:LEU:H 1.48 0.77
34:BN:125:GLY:HA3 34:BN:126:PRO:O 1.84 0.77
36:BP:18:ARG:NH1 36:BP:18:ARG:HB3 1.99 0.77
45:BY:10:GLY:HA2 45:BY:27:VAL:HG13 1.67 0.77
13:CM:3:ARG:HA 13:CM:9:ILE:HG13 1.65 0.77
20:CT:84:LEU:HD13 20:CT:84:LEU:O 1.84 0.77
25:DA:857:C:H2’ 25:DA:858:U:HY’ 1.66 0.77
28:DD:210:GLY:O 28:DD:211:ARG:HB3 1.85 0.77
28:DD:76:PRO:HG2 28:DD:98:VAL:HG21 1.65 0.77
32:DH:12:PRO:HG2 32:DH:49:VAL:HA 1.65 0.77
36:DP:84:ASN:HA 36:DP:115:LEU:O 1.84 0.77
9:AIL:26:VAL:HG13 9:AI:61:ALA:HB3 1.67 0.77
51:B4:48:ILE:H 51:B4:48:ILE:HD12 1.46 0.77
55:B8:50:LEU:HD12 55:B8:51:ALA:H 1.46 0.77
25:BA:103:A:C2’ 25:BA:104:U:C5H’ 2.58 0.77
25:BA:271(Q):G:C2 25:BA:271(R):G:C5 2.72 0.77
25:BA:2778: A:H4’ 25:BA:2779:U:OP2 1.82 0.77
25:BA:395:U:02’ 48:B1:13:ILE:HD13 1.83 0.77
1:CA:916:G:H5” 7:CG:102:ARG:NH2 1.99 0.77
15:CO:17:ARG:HG3 15:CO:17:ARG:HH11 1.49 0.77
51:D4:44:CYS:SG 51:D4:64:LYS:HB2 2.23 0.77
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Atom-1 Atom-2 distance (A) | overlap (A)
25:DA:2681:C:H4’ 25:DA:2682:U:OP1 1.83 0.77
25:DA:2701:C:C3’ 25:DA:2702:U:H5” 2.08 0.77
32:DH:17:VAL:HG12 32:DH:45:VAL:CG2 2.07 0.77
40:DT:56:GLY:O 40:DT:59: THR:CG2 2.30 0.77
3:AC:113:ALA:HB3 3:AC:114:PRO:HD3 1.65 0.77
25:BA:379:G:N7 25:BA:380:U:C5H 2.53 0.77
28:BD:172:TYR:HD1 28:BD:186:HIS:HA 1.48 0.77
28:BD:49:.1LE:HD11 28:BD:52:ARG:HA 1.67 0.77
12:CL:28:LYS:HG3 12:CL:33:ARG:HH22 1.50 0.77
12:CL:27:LEU:HD11 12:CL:64:TYR:CZ 2.20 0.77
25:DA:631:A:0P1 36:DP:64:LYS:HE2 1.83 0.77
29:DE:52:LEU:HG 29:DE:76:ARG:HB2 1.65 0.77
29:DE:81:ILE:O 29:DE:81:ILE:HG22 1.83 0.77
44:DX:12: VAL:HG23 44:DX:13:LEU:N 1.97 0.77
46:DZ:158:PRO:HB2 46:DZ:159:PRO:CD 2.15 0.77
55:B8:52:LYS:N 55:B&:53:PRO:HD2 2.00 0.77
25:BA:1187:G:H5” 42:BV:81:TYR:CE2 2.20 0.77
25:BA:2476:A:H2 25:BA:2477:C.C¥H’ 2.12 0.77
1:CA:1110:C:02’ 1:CA:1128:A:N1 2.17 0.77
1:CA:1425:G:H3 1:CA:1426:A:H5” 1.66 0.77
9:CL:4:TYR:HB2 9:CL:19:LEU:HB2 1.67 0.77
25:DA:2109:U:H6 25:DA:2109:U:05’ 1.66 0.77
27:DC:41:VAL:HA 27:DC:213:TYR:HA 1.67 0.77
31:DG:171:ALA:O 31:DG:175:LEU:HD13 1.85 0.77
34:DN:120:LEU:CD1 34:DN:122:VAL:HG23 2.14 0.77
37:DQ:18:LYS:NZ 37:DQ:18:LYS:HB3 1.98 0.77
41:DU:91:ASP:0OD2 41:DU:96:ALA:HB2 1.85 0.77
3:AC:14:ILE:HG12 3:AC:15:THR:N 1.97 0.77
6:AF:69:GLU:O 6:AF:72:VAL:HG12 1.84 0.77
14:AN:26:ARG:HD2 14:AN:43:CYS:SG 2.25 0.77
19:AS:41:VAL:HB 19:AS:44:-MET:CG 2.15 0.77
25:BA:2347:C:H2’ 25:BA:2348:U:C6 2.19 0.77
25:BA:2516:G:H2’ 25:BA:2517:C:C5’ 2.03 0.77
25:BA:2227:A:H5’ 28:BD:263:ARG:NH1 1.99 0.77
29:BE:4:ILE:HG12 29:BE:28:ALA:HB1 1.66 0.77
33:BI:101:LEU:HB3 33:BI:109:ILE:HD11 1.65 0.77
33:BI:92: VAL:HG11 33:BI:120:ILE:CD1 2.15 0.77
39:BS:49:VAL:HG12 39:BS:50:SER:H 1.49 0.77
1:CA:402:G:H1 1:CA:430:C:H42 1.32 0.77
23:CV:57:C:02 23:CV:57:C:H2 1.85 0.77
37:DQ:81:VAL:HG23 47:D0:7:LEU:HD21 1.66 0.77
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Atom-1 Atom-2 distance (A) | overlap (A)
25:DA:14:A:N6 25:DA:15:G:C2 2.52 0.77
25:DA:2468:G:H5’ 37:DQ:120:1LE:HD12 1.65 0.77
39:DS:24:LEU:HB3 39:DS:85:VAL:HG12 1.66 0.77
2:AB:70:PHE:O 2:AB:93:VAL:HG22 1.85 0.77
4:AD:12:CYS:SG 59:AD:801:ZN:ZN 1.72 0.77
13:AM:70:LEU:CD2 13:AM:70:LEU:C 2.53 0.77
23:AV:4:G:N3 23:AV:5:G:C8 2.53 0.77
25:BA:2701:C:C3’ 25:BA:2702:U:H5” 2.08 0.77
31:BG:106:LEU:HA 31:BG:110:ALA:HB3 1.65 0.77
31:BG:161: THR:HG22 31:BG:163:ALA:N 2.00 0.77
36:BP:30: THR:HG22 36:BP:31:ALA:H 1.49 0.77
46:BZ:158:PRO:HB2 46:BZ:159:PRO:CD 2.15 0.77
11:CK:124:LYS:HD2 11:CK:125:PHE:HE1 1.49 0.77
25:DA:2171:A:02 25:DA:2172:U:HY’ 1.85 0.77
25:DA:2476:A:H2’ 25:DA:2477:C:.CY’ 2.12 0.77
28:DD:28:GLU:N 28:DD:29:PRO:HD2 1.99 0.77
4:AD:167:GLY:HA3 28:DD:135:PHE:CD2 2.14 0.77
10:AJ:50:ILE:N 10:AJ:50:ILE:HD13 1.99 0.77
25:BA:2171:A:02’ 25:BA:2172:U:H5’ 1.85 0.77
5:CE:12:LEU:HD22 5:CE:13:ILE:H 1.47 0.77
11:CK:29:ILE:HD12 11:CK:43:SER:O 1.84 0.77
12:CL:53:ARG:HH12 12:CL:92:ASP:HB2 1.49 0.77
36:DP:61:ARG:HH11 55:D8:13:ARG:CD 1.97 0.77
25:DA:2586:C:C2’ 25:DA:2587:A:H5 2.14 0.77
32:DH:17:VAL:O 32:DH:45:VAL:HG22 1.83 0.77
43:DW:60:ASN:N 43:DW:60:ASN:HD22 1.83 0.77
4:AD:15:GLU:HG2 4:AD:63:LYS:HG3 1.65 0.76
19:AS:6:LYS:HD3 19:AS:7:LYS:CE 2.11 0.76
53:B6:36:LEU:HD13 53:B6:50:ARG:NH1 2.00 0.76
25:BA:1722:A:02 25:BA:1739:U:H5” 1.84 0.76
25:BA:363(E):U:H2’ 25:BA:363(F):A:HT’ 1.67 0.76
39:BS:83:LYS:CG 39:BS:105:ALA:HB3 2.14 0.76
7:CG:113:GLU:CB 7:CG:119:ARG:HG2 2.13 0.76
50:D3:8:LEU:CD1 50:D3:31:LEU:HD23 2.15 0.76
55:D8:6: THR:HG22 55:D8:63:PRO:HD3 1.67 0.76
25:DA:322:A:H3’ 30:DF:169:ASN:HD21 1.47 0.76
25:DA:379:G:N7 25:DA:380:U:Ch 2.53 0.76
28:DD:45:ASN:CG 28:DD:46:GLN:H 1.85 0.76
31:DG:106:LEU:HA 31:DG:110:ALA:HB3 1.65 0.76
32:DH:17:VAL:HB 32:DH:45:VAL:CB 2.15 0.76
15:A0:56:LEU:HD21 25:BA:715:G:C2 2.21 0.76
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Atom-1 Atom-2 distance (A) | overlap (A)
23:AV:20:G:N2 23:AV:58:A:HY1’ 1.99 0.76
50:B3:8:LEU:CD1 50:B3:31:LEU:HD23 2.15 0.76
55:B8:46:ARG:O 55:BR:47:LYS:HB3 1.86 0.76
