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PDBID : 1VY6 / pdb_00001vy6
Title : Crystal structure of the Thermus thermophilus 70S ribosome in the pre-attack
state of peptide bond formation containing short substrate-mimic Cytidine-
Puromycin in the A site and acylated tRNA in the P site.
Authors : Polikanov, Y.S.; Steitz, T.A.; Innis, C.A.
Deposited on : 2014-05-13
Resolution : 2.90 A(reported)

This is a Full wwPDB X-ray Structure Validation Report for a publicly released PDB entry.

We welcome your comments at validation@mail. wwpdb.org
A user guide is available at
https://www.wwpdb.org/validation /2017 /Xray ValidationReportHelp
with specific help available everywhere you see the (i) symbol.

The types of validation reports are described at
http: //www.wwpdb.org/validation /2017 /FAQs# types.

The following versions of software and data (see references (1)) were used in the production of this report:

MolProbity : 4-5-2 with Phenix2.0

Mogul : 2022.3.0, CSD as543be (2022)
Xtriage (Phenix) : 2.0
EDS : 3.0
Percentile statistics : 20250101.v01 (using entries in the PDB archive January 1st 2025)
CCP4 : 9.0.015 (Gargrove)
Density-Fitness : 1.0.12
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.50
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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 2.90 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 (.236
Clashscore N | - 3
Ramachandran outliers IS | I 0.6%
Sidechain outliers N 3.3%
RSRZ outliers I ] I 5.6
RNA backbone N | I 0.4

Worse Better
l Percentile relative to all X-ray structures

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

Metric Whole archive Similar resolution

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

Riree 180053 2481 (2.90-2.90)

Clashscore 190562 2690 (2.90-2.90)

Ramachandran outliers 187476 2623 (2.90-2.90)

Sidechain outliers 187428 2625 (2.90-2.90)

RSRZ outliers 180081 2481 (2.90-2.90)

RNA backbone 3983 1120 (3.10-2.70)

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 of 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

%

1 AA 1521 - 42% 42% 14%
5%
1 CA 1521 — 40% 45% 14%
1%
2 AB 256 — 39% 39% 0% o 105
20%

| ——— o

2 CB 256 35% 45% 10% = 10%

WO RLDWIDE

PROTEIN DATA BANK

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
5%
3 AC 239 — 49% 34% 14%
3%
3 CC 239 I 49% 31% 14%
1%
4 AD 209 — 63% 29% %
1%
4 CD 209 — 57% 35% %
7%
5 AE 162 | = — 5o, e ———
8%
5 CE 162 — 47% 37% B T
5%
6 AF 101 59% 38% o
20/0
6 CF 101 61% 33% 5% «
0%
7 AG 156 — 66% 28% 5% «
3%
7 CG 156 64% 31% o
20/0
8 AH 138 = 64% 30% 6% .
7%
8 CH 138 | — 559, —
9%
9 Al 128 I 51% 4% B 7
50%
gy — ——
9 CI 128 44% 47% W% .
4%
10 Al 105 — 54% 35% %
7%
= —
10 CJ 105 50% 37% 5% 9%
5%
11 AK 129 59% 26% BT e
%
11 CK 129 = 57% 29% T
5%
12 AL 132 63% 23% T 8%
4%
12 | cL 132 | ™= e 207 T
8%
13 AM 126 — 37% To% e
28%
- ———
13 CM 126 50% 37% 10% -«
8%
14 AN 61 M— 51% 4% T
765%
L —
14 CN 61 1% 4% 16% .
8%
15 AO 89 60% 36% -

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
7%
15 CO 89 54% 42% -
8%
16 AP 88 r—— 50% 28% T 7 T
8%
16 CP 88 r— 49% 36% e 7%
7%
17 | AQ 105 | " e
20/0
17 CcQ 105 = 59% 33% 6%
5%
18 AR 88 49% 25% 23%
18 CR 88 44% 31% 23%
1%
19 AS 93 — 53% 30% A ET7a
23%
.. C ome
19 CS 93 30% 53% 5% . 11%
4%
20 AT 106 — 53% 30% B T T
8%
20 CT 106 — 54% 30% % e
9%
21 AU 27 — 44% 37% T
26%
.. E—
21 CuU 27 37% 44% . 15%
25%
I —
22 AV 24 17% 33% 46%
59%
I —
22 CV 24 21% 25% 50%
23 AW 2 50% 50%
23 CW 2 50% 50%
3%
24 AX 7 - 38% 35% 26%
24 CX 77 36% 38% 25%
3%
25 BA 2915 - 54% 34% 9%
20/0
25 DA 2915 = 44% 4% 1%
26 BB 121 60% 32% T .
4%
26 DB 121 29% 48% 22%
20/0
27 BD 276 = 72% 20% 5% &
27 DD 276 62% 34% -