25:BA:1290:C:H2’ 25:BA:1291:C:.C6 2.19 0.76
29:BE:116:VAL:O 29:BE:117:MET:HB3 1.83 0.76
40:BT:35:LYS:HE2 40:BT:41:ARG:HH21 1.50 0.76
1:CA:238:A:H4’ 1:CA:239:U:C5’ 2.16 0.76
4:CD:196:LEU:HD12 4:CD:196:LEU:H 1.50 0.76
25:DA:1114:G:H3’ 25:DA:1115:G:H5” 1.68 0.76
25:DA:2583:G:C2’ 25:DA:2584:U:H5’ 2.14 0.76
25:DA:2801(A):A:C4’ 25:DA:2802:G:H5’ 2.12 0.76
30:DF:78:ILE:H 30:DF:78:ILE:HD13 1.46 0.76
40:DT:27:-THR:0G1 40:DT:28:VAL:N 2.15 0.76
31:BG:44:GLY:HA2 31:BG:88:ILE:HG21 1.67 0.76
14:CN:26:ARG:HG3 14:CN:27:CYS:N 1.99 0.76
14:CN:26:ARG:NH2 14:CN:47:LEU:HD21 2.00 0.76
25:DA:614:U:02 25:DA:614:U:H5” 1.86 0.76
31:DG:105:LYS:HE2 51:D4:52:SER:HB3 1.67 0.76
37:DQ:16:ARG:HG2 37:-DQ:17:LEU:H 1.50 0.76
42:DV:19:LYS:NZ 42:DV:20:LEU:H 1.82 0.76
5:AE:12:LEU:HD22 5:AE:13:ILE:H 1.50 0.76
9:AT:95:LYS:HD3 9:Al:96:LEU:N 2.01 0.76
53:B6:41:PRO:HD2 53:B6:46:HIS:N 2.00 0.76
25:BA:271(S):G:H2’ 25:BA:271(T):C:C5’ 2.12 0.76
25:BA:27:G:02 25:BA:28:A:H8 1.69 0.76
32:BH:41:MET:CE 32:BH:55:PRO:HD2 2.16 0.76
33:BI:8:PRO:HD3 33:BI:15:VAL:HG12 1.67 0.76
36:BP:7:ARG:HA 36:BP:7:ARG:NE 1.99 0.76
37:BQ:39:PRO:HB3 37:BQ:99:PRO:HD3 1.67 0.76
2:CB:131:PRO:HG2 2:CB:134:GLU:HB2 1.66 0.76
3:CC:73:PRO:O 3:CC:76:VAL:HG22 1.83 0.76
5:CE:53:LEU:HD12 5:CE:53:.LEU:H 1.49 0.76
7:CG:113:GLU:O 7:CG:119:ARG:HD3 1.85 0.76
9:CI:26:VAL:HG13 9:CI:61:ALA:HB3 1.67 0.76
25:DA:1523:U:H2’ 25:DA:1524:G:C8 2.19 0.76
29:DE:.77:ILE:CG2 29:DE:78:LEU:H 1.96 0.76
25:DA:1190:G:H5” 36:DP:35:HIS:HA 1.67 0.76
1:AA:955:A:02 1:AA:1303:C:N3 2.19 0.76
1:AA:960:A:H2 1:AA:961:C:C6 2.04 0.76
7:AG:47:CYS:HA 7:AG:50:ILE:HG12 1.67 0.76
25:BA:109:G: 02 25:BA:110:G:C5’ 2.30 0.76
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Atom-1 Atom-2 distance (A) | overlap (A)
40:BT:89:VAL:HG22 40:BT:91:ARG:HG3 1.67 0.76
45:BY:17:SER:CB 45:BY:71:LYS:CD 2.61 0.76
2:CB:116:GLU:HA 2:CB:119:GLU:HB2 1.67 0.76
47:D0:41:ARG:CD 47:D0:41:ARG:H 1.99 0.76
51:D4:46:ASN:HD22 51:D4:47:VAL:N 1.84 0.76
53:D6:15:GLU:O 53:D6:15:GLU:HG2 1.86 0.76
36:DP:63:PRO:HB3 55:D8:13:ARG:CB 2.15 0.76
25:DA:1722:A:02 25:DA:1739:U:H5” 1.84 0.76
13:CM:94:ARG:HH21 25:DA:887:A:C3’ 1.96 0.76
31:DG:111:LEU:HB3 31:DG:117:PHE:HE2 1.51 0.76
36:DP:30: THR:HG22 36:DP:31:ALA:H 1.50 0.76
26:DB:52:A:C8 39:DS:33:LYS:HE3 2.21 0.76
41:DU:92:ARG:HG2 41:DU:92:ARG:HH11 1.50 0.76
42:BV:29:PRO:O 42:BV:61:VAL:HG22 1.84 0.76
2:CB:219:VAL:HA 2:CB:222:ILE:CD1 2.15 0.76
56:D9:9:ARG:HB3 56:D9:9:ARG:NH1 2.00 0.76
25:DA:2834:G:H5’ 25:DA:2835:A:0P2 1.85 0.76
25:DA:2873:A:N3 38:DR:6:SER:HB2 2.01 0.76
33:DI:52:ARG:O 33:DI:55:ALA:HB3 1.85 0.76
36:DP:71:VAL:HG13 36:DP:72:PRO:CD 2.16 0.76
4:AD:33:MET:HE2 4:AD:37:PRO:HA 1.67 0.76
22:AW:38:A:C3’ 22:AW:39:U.C5’ 2.63 0.76
51:B4:46:ASN:HD22 51:B4:47:VAL:N 1.84 0.76
30:BF:177:ALA:HB1 30:BF:178:PRO:HD2 1.67 0.76
41:BU:92:ARG:HG2 41:BU:92:ARG:HH11 1.50 0.76
42:BV:39:LEU:CD1 42:BV:50:PRO:O 2.34 0.76
2:CB:75:LYS:HG2 2:CB:78:GLN:NE2 2.01 0.76
22:CW:18:G:H1 22:CW:55:U:HT’ 1.49 0.76
25:DA:1952:A:C6 35:D0:22:1LE:CD1 2.68 0.76
25:DA:1986:A:C3’ 25:DA:1987:G:H5” 2.16 0.76
25:DA:307:G:H8 25:DA:307:G:05’ 1.69 0.76
25:DA:521:G:H?’ 25:DA:522:G:C8 2.21 0.76
31:DG:161: THR:HG22 31:DG:163:ALA:N 2.01 0.76
33:DI:92:VAL:HG11 33:DI:120:1LE:CD1 2.15 0.76
36:DP:101:VAL:HB 36:DP:107:LYS:HA 1.65 0.76
42:DV:52: VAL:HG13 42:DV:55:ALA:HB3 1.68 0.76
4:AD:49:ARG:HD3 4:AD:50:ARG:N 2.01 0.76
49:B2:45:SER.:O 49:B2:46:GLN:NE2 2.19 0.76
55:B8:6: THR:HG22 55:B8:63:PRO:HD3 1.67 0.76
25:BA:2515:C:02’ 25:BA:2516:G:C5H’ 2.32 0.76
25:BA:471:A:C2’ 25:BA:472:A:H5’ 2.16 0.76
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Atom-1 Atom-2 distance (A) | overlap (A)
25:BA:521:G:H2’ 25:BA:522:G:C8 2.21 0.76
28:BD:155:LEU:HD23 28:BD:177:LEU:CD2 2.15 0.76
29:BE:181:LEU:HD21 40:BT:7.ILE:CG2 2.16 0.76
35:BO:64:ARG:HB2 35:BO:83:ALA:HB3 1.68 0.76
37:BQ:110:THR:HG23 | 37:BQ:113:GLN:OFE1 1.86 0.76
43:BW:60:ASN:N 43:BW:60:ASN:HD22 1.83 0.76
53:D6:36:LEU:HD13 53:D6:50:ARG:NH1 2.00 0.76
25:DA:2845:G:02’ 25:DA:2846:G:HY’ 1.84 0.76
1:AA:919:G:H21 9:AI:124:GLN:NE2 1.84 0.76
2:AB:116:GLU:HA 2:AB:119:GLU:HB2 1.68 0.76
1:AA:1329:U:H4’ 9:AL:120:ARG:HD2 1.66 0.76
25:BA:135:G: 02 25:BA:136:G:H5’ 1.86 0.76
25:BA:2586:C:C2’ 25:BA:2587:A:H5’ 2.14 0.76
25:BA:491:G:H2’ 25:BA:492:A:HS8 1.51 0.76
36:BP:23:PRO:O 36:BP:33:ARG:HD2 1.85 0.76
2:CB:68:ILE:HD12 2:CB:161:ALA:HB3 1.68 0.76
3:CC:83:ARG:O 3:CC:86:VAL:HG22 1.86 0.76
19:CS:31:ILE:HG23 19:CS:49:ILE:HA 1.67 0.76
25:DA:103:A:C2’ 25:DA:104:U:C5’ 2.58 0.76
29:-DE:1:MET:HE3 29:DE:83:ASP:HB2 1.66 0.76
36:DP:47:ASP:HB3 36:DP:48:PRO:O 1.84 0.76
44:DX:12:VAL:HB 44:DX:17:ALA:CB 2.12 0.76
1:AA:1115:G:N3 1:AA:1124:G:N2 2.34 0.76
5:AE:53:LEU:H 5:AE:53:LEU:HD12 1.51 0.76
25:BA:2516:G:02’ 25:BA:2517:C:H5’ 1.84 0.76
25:BA:925:C:H2’ 25:BA:926:A:C5H’ 2.13 0.76
11:CK:122:LYS:O 11:CK:126:ARG:HG3 1.85 0.76
17:CQ:68:ARG:N 17:CQ:70:ARG:NH1 2.34 0.76
28:DD:35:LYS:HZ1 28:DD:103:ARG:HA 1.49 0.76
37:DQ:65:PHE:HB2 37:DQ:105:GLU:HG3 1.68 0.76
39:DS:46: VAL:HG12 39:DS:47:THR:N 2.01 0.76
40:DT:16:ARG:HB3 40:DT:16:ARG:NH1 2.01 0.76
1:AA:451:C:02 1:AA:452:C:HY’ 1.85 0.75
2:AB:9:GLU:HA 2:AB:12:GLU:OE1 1.86 0.75
11:AK:48:ILE:HD11 11:AK:64:ALA:HA 1.67 0.75
50:B3:56:VAL:CG1 50:B3:57:GLU:H 1.98 0.75
25:BA:1884:A:H2’ 25:BA:1885:A:CH’ 2.12 0.75
25:BA:2562:U:HY’ 35:BO:23:ARG:HH11 1.46 0.75
25:BA:2864:G:H5’ 25:BA:2864:G:C8 2.21 0.75
27:BC:41:VAL:HA 27:BC:213:TYR:HA 1.67 0.75
31:BG:31:VAL:HG22 31:BG:32:PRO:HD?2 1.66 0.75
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40:BT:65:LYS:NZ 40:BT:66:VAL:O 2.19 0.75
1:CA:423:G:H4’ 1:CA:424:U:0OP1 1.85 0.75
8:CH:73:ASP:0OD2 &:CH:75:ARG:HD3 1.86 0.75
7:CG:150:ALA:HB2 11:CK:50: TYR:OH 1.87 0.75
22:CW:18:G:N1 22:CW:55:U:HT’ 2.01 0.75
26:DB:83:G:C6 26:DB:84:C:C4 2.75 0.75
27:DC:49:.1LE:CD1 27:DC:49:1LE:H 1.99 0.75
30:DF:101:LEU:HD12 30:DF:102:PRO:HD2 1.68 0.75
30:DF:177:ALA:HB1 30:DF:178:PRO:HD2 1.67 0.75
36:DP:125:VAL:O 36:DP:145:PRO:HD?2 1.86 0.75
40:DT:25:GLY:N 40:DT:49:VAL:HG13 2.01 0.75
9:Al:104:ARG:CG 9:Al:106:ALA:HB2 2.05 0.75
10:AJ:40:LEU:HD23 10:AJ:40:LEU:H 1.48 0.75
16:AP:50:LYS:HD3 16:AP:51:VAL:N 2.01 0.75
20:AT:84:LEU:HD13 20:AT:84:LEU:O 1.87 0.75
22:AY:34:G:N3 22:AY:34:G:H2’ 2.00 0.75
47:B0:49:LYS:H 47:B0:80:HIS:HB3 1.51 0.75
25:BA:197:A:HY 25:BA:197:A:H8 1.51 0.75
25:BA:2834:G:H5’ 25:BA:2835:A:0P2 1.85 0.75
25:BA:614:U:H5” 25:BA:614:U:02 1.86 0.75
25:BA:952:G:C6 25:BA:953:A:N7 2.54 0.75
26:BB:68:C:H2’ 26:BB:69:G:H8 1.51 0.75
25:BA:322:A:H3’ 30:BF:169:ASN:HD21 1.51 0.75
31:BG:171:ALA:O 31:BG:175:LEU:HD13 1.85 0.75
46:BZ:37:VAL:O 46:BZ:38:TYR:HB3 1.85 0.75
6:CF:62: TRP:CH2 6:CF:64:GLN:HB2 2.22 0.75
7:CG:78:ARG:HD2 7:CG:79:ARG:H 1.50 0.75
8:CH:89:PRO:HA 8:CH:92:ARG:NH1 2.01 0.75
3:AC:79:ARG:HH11 11:CK:99:GLN:HB3 1.49 0.75
19:CS:6:LYS:HD2 19:CS:7:LYS:N 2.01 0.75
20:CT:84:LEU:HD13 20:CT:84:LEU:C 2.07 0.75
54:D7:41:ARG:HD3 54:D7:45:ALA:HB2 1.68 0.75
25:DA:2199:A:H3’ 25:DA:2200:C:H6 1.49 0.75
25:DA:2390:U:H2’ 25:DA:2391:G:C5’ 2.16 0.75
25:DA:2483:C:N3 37:DQ:124:LYS:NZ 2.33 0.75
25:DA:491:G:H2’ 25:DA:492:A:H8 1.51 0.75
29:DE:11:MET:N 40:DT:8:LYS:NZ 2.34 0.75
1:AA:953:G:N2 1:AA:1343:C:H? 2.02 0.75
1:AA:451:C:H2’ 1:AA:452:C:HY’ 1.66 0.75
9:Al:110:ARG:HD3 9:AlL:75:ASP:HB3 1.68 0.75
19:AS:29:ARG:O 19:AS:31:ILE:HG22 1.84 0.75
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19:AS:6:LYS:HD2 19:AS:7:LYS:H 1.50 0.75
25:BA:2186:G:C3’ 25:BA:2187:G:H5” 2.16 0.75
25:BA:760:G:H5” 25:BA:760:G:H8 1.52 0.75
26:BB:14:U:0OP2 26:BB:71:C:H5’ 1.86 0.75
36:BP:125:VAL:O 36:BP:145:PRO:HD2 1.86 0.75
37:BQ:16:ARG:HG2 37:BQ:17:LEU:H 1.50 0.75
39:BS:46:VAL:HG12 39:BS:47:' THR:N 2.01 0.75
2:CB:18:GLY:H 2:CB:42:1LE:CG2 1.96 0.75
4:CD:49:ARG:HD3 4:CD:50:ARG:N 2.00 0.75
8:CH:11: THR:HG22 8:CH:15:ASN:HD21 1.52 0.75
&:CH:86:ILE:HG22 8:CH:87:SER:H 1.51 0.75
22:CW:4:C:H2’ 22:CW:5:G:H8 1.51 0.75
25:DA:645:C:02 25:DA:645:C:H2’ 1.84 0.75
33:DI:38:LEU:H 33:DI:38:LEU:CD1 1.99 0.75
25:DA:871:U:H4’ 37:DQ:69:PHE:CE2 2.21 0.75
39:DS:49:VAL:HG12 39:DS:50:SER:H 1.49 0.75
25:DA:1755:A:P 40:DT:113:LYS:NZ 2.58 0.75
1:AA:1110:C:H42 1:AA:1125:G:H1 1.31 0.75
1:AA:1139:A:H4’ 1:AA:1140:C:05’ 1.86 0.75
31:BG:146:TYR:O 31:BG:149:VAL:HG22 1.87 0.75
33:BI:84:GLY:O 33:BI:85:GLU:HB2 1.86 0.75
25:BA:2873:A:N3 38:BR:6:SER:HB2 2.01 0.75
42:BV:52:VAL:HG13 42:BV:55:ALA:HB3 1.68 0.75
37:DQ:39:PRO:HB3 37:DQ:99:PRO:HD3 1.67 0.75
45:DY:10:GLY:HA2 45:DY:27:VAL:HG13 1.67 0.75
1:AA:1115:G:H22 1:AA:1125:G:HY’ 1.50 0.75
1:AA:153:G:C5’ 1:AA:154:A:0P2 2.34 0.75
7:AG:113:GLU:CB 7:AG:119:ARG:HG2 2.16 0.75
20:AT:26:ASN:HB2 20:AT:71: THR:HG23 1.66 0.75
33:BI:8:PRO:HD3 33:BI:15:VAL:CG1 2.16 0.75
38:BR:45:ARG:HG3 38:BR:46:GLY:N 2.02 0.75
12:CL:28:LYS:HB2 12:CL:33:ARG:NH1 2.01 0.75
19:CS:41:VAL:HB 19:CS:44:-MET:CG 2.16 0.75
22:CW:5:G:C2 22:CW:6:G:C8 2.74 0.75
25:DA:760:G:H5” 25:DA:760:G:H8 1.52 0.75
36:DP:64:LYS:CB 55:D8:25:MET:HG3 2.16 0.75
4:AD:196:LEU:HD12 4:AD:196:LEU:H 1.52 0.75
49:B2:64:LEU:O 49:B2:68:ARG:HG2 1.85 0.75
25:BA:1925:C:02’ 25:BA:1926:U:H5’ 1.87 0.75
36:BP:71:VAL:HG13 36:BP:72:PRO:CD 2.16 0.75
40:BT:80:SER:CB 40:BT:81:PRO:CD 2.65 0.75
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3:CC:14:ILE:HG12 3:CC:15: THR:N 1.97 0.75
3:CC:68:VAL:HG12 3:CC:70:VAL:HG23 1.66 0.75
25:DA:2121:G:H21 27:DC:172:HIS:CB 1.99 0.75
25:DA:2171:A:02 25:DA:2172:U:C6 2.40 0.75
25:DA:314:A:C2’ 25:DA:315:G:HY’ 2.16 0.75
25:DA:1652:A:N6 38:DR:11:ASN:ND2 2.34 0.75
1:AA:1302:C:H5’ 1:AA:1303:C:CY%’ 2.17 0.75
13:AM:96:LEU:CA 13:AM:110:ARG:HD3 2.16 0.75
19:AS:10:PHE:HZ 19:AS:70:LYS:HE?2 1.52 0.75
25:BA:1986:A:C3’ 25:BA:1987:G:H5” 2.16 0.75
25:BA:2390:U:H2’ 25:BA:2391:G:CY’ 2.16 0.75
25:BA:297:C:02’ 25:BA:298:G:H5’ 1.87 0.75
2:CB:215:LEU:O 2:CB:219:VAL:HG23 1.87 0.75
3:CC:16:ARG:HH11 3:CC:16:ARG:CB 1.97 0.75
5:CE:50:GLU:OE2 5:CE:51:VAL:HG23 1.85 0.75
12:CL:28:LYS:HG2 12:CL:33:ARG:HH12 1.52 0.75
53:D6:41:PRO:HD?2 53:D6:46:HIS:N 2.00 0.75