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

Mol | Chain | Length Quality of chain
28 BE 206 64% 29% “6% -
28 DE 206 63% 27% % -
29 BF 210 68% 25% o
29 DF 210 53% 38% % e
30 BG 182 = 64% 25% BT
20%
30 DG 182 46% 42% 0% -
31 BH 180 % 66% 28% P
31 DH 180 ﬁ 58% 32% To% .
32 BI 148 ./° 61% 28% 0% .
32 | DI gy | — o7 2% 5
33 BN 140 = 69% 26% 5%
33 DN 140 60% 34% 6%
34 BO 122 : 64% 34% B
34 DO 122 : 62% 34% -
35 BP 150 : 67% 26% “6% -
35 DP 150 : 56% 35% T
36 BQ 141 : 63% 35% B
36 DQ 141 = 57% 35% T
37 BR 118 = 61% 30% T
37 DR 118 64% 30% “o%
38 BS 112 66% 28% B
38 DS 112 == 47% 42% BT
39 BT 146 : 56% 30% T 7
39 DT 146 : 55% 26% % 10%
40 BU 118 : 76% 19% o

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

Mol | Chain | Length Quality of chain
40 DU 118 = 62% 31% 5% -
41 BV 101 71% 21% 8%
41 DV 101 61% 33% Yo%
42 BW 113 7% 18% o
42 DW 113 : 69% 26% o
43 BX 96 : 72% 26% -
43 DX 96 = 71% 27% -
44 BY 110 58% 36% T
44 DY 110 = 65% 29% o
45 BZ 206 : 56% 23% R
45 DZ 206 = 41% 38% T 16%
46 BO 85 65% 27% “6% -
46 DO 85 == 61% 28% 8%
47 B1 98 = 81% 4% ..
47 D1 98 = 60% 34% 5% -
48 B2 72 : 64% 32% -
48 D2 72 58% 33% T6% -
49 B3 60 65% 28% 5% -
49 D3 60 = 60% 37% T
50 B4 71 m— 48% 30% 18% -

5%

50 D4 71 39% 44% 4% .
51 B5 60 65% 30% o
51 D5 60 7% 22% N
52 B6 54 69% 24% “6% -
52 D6 54 = 69% 24% “6% -

Continued on next page...



Page 7 Full wwPDB X-ray Structure Validation Report 1VY6
Continued from previous page...
Mol | Chain | Length Quality of chain
53 B7 49 71% 229, -
53 D7 49 = 61% 31% T6% -
54 B8 65 66% 31% T
54 D8 65 42% 52% 5% -
55 B9 37 = 84% 4% .
55 D9 37 49% 49% o
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2 Entry composition (i)

There are 60 unique types of molecules in this entry. The entry contains 289646 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 Ribosomal RNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O P
L AA 1498 32205 14333 5970 10404 1498 0 0 0

Total C N O P
1| CA 1503 39312 14381 5990 10438 1503 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2| AB B e nm s s s 0 0 0
2| B B e ner s s 0 0 0
e Molecule 3 is a protein called 30S ribosomal protein S3.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 AC 206 ?gt;;l 9(7]6 31(\)12 2(7)3 ? 0 0 0
s cC 206 ?‘;El 938 31(\)IO 2(7)3 ? 0 0 0
e Molecule 4 is a protein called 30S ribosomal protein S4.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 AD 208 ?2';1 10C40 3§6 2(836 § 0 0 0
4 CD 208 ?2;?)1 1027 31§2 224 g 0 0 0

e Molecule 5 is a protein called 30S ribosomal protein S5.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#entry_composition
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
5 AE 148 1129 714 213 198 4 0 0 0
Total C N O S
5 CE 148 1133 716 214 199 4 0 0 0
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 100 806 511 143 149 3 0 0 0
Total C N O S
6 CF 100 816 516 146 151 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 155 1231 766 243 216 6 0 0 0
Total C N O S
7 CG 155 1235 769 244 216 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 137 1088 689 206 191 2 0 0 0
Total C N O S
8 | CH 137 1088 689 206 191 2 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
9 | Al 127 083 623 193 167 0 0 0
Total C N O
) CI 127 978 619 190 169 0 0 0
e Molecule 10 is a protein called 30S ribosomal protein S10.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
10 Al 97 709 440 138 131 0 0 0
Continued on next page...
gPDB
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