55:D8:52:LYS:N 55:D8:53:PRO:HD?2 2.00 0.75
25:DA:27:G:02’ 25:DA:28:A:H8 1.69 0.75
26:DB:83:G:C2’ 26:DB:84:C:H5’ 2.16 0.75
33:DI:68:LEU:HD23 33:DI:136:VAL:HG11 1.69 0.75
45:DY:18:GLY:CA 45:DY:21:LYS:HB2 2.17 0.75
46:DZ:37:VAL:O 46:D7:38: TYR:HB3 1.85 0.75
1:AA:R17:C:02 1:AA:829:G:N2 2.18 0.75
2:AB:24:TRP:CZ3 2:AB:26:PRO:HA 2.20 0.75
25:BA:1042:G:H1’ 25:BA:1114:G:N2 2.02 0.75
25:BA:2171:A:02’ 25:BA:2172:U:C6 2.40 0.75
28:BD:210:GLY:O 28:BD:211:ARG:HB3 1.85 0.75
36:BP:105:LEU:N 36:BP:105:LEU:HD23 2.02 0.75
42:BV:18:LEU:HD22 42:BV:19:LYS:H 1.50 0.75
1:CA:712:A:H?’ 1:CA:713:G:H8 1.52 0.75
2:CB:9:GLU:HA 2:CB:12:GLU:OE1 1.87 0.75
20:CT:30:LYS:NZ 20:CT:80:ARG:CZ 2.50 0.75
26:DB:92:C:C2 26:DB:93:G:N7 2.55 0.75
36:DP:6:LEU:HG 36:DP:9:ASN:ND2 2.01 0.75
4:AD:167:GLY:HA?2 28:DD:135:PHE:CZ 2.12 0.75
13:AM:11:ARG:O 13:AM:13:LYS:N 2.20 0.75
13:AM:3:ARG:HB2 51:B4:60:GLU:HG2 1.69 0.75
25:BA:1348:G:H2’ 25:BA:1349:A:H5” 1.68 0.75
25:BA:2348:U:H2’ 25:BA:2349:G:C5H’ 2.15 0.75
28:BD:108:PRO:HB3 28:BD:143:HIS:CE1 2.22 0.75
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30:BF:34: TRP:CZ2 36:BP:12:ALA:HB2 2.22 0.75
25:BA:631:A:0P1 36:BP:64:LYS:HE2 1.87 0.75
3:CC:70:VAL:HG12 3:CC:72:LYS:H 1.52 0.75
7:.CG:A47:.CYS:HA 7:CG:50:ILE:HG12 1.69 0.75
8:CH:84:ARG:HG3 8:CH:85:ARG:N 2.01 0.75
23:CV:57:.C:C4 31:DG:83:ARG:CZ 2.70 0.75
25:DA:1411:C:H2’ 25:DA:1412:A:C8 2.22 0.75
25:DA:2515:C:02’ 25:DA:2516:G:C5’ 2.32 0.75
25:DA:2732:G:02’ 25:DA:2733:A:H5’ 1.87 0.75
25:DA:77:C.03 49:D2:14:ARG:NH?2 2.20 0.75
26:DB:92:C.02’ 26:DB:93:G:C5’ 2.30 0.75
28:DD:108:PRO:HB3 28:DD:143:HIS:CE1 2.22 0.75
2:AB:215:LEU:O 2:AB:219:VAL:HG23 1.87 0.74
7:AG:113:GLU:O 7:AG:119:ARG:HD3 1.86 0.74
8:AH:89:PRO:HA 8:AH:92:ARG:NH1 2.02 0.74
15:A0:70:LEU:HD11 15:A0:77:ARG:HG3 1.68 0.74
56:B9:9:ARG:HB3 56:B9:9:ARG:NH1 2.00 0.74
25:BA:1665:A:H4’ 35:BO:67:LYS:HB2 1.69 0.74
5:CE:12:LEU:HD13 5:CE:13:ILE:N 2.02 0.74
48:D1:3:LYS:HG3 48:D1:4:VAL:N 2.01 0.74
49:D2:64:LEU:O 49:D2:68:ARG:HG2 1.85 0.74
25:DA:107:C:H2’ 25:DA:108:U:HY’ 1.69 0.74
27:DC:41:VAL:HG23 27:DC:178:ALA:HB3 1.68 0.74
31:DG:44:GLY:HA2 31:DG:88:ILE:HG21 1.67 0.74
11:AK:85:ARG:HG2 11:AK:111:ASP:O 1.88 0.74
15:A0:82:ILE:O 15:A0:82:ILE:HD13 1.87 0.74
16:AP:28:ARG:HG2 16:AP:29:ASP:0D2 1.86 0.74
48:B1:3:LYS:HG3 48:B1:4:VAL:N 2.01 0.74
49:B2:65:ASN:HB3 49:B2:69:ARG:NH2 2.01 0.74
53:B6:10:LEU:HD12 55:B8:34: TRP:CD1 2.22 0.74
25:BA:1464:C:H4’ 25:BA:1528(A):A:HT 1.69 0.74
25:BA:2693:A:HY 25:BA:2694:G:C8 2.22 0.74
27:BC:49:ILE:CD1 27:BC:49:ILE:H 1.99 0.74
29:BE:TT:.ILE:CG2 29:BE:78:LEU:H 1.96 0.74
37:BQ:30:GLY:HA2 37:BQ:107:ALA:HB2 1.69 0.74
39:BS:26:LEU:HG 39:BS:39:1LE:HD11 1.69 0.74
42:BV:49:THR:CB 42:BV:50:PRO:CD 2.64 0.74
4:CD:146:ILE:HD12 4:CD:146:ILE:N 2.02 0.74
13:CM:100:GLY:O 13:CM:101:GLN:NE2 2.21 0.74
13:CM:13:LYS:HA 13:CM:44:ARG:HH11 1.50 0.74
14:CN:40:CYS:O 14:CN:44:LEU:HB3 1.86 0.74
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53:D6:10:LEU:HD12 55:D8:34: TRP:CD1 2.22 0.74
25:DA:1114:G:C3’ 25:DA:1115:G:H5” 2.17 0.74
30:DF:34: TRP:CZ2 36:DP:12:ALA:HB2 2.22 0.74
33:DI:84:GLY:O 33:DI:85:GLU:HB2 1.85 0.74
40:DT:29:ARG:HD2 40:DT:85:LYS:HA 1.66 0.74
40:DT:89:VAL:HG21 40:DT:91:ARG:CZ 2.17 0.74
1:AA:660:U:H3 1:AA:696:G:H22 1.33 0.74
12:AL:41:ARG:CG 12:AL:42:THR:H 1.99 0.74
29:BE:134:ILE:O 29:BE:134:ILE:HG12 1.87 0.74
39:BS:15:ARG:HB3 39:BS:18:ILE:HG21 1.69 0.74
2:CB:178:ARG:HD2 8:CH:71:GLY:C 2.07 0.74
7:CG:49:1LE:HG23 7:CG:53:LYS:HD2 1.69 0.74
23:CV:55:U:H2’ 23:CV:56:U:04’ 1.87 0.74
48:D1:8:SER:HB3 48:D1:66:HIS:CD2 2.22 0.74
49:D2:45:SER:O 49:D2:46:GLN:NE2 2.21 0.74
25:DA:271(P):C:02’ 25:DA:271(Q):G:H5’ 1.86 0.74
25:DA:528:A:H2 25:DA:2043:C:H4’ 1.51 0.74
38:DR:28:LEU:HD11 38:DR:116:LEU:HD21 1.69 0.74
1:AA:451:C:H2’ 1:AA:452:C:H6 1.51 0.74
5:AE:57:LYS:HG2 5:AE:61:TYR:CE2 2.21 0.74
6:AF:87:ARG:O 6:AF:88:VAL:CG2 2.36 0.74
9:Al:4:TYR:HB2 9:AI:19:LEU:HB2 1.67 0.74
12:AL:46:LYS:CG 12:AL:47:LYS:H 1.92 0.74
25:BA:379:G:N2 48:B1:42:GLN:OE1 2.21 0.74
53:B6:15:GLU:O 53:B6:15:GLU:HG2 1.86 0.74
25:BA:541:C:H2’ 25:BA:542:C:H5’ 1.67 0.74
30:BF:101:LEU:HD12 30:BF:102:PRO:HD2 1.68 0.74
39:BS:92:TYR:O 39:BS:93:LYS:HB3 1.88 0.74
42:BV:15:GLU:HB3 42:BV:16:PRO:CD 2.17 0.74
1:CA:1268:A:H2’ 1:CA:1269:A:C8 2.22 0.74
5:CE:41:VAL:CG1 5:CE:113:ALA:CA 2.65 0.74
9:CI:118:LYS:NZ 9:CI:118:LYS:HB2 2.01 0.74
13:CM:93:ARG:CG 25:DA:888:C:C5’ 2.55 0.74
55:D&:46:ARG:O 55:D8:47:LYS:HB3 1.86 0.74
33:DI:8:PRO:HD3 33:DI:15:VAL:CG1 2.16 0.74
39:DS:15:ARG:HB3 39:DS:18:ILE:HG21 1.69 0.74
42:DV:18:LEU:HD22 42:DV:19:LYS:H 1.50 0.74
4:AD:63:LYS:HD2 4:AD:198:VAL:HG23 1.68 0.74
19:AS:31:ILE:HG23 19:AS:49:ILE:HA 1.68 0.74
23:AV:22:A:H61 23:AV:47:G:H2 1.49 0.74
25:BA:1652:A:H2’ 25:BA:1653:G:C5H’ 2.17 0.74
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Atom-1 Atom-2 distance (A) | overlap (A)
25:BA:1981:A:CY’ 25:BA:1982:C:0OP2 2.30 0.74
25:BA:2732:G:02’ 25:BA:2733:A:HY’ 1.87 0.74