10 CJ %6 T701t4iL l 45115 11;3]8 1(?31 0 0 0
e Molecule 11 is a protein called 30S ribosomal protein S11.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 AK 14 1;30531 5(136 11;5 1?5 § 0 0 0
1 CK 14 T80?f§ 1 5(119 115\16 1(5)5 2 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
12 AL 122 1;)0;31 525 112\3]5 1(539 ? 0 0 0
12 CL 122 1;)0;31 535 116\315 1(5)9 ? 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
13 AM 123 1;)0;; l 5(932 112\9]8 1(36 g 0 0 0
13 CM 122 1;)0;(?1 5;36 115\;7 1(6?5 g 0 0 0

e Molecule 14 is a protein called 30S ribosomal protein S14 type Z.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR HEEEEE
IR H IR ERE
e Molecule 15 is a protein called 30S ribosomal protein S15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR T HEEERE
IRDERE T HEEERE
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e Molecule 16 is a protein called 30S ribosomal protein S16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
16 AP 82 T;SO; fl 423 11;4 1(1)3 ? 0 0 0
RSN T T I

e Molecule 17 is a protein called 30S ribosomal protein S17.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
17 AQ 9 T802t3a l 5(;8 1121 122 2 0 0 0
17 cQ 9 T802t§L l 538 1121 122 2 0 0 0

e Molecule 18 is a protein called 30S ribosomal protein S18.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
18 AR 08 T505t; 1 3(535 11518 E())Q 0 0
18 CR 08 T5O5t5a 1 3?5 11(\)18 902 0 0

e Molecule 19 is a protein called 30S ribosomal protein S19.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
) As | w0 | 0|0
19 3 83 I;)’Oéltg 1 4?2 11;]9 1(1)3 g 0 0 0

e Molecule 20 is a protein called 30S ribosomal protein S20.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
20 AT %6 1;();; l 426 12]6 1(2)4 ; 0 0 0
20 T %6 T702t;L l 45136 12]5 1(2)4 g 0 0 0

e Molecule 21 is a protein called 30S ribosomal protein Thx.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
21 AU 23 199 122 48 29 0 0 0
Total C N O
21 CU 23 199 122 48 29 0 0 0
e Molecule 22 is a RNA chain called mRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
22 AV 13 277 125 51 88 13 0 0 0
Total C N O P
22 Cv 12 252 115 46 80 11 0 0 0
e Molecule 23 is a RNA chain called Cytidine-Puromycin.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
23 AW 2 54 31 10 12 1 0 0 0
Total C N O P
23 CW 2 54 31 10 12 1 0 0 0
e Molecule 24 is a RNA chain called P-site tRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P S
24 AX 76 1635 731 296 530 76 2 0 0 0
Total C N O P S
24 CX 76 1635 731 296 530 76 2 0 0 0
e Molecule 25 is a RNA chain called 23S Ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
25 BA 2819 60729 27026 11370 19515 2818 0 0 0
Total C N O P
25 | DA 28001 60311 26840 11284 19388 2799 0 0 0
e Molecule 26 is a RNA chain called 5S Ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
26 | BB 120 2573 1146 476 832 119 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 P
26 DB 120 2573 1146 476 832 119 0 0 0
e Molecule 27 is a protein called 50S ribosomal protein L2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
27 BD 275 2136 1349 423 361 3 0 0 0
Total C N O S
27 DD 275 2136 1349 423 361 3 0 0 0
e Molecule 28 is a protein called 50S ribosomal protein L3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
28 BE 204 1559 985 298 270 6 0 0 0
Total C N O S
28 DE 204 1559 985 298 270 6 0 0 0
e Molecule 29 is a protein called 50S ribosomal protein L4.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
29 BF 203 1584 1009 298 275 2 0 0 1
Total C N O S
29 DF 203 1580 1007 297 274 2 0 0 1
e Molecule 30 is a protein called 50S ribosomal protein L5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
30 BG 181 1425 914 256 251 4 0 0 0
Total C N O S
30 DG 181 1424 911 258 251 4 0 0 0
e Molecule 31 is a protein called 50S ribosomal protein L6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
31| BH 174 1330 845 248 236 1 0 0 0
Total C N O S
31 | DH 174 1330 845 248 236 1 0 0 0
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e Molecule 32 is a protein called 50S ribosomal protein L9.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
| B M6 e e e a | 0 | 0 |0
32 bl 146 ?ggall 6?0 11;16 184 ? 0 0 0

e Molecule 33 is a protein called 50S ribosomal protein L13.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
33 BN 140 ?itlz;l 7?9 21(\)17 127 ZSL 0 0 0
33 DN 140 ?itlz;l 7C119 21(\)17 127 ZSL 0 0 0

e Molecule 34 is a protein called 50S ribosomal protein L14.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
w B0 | s s | 0 | 0|0
w00 | g s s | 0 |0 |0
e Molecule 35 is a protein called 50S ribosomal protein L15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
35 BP 149 ?1)?3? 7%6 21?\)10 1(9)6 § 0 0 0
35 bp 149 ?iggl 7%6 21?\)10 1(9)6 § 0 0 0

e Molecule 36 is a protein called 50S ribosomal protein L16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
36 BQ 141 111(1)?2l 7(135 211]2 128 ? 0 0 0
36 | DQ 141 Total = € = N O ? 0 0 0

1122 715 212 188

e Molecule 37 is a protein called 50S ribosomal protein L17.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
37 BR 118 968 604 203 160 1 0 0 0
Total C N O S
37 DR 118 968 604 203 160 1 0 0 0
e Molecule 38 is a protein called 50S ribosomal protein L18.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
38 | BS 110 877 553 175 149 0 0 0
Total C N O
38 | DS 110 870 549 173 148 0 0 0
e Molecule 39 is a protein called 50S ribosomal protein L19.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
39 BT 131 1091 680 225 185 1 0 0 0
Total C N O S
39 DT 131 1083 675 224 183 1 0 0 0
e Molecule 40 is a protein called 50S ribosomal protein L20.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
40 | BU 116 959 608 201 149 1 0 0 0
Total C N O S
40| DU 116 959 608 201 149 1 0 0 0
e Molecule 41 is a protein called 50S ribosomal protein L21.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
4| BV 101 771 495 140 135 1 0 0 0
Total C N O S
4 bV 101 771 495 140 135 1 0 0 0
e Molecule 42 is a protein called 50S ribosomal protein L22.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
42 BW 12 86 557 174 153 2 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
A L
e Molecule 43 is a protein called 50S ribosomal protein L23.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR T T H NN
L I L L
e Molecule 44 is a protein called 50S ribosomal protein L24.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
e L A I O I L L
wov | e S om0 | 0|0
e Molecule 45 is a protein called 50S ribosomal protein L25.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
45 Bz 17 ?‘;ZZI 8(6]2 214\113 222 g 0 0 0
15 bz trd 1122%1 8(730 214\1]3 225 g 0 0 0
e Molecule 46 is a protein called 50S ribosomal protein L27.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
46| BO 53 ‘@5 00 130 100 1 0 0 0
% Do 53 ‘@5 00 130 100 1 0 0 0
e Molecule 47 is a protein called 50S ribosomal protein L28.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
a7 | Bl o7 s am s 131 ¥ ¥ ¥
a7 Dl o7 T am s 131 ¥ ¥ ¥

WO RLDWIDE

PROTEIN DATA BANK



Page 17

Full wwPDB X-ray Structure Validation Report

1VYG6

e Molecule 48 is a protein called 50S ribosomal protein [.29.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L I I L L
48 b2 70 gogg l 3%5 11118 1%)3 2 0 0 0

e Molecule 49 is a protein called 50S ribosomal protein L30.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
19 | B3 59 o o . 0 0
49 | D3 59 ol s o 0 0
e Molecule 50 is a protein called 50S ribosomal protein L31.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
50 | B4 69 T5°5t§“1 329 91\; 9% i 0 0 0
50 | D4 69 o o o 0 0 0
e Molecule 51 is a protein called 50S ribosomal protein L32.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
51 | B 59 ?;;1 235 812 706 g 0 0 0
51 | D5 59 1;;;1 2;35 812 706 g 0 0 0