40:BT:23:ARG:O 40:BT:90:GLN:NE2 2.20 0.74
41:BU:92:ARG:NH2 41:BU:94:ASN:HD22 1.85 0.74
1:CA:932:U:HY1’ 1:CA:1208:A:H61 1.51 0.74
25:DA:1925:C:02’ 25:DA:1926:U:H5’ 1.87 0.74
31:DG:40:ASN:HB2 31:DG:91:ARG:HB2 1.70 0.74
37:DQ:30:GLY:HA2 37:DQ:107:ALA:HB2 1.69 0.74
38:DR:45:ARG:HG3 38:DR:46:GLY:N 2.02 0.74
39:DS:26:LEU:HG 39:DS:39:ILE:HD11 1.69 0.74
40:DT:23:ARG:HG3 40:DT:120:ARG:HH12 1.53 0.74
13:AM:88:ARG:O 13:AM:98:VAL:CG1 2.35 0.74
47:B0:25:ARG:HA 47:B0:29:GLN:HE22 1.52 0.74
47:B0:41:ARG:H 47:B0:41:ARG:CD 1.98 0.74
47:B0:49:LYS:N 47:B0:80:HIS:HB3 2.03 0.74
25:BA:243:U:0P1 55:B8:6: THR:HG21 1.87 0.74
25:BA:1114:G:H3’ 25:BA:1115:G:H5” 1.68 0.74
25:BA:1411:C:H?’ 25:BA:1412:A:C8 2.22 0.74
45:BY:28:LYS:N 45:BY:28:LYS:HZ2 1.85 0.74
1:CA:1323:C:HY’ 9:CI:124:GLN:NE2 2.01 0.74
25:DA:614:U:H4’ 25:DA:614(C):A:N6 2.03 0.74
29:DE:53:PRO:O 29:DE:75:VAL:HG23 1.86 0.74
1:AA:737:C:H?’ 1:AA:737:C:02 1.86 0.74
2:AB:44:LEU:HD12 2:AB:44:LEU:H 1.51 0.74
3:AC:83:ARG:O 3:AC:86:VAL:HG22 1.87 0.74
4:AD:166:LYS:C 28:DD:135:PHE:HZ 1.88 0.74
49:B2:67:LYS:O 49:B2:70:GLN:HG2 1.87 0.74
54:B7:41:ARG:HD3 54:B7:45:ALA:HB2 1.68 0.74
25:BA:1021:A:C8 25:BA:1021:A:H3 2.21 0.74
25:BA:1019:U:H3 25:BA:1142(A):A:H62 1.35 0.74
25:BA:1819:A:H4’ 25:BA:1820:U:05’ 1.88 0.74
25:BA:314:A:C2’ 25:BA:315:G:HY’ 2.15 0.74
25:BA:790:C:H4’ 25:BA:791:C:0OP1 1.88 0.74
1:CA:1036:C:02 1:CA:1036:C:H2’ 1.86 0.74
5:CE:57:LYS:HG2 5:CE:61:TYR:CE2 2.22 0.74
22:CW:21:A:C5 22:CW:46:G:C5H 2.75 0.74
25:DA:1021:A:C8 25:DA:1021:A:H3’ 2.21 0.74
25:DA:2186:G:C3’ 25:DA:2187:G:H5” 2.16 0.74
25:DA:2693:A:H2’ 25:DA:2694:G:C8 2.22 0.74
31:DG:113:ARG:HH11 31:DG:113:ARG:CB 1.99 0.74
45:DY:67:LEU:CD1 45:DY:67:LEU:O 2.30 0.74
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Atom-1 Atom-2 distance (A) | overlap (A)
15:A0:17:ARG:HH11 15:A0:17:ARG:HG3 1.51 0.74
22:AY:33:U:C3’ 22:AY:34:G:H5” 2.17 0.74
25:BA:2391:G: 02’ 25:BA:2424:C:N4 2.19 0.74
19:CS:6:LYS:HD3 19:CS:7:LYS:CE 2.15 0.74
25:DA:541:C:H2’ 25:DA:542:C:HY’ 1.67 0.74
26:DB:65:C:H41 26:DB:109:C:H2’ 1.53 0.74
29:DE:134:ILE:HG12 29:DE:134:ILE:O 1.87 0.74
32:DH:17:VAL:CG2 32:DH:45:VAL:CG1 2.66 0.74
36:DP:105:LEU:N 36:DP:105:LEU:HD23 2.02 0.74
41:DU:92:ARG:NH2 41:DU:94:ASN:HD?22 1.86 0.74
7:AG:78:ARG:HD?2 7:AG:79:ARG:H 1.52 0.74
10:AJ:8:LEU:HB3 10:AJ:16:LEU:HD21 1.69 0.74
25:BA:1018:C:02’ 25:BA:1019:U:H5’ 1.88 0.74
25:BA:1045:A:H2’ 25:BA:1045:A:N3 2.03 0.74
25:BA:1484:G:H3’ 25:BA:1485:G:H5” 1.69 0.74
25:BA:481:G:H1’ 25:BA:506:G:N2 2.01 0.74
25:BA:915:C:H?’ 25:BA:916:G:C8 2.23 0.74
13:CM:54:VAL:O 13:CM:58:GLU:HG2 1.87 0.74
22:CW:6:G:N2 22:CW:68:C:C2 2.56 0.74
25:DA:1826:G:H4’ 28:DD:242: ARG:NH2 2.03 0.74
25:DA:952:G:C6 25:DA:953:A:N7 2.56 0.74
30:DF:168:ARG:HA 30:DF:175:THR:HG21 1.69 0.74
31:DG:39:ILE:HD13 31:DG:157:ILE:HG23 1.70 0.74
33:DI:75:LEU:HD21 33:DI:105:HIS:CE1 2.23 0.74
7:AG:79:ARG:HH11 7:AG:79:ARG:HG3 1.53 0.74
10:AJ:33:GLN:O 10:AJ:75:ILE:HG12 1.88 0.74
20:AT:50:GLU:HB3 20:AT:100:ILE:CG1 2.18 0.74
23:AV:3:C:C2 23:AV:4:G:H5” 2.12 0.74
28:BD:112:GLN:HB2 28:BD:115:GLN:HE21 1.51 0.74
30:BF:168:ARG:HA 30:BF:175: THR:HG21 1.69 0.74
26:BB:56:G:H5” 31:BG:27:ASN:CG 2.08 0.74
32:BH:53:GLU:O 32:BH:54:ARG:HB3 1.87 0.74
1:CA:1327:A:H5” 9:CI:120:ARG:HH12 1.52 0.74
1:CA:748:G:H1 1:CA:795:C:HO2’ 1.36 0.74
2:CB:24: TRP:CZ3 2:CB:26:PRO:HA 2.22 0.74
4:CD:9:CYS:SG 4:.CD:31:CYS:O 2.45 0.74
10:CJ:8:LEU:HB3 10:CJ:16:LEU:HD21 1.69 0.74
22:CY:30:G:HY’ 22:CY:31:A:0P2 1.88 0.74
47:D0:49:LYS:N 47:D0:80:HIS:HB3 2.03 0.74
25:DA:135:G:02’ 25:DA:136:G:H5’ 1.86 0.74
25:DA:363(E):U:H2’ 25:DA:363(F):A:HL’ 1.67 0.74
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Atom-1 Atom-2 distance (A) | overlap (A)
33:DI1:66:GLU:O 33:DI:70:GLU:HG2 1.88 0.74
25:DA:910:A:C5H 37:DQ:13:GLN:HG3 2.23 0.74
40:DT:29:ARG:CZ 40:DT:29:ARG:HA 2.17 0.74
1:AA:338:U:03 1:AA:339:A:C8 2.40 0.73
19:AS:10:PHE:CZ 19:AS:39:THR:OG1 2.40 0.73
25:BA:1114:G:C3’ 25:BA:1115:G:H5” 2.17 0.73
25:BA:2305:A:H5” 31:BG:134:GLY:CA 2.04 0.73
27:BC:41:VAL:HG23 27:BC:178:ALA:HB3 1.69 0.73
20:CT:50:GLU:CB 20:CT:100:ILE:HG12 2.18 0.73
22:CW:30:G:C2 22:CW:41:C:N3 2.56 0.73
22:CY:41:C:H? 22:CY:42:C:.C6 2.22 0.73
25:DA:96:G:H4’ 49:D2:48:HIS:CD2 2.22 0.73
25:DA:2526:G:H21 56:D9:2:LYS:HG3 1.50 0.73
25:DA:1042:G:HT’ 25:DA:1114:G:N2 2.02 0.73
25:DA:481:G:HY1’ 25:DA:506:G:N2 2.01 0.73
34:DN:133:GLN:HG2 34:DN:135:PRO:HD3 1.70 0.73
41:DU:66:ASN:HB2 41:DU:76: TYR:HB2 1.70 0.73
5:AE:76:ILE:HD11 5:AE:142:LEU:CD2 2.18 0.73
22:AW:25:C:02’ 22:AW:26:A:H5’ 1.89 0.73
22:AW:27:G:H2’ 22:AW:28:G:HS 1.53 0.73
48:B1:7:ILE:HG22 48:B1:8:SER:N 2.03 0.73
25:BA:914:C:C2’ 25:BA:915:C:HY’ 2.15 0.73
32:BH:76:VAL:O 32:BH:79:VAL:HG22 1.88 0.73
34:BN:58:ASP:C 34:BN:60:1ILE:H 1.91 0.73
6:CF:11:ASN:O 6:CF:14:LEU:HG 1.88 0.73
16:CP:28:ARG:HG2 16:CP:29:ASP:0OD2 1.88 0.73
47:D0:25:ARG:HA 47:D0:29:GLN:HE22 1.52 0.73
25:DA:111:A:03 49:D2:69:ARG:NH2 2.21 0.73
25:DA:1884:A:H2’ 25:DA:1885:A:CH’ 2.11 0.73
25:DA:197:A:H8 25:DA:197:A:HY’ 1.51 0.73
25:DA:471:A:C2’ 25:DA:472:A:HY 2.16 0.73
25:DA:925:C:H2’ 25:DA:926:A:C5H’ 2.13 0.73
28:DD:112:GLN:HB2 28:DD:115:GLN:HE21 1.51 0.73
29:DE:11:MET:N 40:DT:8:LYS:HZ2 1.85 0.73
31:DG:11: TYR:O 31:DG:16:ARG:HB2 1.88 0.73
32:DH:76:VAL:O 32:DH:79:VAL:HG22 1.88 0.73
25:DA:1668:A:0P1 35:DO:5:GLN:HG2 1.88 0.73
37:DQ:110:THR:HG23 | 37:DQ:113:GLN:OE1 1.86 0.73
44:DX:60:ARG:HH12 54:D7:47:ARG:NH2 1.86 0.73
46:DZ:53:ILE:CG2 46:DZ7:71:VAL:HB 2.18 0.73
48:B1:8:SER:HB3 48:B1:66:HIS:CD2 2.22 0.73
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Atom-1 Atom-2 distance (A) | overlap (A)
25:BA:1686:C:HY’ 25:BA:1686:C:H6 1.52 0.73
25:BA:528:A:N1 25:BA:2042:A:H2’ 2.03 0.73
37:BQ:65:PHE:HB2 37:BQ:105:GLU:HG3 1.68 0.73
4:CD:162:LEU:HD13 4:.CD:181:MET:HG2 1.67 0.73
22:CW:32:U:H2’ 22:CW:33:U:HY 1.68 0.73
25:DA:1652:A:H2’ 25:DA:1653:G:C5’ 2.17 0.73
25:DA:2469:A:02’ 37:DQ:56:ARG:CD 2.37 0.73
26:DB:52:A:N7 39:DS:33:LYS:HE3 2.02 0.73
26:DB:91:C:H2’ 26:DB:92:C:H6 1.52 0.73
30:DF:28:ILE:HG21 30:DF:116:ASP:HB2 1.70 0.73
36:DP:112:LEU:HD22 36:DP:113:LYS:N 2.03 0.73
40:DT:53:ARG:NH1 40:DT:55:ASN:CB 2.51 0.73
20:AT:56:MET:HG3 20:AT:84:LEU:HD12 1.69 0.73
25:BA:549:G:HS8 25:BA:549:G: 05’ 1.72 0.73
31:BG:39:ILE:HD13 31:BG:157:.ILE:HG23 1.70 0.73
4:.CD:33:MET:CE 4:.CD:37:PRO:HA 2.18 0.73
13:CM:96:LEU:CA 13:CM:110:ARG:HD3 2.18 0.73
23:CV:15:G:H22 23:CV:49:C:H41 1.37 0.73
22:CW:39:U.C4’ 22:CW:39:U:0OP1 2.30 0.73
49:D2:67:LYS:O 49:D2:70:GLN:HG2 1.87 0.73
25:DA:2679:A:H4’ 29:DE:165:VAL:HG11 1.70 0.73
26:DB:69:G:N2 26:DB:70:C:C2 2.57 0.73
30:DF:9:ILE:HA 30:DF:13:SER:O 1.88 0.73
36:DP:96: THR:HG22 36:DP:126:VAL:HB 1.70 0.73
25:BA:528:A:H2 25:BA:2043:C:C5H’ 2.02 0.73
26:BB:60:C:H2’ 26:BB:61:G:H8 1.53 0.73
29:BE:1:MET:HB2 29:BE:83:ASP:O 1.87 0.73
32:BH:89:ILE:HD12 32:BH:90:LYS:O 1.88 0.73
33:BI:68:LEU:HD23 33:BI:136:VAL:HG11 1.69 0.73
1:CA:659:A:H1’ 11:CK:115:PRO:HB3 1.70 0.73
11:CK:85:ARG:HG2 11:CK:111:ASP:O 1.87 0.73
20:CT:50:GLU:CA 20:CT:100:ILE:CG1 2.57 0.73
25:DA:1018:C:02’ 25:DA:1019:U:H5’ 1.88 0.73
25:DA:1348:G:H2’ 25:DA:1349:A:H5” 1.68 0.73
25:DA:1484:G:H3’ 25:DA:1485:G:Hb” 1.70 0.73
25:DA:1879:C:H2’ 25:DA:1880:C:C5’ 2.13 0.73
25:DA:2128:C:05’ 27:DC:35:ALA:HB1 1.86 0.73
28:DD:31:LYS:NZ 28:DD:102:LYS:HZ2 1.87 0.73
29:DE:199:ARG:NH1 29:DE:199:ARG:HB2 2.04 0.73
36:DP:46:LYS:HG2 36:DP:52:GLU:OE2 1.87 0.73
41:DU:31:SER:HB3 41:DU:34:LYS:HB2 1.70 0.73
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Atom-1 Atom-2 distance (A) | overlap (A)
1:AA:601:C:N3 1:AA:605:A:N6 2.36 0.73
1:AA:59:A:HY 1:AA:60:A:H5” 1.70 0.73
5:AE:50:GLU:OE2 5:AE:51:VAL:HG23 1.88 0.73
1:AA:1105:A:H4’ 10:AJ:36:GLY:HA3 1.70 0.73
16:AP:8:ARG:NH2 16:AP:15:PRO:HG3 2.03 0.73
25:BA:2299:G:C6 25:BA:2318:G:C8 2.75 0.73
30:BF:9:ILE:HA 30:BF:13:SER:O 1.88 0.73
30:BF:7:TYR:HB3 30:BF:16:GLY:H 1.54 0.73
36:BP:96: THR:HG22 36:BP:126:VAL:HB 1.71 0.73
41:BU:31:SER:HB3 41:BU:34:LYS:HB2 1.70 0.73
1:CA:1140:C:N3 1:CA:1162:G:N2 2.36 0.73
6:CF:67:MET:HB2 6:CF:68:PRO:HD2 1.70 0.73
10:CJ:33:GLN:O 10:CJ:75:ILE:HG12 1.87 0.73
19:CS:18:LYS:0O 19:CS:22:LEU:HD23 1.87 0.73
21:CU:25:LYS:HG2 21:CU:26:LYS:N 2.04 0.73
25:DA:1286:A:H2’ 25:DA:1288:U:0OP2 1.88 0.73
25:DA:528:A:N1 25:DA:2042:A:H2’ 2.03 0.73
26:DB:60:C:H2’ 26:DB:61:G:HS8 1.53 0.73
30:DF:7:TYR:HB3 30:DF:16:GLY:H 1.54 0.73
32:DH:102:ALA:HB2 32:DH:117:PRO:HD3 1.71 0.73
42:DV:15:GLU:HB3 42:DV:16:PRO:CD 2.17 0.73
42:DV:19:LYS:HB3 42:DV:94:LEU:O 1.89 0.73
1:AA:377:A:H2 1:AA:378:A:C8 2.24 0.73
1:AA:656:G:H2’ 1:AA:657:G:C8 2.24 0.73
3:AC:70:VAL:HG12 3:AC:7T1:ALA:N 2.04 0.73
11:AK:12:ARG:HH21 11:AK:14:VAL:HG12 1.54 0.73
20:AT:33:ILE:HD13 20:AT:62:LEU:CB 2.17 0.73
23:AV:30:G:02’ 23:AV:31:G:H5’ 1.89 0.73
22:AW:15:G:H21 22:AW:59:U:HT1’ 1.51 0.73
25:BA:141:A:H8 25:BA:1408:C:HO2’ 1.31 0.73
25:BA:1446:C:02 25:BA:1447:G:HY’ 1.88 0.73
27:BC:36:LYS:HD3 27:BC:37:PHE:H 1.54 0.73
46:BZ:53:ILE:CG2 46:BZ:71:VAL:HB 2.19 0.73
2:CB:178:ARG:O 8:CH:71:GLY:HA2 1.89 0.73
2:CB:44:LEU:H 2:CB:44:LEU:HD12 1.52 0.73
19:CS:10:PHE:HZ 19:CS:70:LYS:HE2 1.53 0.73
25:DA:2583:G:H2’ 25:DA:2584:U:H5’ 1.71 0.73
25:DA:2864:G:C8 25:DA:2864:G:H5’ 2.21 0.73
25:DA:549:G:05’ 25:DA:549:G:H8 1.72 0.73
32:DH:109:PHE:H 32:DH:109:PHE:HD1 1.37 0.73
40:DT:89:VAL:HG11 40:DT:91:ARG:NE 2.03 0.73
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43:DW:59:VAL:HG12 43:DW:60:ASN:N 2.03 0.73
1:AA:1202:G:0OP1 1:AA:1301:C:N4 2.20 0.73
1:AA:1262:U:HY 1:AA:1263:C:0P2 1.89 0.73
1:AA:1318:G:H5” 1:AA:1319:G:OP1 1.88 0.73
11:AK:48:ILE:HG22 11:AK:49:GLY:H 1.54 0.73
25:BA:2463:C:C2’ 25:BA:2464:C:C5’ 2.66 0.73
31:BG:11:TYR:O 31:BG:16:ARG:HB2 1.88 0.73
32:BH:102:ALA:HB2 32:BH:117:PRO:HD3 1.71 0.73
37:BQ:64:1LE:HG23 37:BQ:106:VAL:HG12 1.70 0.73
45:BY:7:VAL:HB 45:BY:8:LYS:HZ2 1.54 0.73
1:CA:261:G:C¥’ 1:CA:262:C:CbH 2.65 0.73
23:CV:70:C:HY 23:CV:71:G:C8 2.23 0.73
47:D0:49:LYS:H 47:D0:80:HIS:HB3 1.51 0.73
25:DA:1019:U:H3 25:DA:1142(A):A:H62 1.34 0.73