e Molecule 52 is a protein called 50S ribosomal protein L33.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
52 | B6 53 ngl le ; ;)7 2 0 0 0
52 | D6 53 1};;1 2(739 ; ;)5 2 0 0 0

e Molecule 53 is a protein called 50S ribosomal protein L34.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
53 B7 18 418 257 104 55 2 0 0 0
Total C N O S
53 D7 48 418 257 104 55 2 0 0 0
e Molecule 54 is a protein called 50S ribosomal protein L35.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o4 B8 64 511 328 99 82 2 0 0 0
Total C N O S
o4 D8 64 517 331 102 82 2 0 0 0
e Molecule 55 is a protein called 50S ribosomal protein L36.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
%5 B9 37 307 188 68 47 4 0 0 0
Total C N O S
%5 D9 37 307 188 68 47 4 0 0 0

e Molecule 56 is MAGNESIUM ION (CCD ID: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg
56 | AA 187 & 1 0 0
56 | AD 1 Toltal N{g 0 0
56 | AE 9 Total - Mg 0 0
9 9
56 | AF 1 Toltal Dﬁg 0 0
56 | AK 1 Toltal N{g 0 0
56 AL 1 Toltal N{g 0 0
56 | AM 1 Toltal N{g 0 0
56 | AN 1 Toltal N{g 0 0
5 | AX 7 To;al M7g 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg

56 | BA 675 PR 0 0
Total Mg

56 | BB 18 5 s 0 0

5 | BD 8 Total - Mg 0 0
s 8

5 | BE 6 Total -~ Mg 0 0
6 6

56 | BF 5 Total = Mg 0 0
5 5

56 | BG 3 Total - Mg 0 0
3 3

56 | BH 1 Toltal hgg 0 0

56 | BN 2 Total - Mg 0 0
2 2

56 | BO 1 Toltal N{g 0 0
Total Mg

56 | BP 4 PR 0 0

56 | BQ 3 Total - Mg 0 0
3 3

5 | BR 3 Total -~ Mg 0 0
3 3

5 | BU 5 Total = Mg 0 0
5 5

5 | BV 3 Total = Mg 0 0
3 3

56 | BW 4 Total = Mg 0 0
4 4

5 | BX 3 Total = Mg 0 0
3 3

56 | BY 9 Total = Mg 0 0
2 2

56 BYZ 1 Toltal l\gg 0 0

56 | BO 5 Total Mg 0 0
5 5

56 B3 9 Total = Mg 0 0
2 2

56 | B4 1 Toltal hgg 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

5 | B 9 Total - Mg 0 0
9 9
Total Mg

56 B7 4 PR 0 0

5 | BS | Toltal N{g 0 0

5 | B9 | Toltal N{g 0 0
Total Mg

56 | CA 154 e 0 0

56 | CE 9 Total = Mg 0 0
9 9

56 CF 1 Toltal hgg 0 0

56 CJ 1 Toltal N{g 0 0

56 | CK 1 Toltal N{g 0 0

56 | CT 1 Toltal N{g 0 0

56 | CX 1 Toltal N{g 0 0
Total Mg

56 | DA 595 . 0 0
Total Mg

56 | DB 12 1 0 0

56 | DD 9 Total = Mg 0 0
9 9

5 | DE 5 Total = Mg 0 0
5 5

5 | DF 3 Total = Mg 0 0
3 3

56 | DG 1 Toltal l\gg 0 0

56 | DN 1 Toltal l\gg 0 0

56 | DP 1 Toltal l\gg 0 0

56 DQ 3 Total Mg 0 0
3 3

56 | DR 9 TOQtal hgg 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 | DT | Toltal N{g 0 0
5 | DU | Toltal N{g 0 0
5 | DV 2 Total Mg 0 0
2 2
5 | DW 9 Total - Mg 0 0
2 2
5 | DY | Toltal N{g 0 0
56 DO 1 Toltal hgg 0 0
56 D3 1 Toltal hgg 0 0
56 D5 1 Toltal N{g 0 0
5 | D7 | Toltal N{g 0 0
56 DS 9 Toztal N;g 0 0

e Molecule 57 is IRON/SULFUR CLUSTER (CCD ID: SF4) (formula: Fe,Sy).