25:DA:2814:C:02’ 52:D5:29: THR:HG21 1.89 0.73
25:DA:297:C:02’ 25:DA:298:G:HY’ 1.87 0.73
25:DA:472:A:02 25:DA:508:G:N1 2.22 0.73
25:DA:914:C:.C2’ 25:DA:915:C:HY’ 2.15 0.73
34:DN:58:ASP:C 34:DN:60:ILE:H 1.91 0.73
36:DP:23:PRO:O 36:DP:33:ARG:NH1 2.21 0.73
40:DT:55:ASN:CB 40:DT:58:ASN:OD1 2.36 0.73
14:AN:40:CYS:0O 14:AN:44:LEU:HB3 1.89 0.73
25:BA:2419:U:0OP1 55:B&:41:1LE:HD13 1.89 0.73
29:BE:30:PRO:HD3 29:BE:180:ASN:ND2 2.04 0.73
32:BH:109:PHE:H 32:BH:109:PHE:HD1 1.37 0.73
5:CE:80:ILE:HG22 8:CH:104:ARG:NH2 2.04 0.73
17:CQ:82:MET:O 17:CQ:86:GLU:HG2 1.89 0.73
22:CW:60:U:02’ 22:CW:61:C:CH 2.41 0.73
25:DA:1447.G:C8 25:DA:1447:G:C5H’ 2.68 0.73
25:DA:1717:G:C3’ 25:DA:1718:G:H5” 2.19 0.73
25:DA:358:U:C2’ 25:DA:359:A:H5’ 2.19 0.73
29:DE:30:PRO:HD3 29:DE:180:ASN:ND2 2.04 0.73
45:DY:28:LYS:HZ2 45:DY:28:LYS:N 1.86 0.73
4:AD:31:CYS:C 4:AD:33:MET:H 1.92 0.73
9:Al:116:LYS:O 9:Al:118:LYS:N 2.21 0.73
13:AM:88:ARG:CG 13:AM:98:VAL:HG12 2.19 0.73
25:BA:651:G:H5” 55:B8:18:ALA:HB3 1.70 0.73
25:BA:614:U:H4’ 25:BA:614(C):A:N6 2.03 0.73
26:BB:65:C:H41 26:BB:109:C:H2’ 1.52 0.73
34:BN:55:VAL:HG22 34:BN:126:PRO:HA 1.71 0.73
39:BS:48:LEU:HD22 39:BS:82:I1LE:HD11 1.71 0.73

Continued on next page...




Page 137

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
41:BU:66:ASN:HB2 41:BU:76: TYR:HB2 1.70 0.73
2:CB:77:ALA:HB2 2:CB:211:ILE:HD12 1.71 0.73
3:CC:173:VAL:O 3:CC:175:LEU:HD12 1.89 0.73
4:.CD:31:CYS:C 4:CD:33:MET:H 1.91 0.73
5:CE:144:THR:O 5:CE:148:VAL:HG23 1.89 0.73
5:CE:14:ARG:NH1 5:CE:129:ILE:HD11 2.03 0.73
5:CE:51:VAL:O 5:CE:55:VAL:HG23 1.89 0.73
8:CH:6:ILE:O 8:CH:10:LEU:HD12 1.89 0.73
22:CW:67:C:H2’ 22:CW:68:C:H6 1.53 0.73
25:DA:1158:C:02’ 50:D3:32:GLN:CG 2.30 0.73
25:DA:1686:C:HY’ 25:DA:1686:C:H6 1.52 0.73
25:DA:2585:U:02’ 25:DA:2586:C:H5’ 1.89 0.73
29:DE:1:MET:HB2 29:DE:83:ASP:O 1.87 0.73
33:DIL:68:LEU:CD2 33:DI:136:VAL:HG11 2.19 0.73
25:DA:1952:A:N6 35:D0:22:1LE:HD11 2.04 0.73
4:AD:146:ILE:HD12 4:AD:146:ILE:N 2.03 0.72
8:AH:11: THR:HG22 8:AH:15:ASN:HD21 1.53 0.72
22:AW:63:G:H2’ 22:AW:64:A:04’ 1.89 0.72
1:AA:1036:C:N3 22:AY:34:G:H1’ 2.02 0.72
25:BA:1993:U:H4’ 29:BE:128:SER:OG 1.88 0.72
25:BA:528:A:H2 25:BA:2043:C:H4’ 1.51 0.72
25:BA:613:G:HY’ 25:BA:613:G:C8 2.24 0.72
25:BA:871:U:0P1 37:BQ:5:ARG:HGS3 1.89 0.72
43:BW:59:VAL:HG12 43:BW:60:ASN:N 2.03 0.72
8:CH:86:ILE:HG21 8:CH:133:LEU:HD22 1.72 0.72
22:CW:20:U:H2’ 22:CW:21:A:H4’ 1.71 0.72
25:DA:528:A:H2 25:DA:2043:C:CY’ 2.02 0.72
25:DA:613:G:C8 25:DA:613:G:H5’ 2.24 0.72
34:DN:120:LEU:HD11 | 34:DN:122:VAL:HG23 1.71 0.72
37:DQ:64:1LE:HG23 37:DQ:106:VAL:HG12 1.71 0.72
40:DT:89:VAL:HG21 40:DT:91:ARG:CD 2.19 0.72
42:DV:49: THR:HG22 42:DV:50:PRO:HD?2 1.69 0.72
1:AA:901:C:N4 1:AA:902:G:06 2.22 0.72
2:AB:61:LEU:CD2 2:AB:68:ILE:HD11 2.19 0.72
22:AW:51:U:H2’ 22:AW:52:G:C8 2.23 0.72
25:BA:1286:A:H2’ 25:BA:1288:U:0OP2 1.89 0.72
25:BA:587:C:H5” 36:BP:33:ARG:NH2 2.04 0.72
29:BE:154:LYS:HE3 29:BE:154:LYS:HA 1.71 0.72
29:BE:92: THR:O 29:BE:95:.ILE:HD13 1.89 0.72
37:BQ:81:VAL:HG23 47:B0:7:LEU:HD21 1.70 0.72
45:BY:54:LYS:O 45:BY:55: TYR:HB2 1.89 0.72
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
2:CB:61:LEU:CD2 2:CB:68:ILE:HD11 2.17 0.72
9:CI:111:ARG:HG2 9:CI:112:LYS:N 2.04 0.72
23:CV:4:G:HO?’ 23:CV:5:G:H8 1.37 0.72
22:CY:36:A:C2 24:CX:20:U:N3 2.57 0.72
25:DA:1231:G:H?’ 25:DA:1232:G:C8 2.25 0.72
25:DA:2463:C:C2’ 25:DA:2464:C:C5’ 2.66 0.72
25:DA:271(S):G:H2’ 25:DA:271(T):C:C5H’ 2.12 0.72
32:DH:19:VAL:HB 32:DH:44:VAL:HG13 1.71 0.72
7:AG:49:1LE:HG23 7:AG:53:LYS:HD2 1.70 0.72
S:AH:86:ILE:HG22 8:AH:87:SER:H 1.55 0.72
25:BA:1119:C:H2’ 25:BA:1120:G:H8 1.54 0.72
25:BA:2305:A:N1 31:BG:154:GLY:N 2.37 0.72
31:BG:2:PRO:HG2 51:B4:51:TYR:CD2 2.22 0.72
1:CA:87:C:H2’ 1:CA:88:G:HS 1.52 0.72
3:CC:70:VAL:HG12 3:CC:71:ALA:N 2.04 0.72
9:CI:10:ARG:HD3 9:CI:75:ASP:HB3 1.69 0.72
15:CO:82:ILE:O 15:CO:82:ILE:HD13 1.89 0.72
22:CW:34:G:06 24:CX:13:A:N1 2.22 0.72
22:CW:4:C:H2’ 22:CW:5:G:C8 2.24 0.72
49:D2:63:VAL:O 49:D2:66:GLU:HG2 1.89 0.72
25:DA:1719:G: 02’ 25:DA:1720:U:HY’ 1.89 0.72
25:DA:2134:A:H62 25:DA:2157:G:HT’ 1.54 0.72
25:DA:314:A:HO2 25:DA:315:G:HY’ 1.53 0.72
13:CM:93:ARG:HD3 25:DA:888:C:HY’ 0.73 0.72
28:DD:26:LYS:CE 28:DD:82:ILE:H 2.02 0.72
31:DG:110:ALA:C 31:DG:112:PRO:HD2 2.10 0.72
31:DG:146:TYR:O 31:DG:149:VAL:HG22 1.87 0.72
33:DI:145:VAL:HG12 33:DI:146:ALA:N 2.04 0.72
10:AJ:78:ASN:O 10:AJ:82:ILE:HG12 1.89 0.72
23:AV:55:U:H2’ 23:AV:56:U.04 1.89 0.72
25:BA:1658:C:C2 25:BA:1659:U:C5H 277 0.72
25:BA:1748:G:H8 25:BA:1748:G:H5’ 1.54 0.72
25:BA:2308:G:H2’ 25:BA:2309:A:C8 2.25 0.72
25:BA:2691:C:HY’ 25:BA:2691:C:H6 1.55 0.72
31:BG:40:ASN:HB2 31:BG:91:ARG:HB2 1.69 0.72
33:BI:47:LEU:O 33:BI:50:ARG:HG3 1.90 0.72
36:BP:112:LEU:HD22 36:BP:113:LYS:N 2.04 0.72
38:BR:28:LEU:HD11 38:BR:116:LEU:HD21 1.69 0.72
12:CL:102:ARG:NE 12:CL:108:ALA:O 2.21 0.72
19:CS:40:ILE:HB 19:CS:67:VAL:O 1.88 0.72
24:CX:17:U:0% 24:CX:17:U:H6 1.72 0.72
Continued on next page...
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Atom-1 Atom-2 distance (A) | overlap (A)
25:DA:1658:C:C2 25:DA:1659:U:Ch 2.77 0.72
25:DA:395:U:H2’ 25:DA:396:G:C8 2.24 0.72
25:DA:943:U:0P2 36:DP:38:GLN:CD 2.27 0.72
28:DD:181:GLU:HA 28:DD:272:ALA:CB 2.20 0.72
5:AE:144:THR.:O 5:AE:148:VAL:HG23 1.89 0.72
5:AE:78:HIS:CD2 8:AH:104:ARG:NE 2.57 0.72
7:AG:150:ALA:HB2 11:AK:50: TYR:OH 1.89 0.72
22:AW:72:C:C2’ 22:AW:73:A:H5’ 2.18 0.72
22:AY:31:A:N1 22:AY:40:C:N4 2.36 0.72
25:BA:1719:G: 02’ 25:BA:1720:U:HY’ 1.88 0.72
25:BA:2463:C:.C2’ 25:BA:2464:C:H5” 2.20 0.72
28:BD:11:PRO:O 28:BD:13:ARG:N 2.21 0.72
33:BL:68:LEU:CD2 33:BI:136:VAL:HG11 2.19 0.72
33:BIL:66:GLU:O 33:BL:70:GLU:HG2 1.88 0.72
42:BV:19:LYS:HB3 42:BV:94:LEU:O 1.88 0.72
1:CA:1327:A:N1 1:CA:1356:A:H5” 2.05 0.72
22:CW:33:U:02’ 22:CW:34:G:H5” 1.89 0.72
48:D1:7.ILE:HG22 48:D1:8:SER:N 2.03 0.72
25:DA:1045:A:H2’ 25:DA:1045:A:N3 2.03 0.72
25:DA:1748:G:H8 25:DA:1748:G:HY’ 1.54 0.72
25:DA:2306:C:H5’ 25:DA:2307:G:0O5’ 1.90 0.72
25:DA:2308:G:H2’ 25:DA:2309:A:C8 2.25 0.72
28:DD:7:LYS:O 28:DD:9:TYR:CD1 2.42 0.72
32:DH:18:GLU:HB2 32:DH:25:LYS:HG2 1.70 0.72
26:DB:92:C:0OP1 37:DQ:19:GLY:CA 2.37 0.72
1:AA:1207:C:N4 13:AM:104:ARG:HD2 2.05 0.72
419:B2:40:SER:C 49:B2:42:GLY:H 1.92 0.72
49:B2:63:VAL:O 49:B2:66:GLU:HG2 1.89 0.72
25:BA:2134:A:H62 25:BA:2157:G:H1’ 1.54 0.72
29:BE:199:ARG:HB2 29:BE:199:ARG:NH1 2.04 0.72
31:BG:64: THR:HG23 31:BG:65:GLY:H 1.55 0.72
33:BI:75:LEU:HD21 33:BI:105:HIS:CE1 2.23 0.72
34:BN:133:GLN:HG2 34:BN:135:PRO:HD3 1.70 0.72
35:B0O:64:ARG:NH1 35:BO:81:ASP:0OD2 2.21 0.72
5:CE:41:VAL:HG11 5:CE:113:ALA:N 2.05 0.72
7.CG:115:ARG:O 7:CG:118:VAL:HG22 1.88 0.72
9:CI:95:LYS:HD3 9:CI:96:LEU:N 2.04 0.72
13:CM:125:ARG:HG3 22:CY:38:A:02’ 1.89 0.72
20:CT:79:ARG:HG2 20:CT:83:ARG:HD2 1.71 0.72
23:CV:15:G:N2 23:CV:22:A:N3 2.38 0.72
25:DA:1651:G:H2’ 25:DA:1652:A:C8 2.25 0.72
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Atom-1 Atom-2 distance (A) | overlap (A)
25:DA:2330:G:H2’ 25:DA:2331:G:C5’ 2.19 0.72
5:AE:39:GLY:O 5:AE:69:VAL:N 2.20 0.72
13:AM:123:ALA:HB2 22:AY:39:U:04’ 1.89 0.72
17:AQ:82:MET:O 17:AQ:86:GLU:HG2 1.89 0.72
25:BA:472:A:02 25:BA:508:G:N1 2.22 0.72
29:BE:110:GLY:HA2 29:BE:161:GLY:HA3 1.72 0.72
32:BH:18:GLU:HB2 32:BH:25:LYS:HG2 1.70 0.72
33:BIL:87:LYS:CA 33:BIL:122:GLU:HG2 2.19 0.72
36:BP:112:LEU:HD22 36:BP:113:LYS:H 1.54 0.72
36:BP:126:VAL:HG12 | 36:BP:148:LEU:HD11 1.71 0.72
40:BT:128:GLU:O 40:BT:130:ALA:N 2.23 0.72
2:CB:19:HIS:ND1 2:CB:20:GLU:HG2 2.05 0.72
5:CE:100:VAL:CG1 5:CE:118:ILE:CG2 2.64 0.72
7:CG:113:GLU:HB2 7:CG:119:ARG:CG 2.17 0.72
12:CL:28:LYS:HB2 12:CL:33:ARG:CZ 2.20 0.72
22:CW:3:C:H1’ 22:CW:71:G:N2 2.05 0.72
25:DA:108:U:HO2’ 25:DA:109:G:HY’ 1.53 0.72
25:DA:1287:A:C5H 25:DA:1288:U:04 2.42 0.72
25:DA:1754:C:OP1 40:DT:96:ARG:NH1 2.23 0.72
25:DA:2320:A:C2 25:DA:2333:A:N7 2.57 0.72
25:DA:2348:U:H2’ 25:DA:2349:G:C5’ 2.15 0.72
25:DA:2675:A:04 35:D0:29:ASN:ND2 2.22 0.72
28:DD:11:PRO:O 28:DD:13:ARG:N 2.21 0.72
38:DR:74:LYS:HD2 38:DR:77:ARG:HH?21 1.55 0.72
2:AB:91:PRO:CG 2:AB:155:.LEU:HD23 2.19 0.72
2:AB:87:ARG:HD2 2:AB:87:ARG:O 1.89 0.72
8:AH:6:ILE:O 8:AH:10:LEU:HD12 1.89 0.72
13:AM:54:VAL:O 13:AM:58:GLU:HG2 1.90 0.72
15:A0:26:GLU:OE2 15:A0:77:ARG:HD2 1.89 0.72
19:AS:18:LYS:O 19:AS:22:LEU:HD23 1.89 0.72
23:AV:66:C:H6 23:AV:66:C:C5’ 2.00 0.72
25:BA:1717:G:C3’ 25:BA:1718:G:H5” 2.19 0.72
25:BA:2300:G:H22 25:BA:2317:C:C1l’ 2.02 0.72
25:BA:358:U:C2’ 25:BA:359:A:H5’ 2.19 0.72
25:BA:857:C:H5’ 47:B0:77:ARG:HH22 1.55 0.72
28:BD:26:LYS:CE 28:BD:82:.1LE:H 2.02 0.72
32:BH:13:LYS:CA 32:BH:13:LYS:HE2 2.19 0.72
11:CK:29:ILE:HD13 11:CK:44:SER:HB3 1.72 0.72
20:CT:26:ASN:HD22 20:CT:71:THR:CA 2.01 0.72
25:DA:1566:A:0P1 28:DD:211:ARG:NH1 2.23 0.72
25:DA:1713:U:02’ 25:DA:1714:G:HY’ 1.90 0.72
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Atom-1 Atom-2 distance (A) | overlap (A)
29:DE:92: THR:O 29:DE:95:ILE:HD13 1.89 0.72
1:AA:953:G:N2 1:AA:1344:C:OP2 2.23 0.72
1:AA:451:C:H?’ 1:AA:452:C:C6 2.24 0.72
2:AB:19:HIS:ND1 2:AB:20:GLU:HG2 2.05 0.72
2:AB:233:SER:OG 2:AB:234:PRO:HD2 1.90 0.72
22:AW:24:G:H2’ 22:AW:25:C:H6 1.53 0.72
25:BA:1287:A:C5H 25:BA:1288:U:04 2.42 0.72
25:BA:1651:G:H2’ 25:BA:1652:A:C8 2.25 0.72
25:BA:2391:G:H1’ 25:BA:2429:G:H21 1.53 0.72
25:BA:610:G:N2 25:BA:619:G:H1’ 2.05 0.72
31:BG:51:ARG:NE 31:BG:51:ARG:HA 2.05 0.72
33:BI:50:ARG:O 33:BI:54:GLN:HB2 1.9