FE4

Fa

SF4

S3

FE1

Fe

Fe s
S4
S1 FE3
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Fe S
57 AD 1 3 i 4 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Fe S
57 CD 1 3 i 4 0 0

e Molecule 58 is ZINC ION (CCD ID:

ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf

58 AN 1 Total Zn 0 0
1 1

58 BY 1 Total Zn 0 0
1 1

58 B4 1 Total Zn 0 0
1 1

58 B5 1 Total Zn 0 0
1 1

58 B6 1 Total - Zn 0 0
1 1

58 B9 1 Total - Zn 0 0
1 1

58 CN 1 Total Zn 0 0
1 1

58 | DY | Toltal Zln 0 0

58 D4 1 Total Zn 0 0
1 1

58 D5 1 Total Zn 0 0
1 1

53 D6 1 Total Zn 0 0
1 1

53 | D9 | Toltal Zln 0 0

e Molecule 59 is POTASSIUM ION (CCD ID: K) (formula: K).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
59 | AX 1 Total - K 0 0

1 1
59 | DA 1 Toltal If 0 0

e Molecule 60 is water.
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Mol | Chain | Residues Atoms ZeroQOcc | AltConf

Total O

60 AA 165 165 165 0 0

60 | AJ | Total - O 0 0
1 1
Total O

60 AL 3 5 5 0 0

60 | AP | Toltal c1> 0 0

60 | AU | Toltal (1) 0 0

60 | AV 2 Total - O 0 0
2 2

60 | AW 3 Total O 0 0
3 3
Total O

60 BA 924 094 994 0 0
Total O

60 BB 27 o7 o7 0 0
Total O

60 BD 6 6 6 0 0
Total O

60 BE 8 3 3 0 0
Total O

60 BF 6 6 6 0 0

60 | BG 1 Total - O 0 0
1 1

60 | BH 1 Total - O 0 0
1 1
Total O

60 BN 3 3 3 0 0

60 | BO 1 Total - O 0 0
1 1
Total O

60 BP 14 14 14 0 0
Total O

60 | BQ p A 0 0

60 | BS 1 Total - O 0 0
1 1
Total O

60 BT 4 4 4 0 0
Total O

60 BU 2 9 9 0 0
Total O

60 BV 5 5 5 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
60 | BW | Tofal (1) 0 0
Total O
60 BX 2 5 5 0 0
60 | BZ | Total - O 0 0
1 1
Total O
60 B0 4 4 1 0 0
Total O
60 B1 2 9 9 0 0
60 | B2 1 Total - O 0 0
1 1
60 | B3 1 Total - O 0 0
1 1
Total O
60 B5 2 9 9 0 0
Total O
60 B7 2 9 9 0 0
Total O
60 B 8 3 3 0 0
Total O
60 CA 113 113 113 0 0
Total O
60 CE 2 9 9 0 0
Total O
60 CJ 2 9 9 0 0
60 | CL 1 Total - O 0 0
1 1
60 | CO 1 Toltal (1) 0 0
60 | CW 1 Toltal (1) 0 0
60 | CX 1 Toltal (1) 0 0
Total O
60 DA 689 689 689 0 0
Total O
60 DB 9 9 9 0 0
Total O
60 DD 11 1 1 0 0
Total O
60 DE 5 5 5 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O

60 DF 6 6 6 0 0

60 | DO | Toltal (1) 0 0
Total O

60 DP 6 6 6 0 0
Total O

60 DU 3 3 3 0 0

60 | DV | Toltal ? 0 0

60 | DW | Tolta’l ? 0 0
Total O

60 DX 3 3 3 0 0
Total O

60 DO 5 5 5 0 0

60 | DI 1 Total - O 0 0
1 1

60 | D3 1 Total - O 0 0
1 1
Total O

60 D8 3 3 3 0 0
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3 Residue-property plots (i)

These plots are drawn for all protein, RNA, DNA and oligosaccharide chains in the entry. The

first graphic for 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). Stretches of 2
or more 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.

e Molecule 1: 16S Ribosomal RNA

14%

42%

42%

3%

Chain AA: &

9€TD

veETY

T€10
0ETY

6210

9C1d

1210
0zTV

+

[43%]
TT1D
0TTD
60TV
801D
LOTD

® €010
201D

007D
660

€60

060

LLD

161D

168TD
A681Nn
£681d
168T1D

D681H

2810

081N
6LTY
8L1D
LLTD

SvED

£ven

Ted
oven
6E€D
8eeY
LEED

CEED
TEED

6CEV

92ED

veed

Teey

91€D

90€D

T0€D

00€V
662D

6%%0
8YvV

SY¥0
i447
E£%%0
(4474
13444
6E7Y
8€¥D
Le7N
9E7D
SEYD

8¢¥D

Levn

SCT¥D
wZvd

T2vn

81%D

4544

(4544
2544

60%D

LO¥D

vovn

20%D
T0%0

86€D

£6eY
26ED
T6€D
06€D
68€V

L8N

S8€0

S¢S0

1

€150

905D
S0SD

€050
208D

8670

vevn

167D

€870

SL¥D

TLYD

LS%D

%290

(4421
129V
0290
6790

L19D
919D

809V

L

209y
T09D

663D
8650

765D
€690

i

6850

189D

® 989D
789D

283N
189D
0850

L1SD

27514

LSV
T.80

895D

99869

%930

299D
T9S0

855D
2ssn

17880

PTLD
€TLD
CTLY
TTLD

S69V
769V

169D
069D
6890
889D
L899V

989D
789V

0890

.90

SLoV
79D
€199

TL9D

199D

S99V
799D
€99V
299D

1599
9590

€99V
2590
17890
0599

99D
€%90
cyov

LE9D
9€9N

7€90

T€9D

o
629D

9zon

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe


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

Full wwPDB X-ray Structure Validation Report 1VY6

Page 27

6,80

11,80

cL8Y

698D
898D

658V
8589

€589

768D

8%80

6£80

Ll

828V

928D

Ll

L18D

ST8V
vi8y

s

8869

986V

286N

8L6Y

696V

L96D
9969
S96V

1960

L9560

9960

€569
2560
156D

L%6D

090TD

L5019

75010

-

L1019

STOTV
Y101V

0T0TD
600TD

L00TD
90010

[ ]
® VIO00Td

12110

6TTTD
8TTTID

® 9011D

660TD

€90T0
290TNn
T901D

66710

L6TTD
96710
S6TTO

06TTD
68110

L8T1D

[4:19%))
T8TTD

8LTTD

99119

Y911
€9TTD

6STTN
8ST1D

TSTTY

6%110
8¥11n
LY110

SYT10
4425

(4425

0%TTO
6ETTD
8ETTD
LETTD

SETTN
YETTD
€ETTD
CETTO
TETTD

8CTTO
LTTTD

TLTTD
04210

89CTV

%9210

29210

6GCTO
8GCTH
PAstANI
98CTY
SSCT1D

€921
TseTy

6%CT0

9%CT0

[aZA4%]
15445

6ECTY

LETTD

€ECTD

62CTY

92CT0
SCTTY

L

€2CT0

12ed
021D
61210
81210

91CTH

e1eTY
zrein
T
(24 %)
6021

902TH

¥0T1V

20zTH
1021V

8EETD

EEETY

TEETD
0EETN

8CZETD
LCETD
9CETD

veerv

€CTETH

T2ETD

8IETV
L1€1D
9TETH

v1e1d

TIETD

60€TD
80€TN

33

00€TH

86210
L6210

S62TH

T621D
062TD

88CTV

90710

[49745]

00%1D
66€TD

L6ETD
96ETY

veeETV
€6€TN
C6ETD
TeeTn
06€TN

€8ETD

SLETV

vLETY
€LETD
CLETN
TLETD

69€TD
89€TH
L9ETD
99€T1D
S9ETD

VEOETV

9SETD

oveTY

COSTV

66VTV

L6%1D

v6¥1D

06%1D
6871D

L8%1D
98%1D

0L%1D
69%1D

99%1D

F

8SV1D

® 9S¥TD

® L¥PIV

S¥¥10

evvId

8EVTD

9EVIN
SEVTD

CEVTD
TEVTO

8CHIV
L2910

Sevin

(4425

B617TD

1545

7ivin

607D

62STD

§2STD

LTIGTD
9181D
STS1D
Y1810
EISTY

TIS1D
01STN

LOSTY
90STN
S0STD

16S Ribosomal RNA

e Molecule 1

14%

N m O~ ® <+
N~ NN~ N~ 0 0O

45%

[ ] 2] S n 0 O 10 © ©
v O o o o < SRS S o

40%

6%

Chain CA

0 o O
© O N~
(ST

~
©
o

N M
® M
< <

oTY

3

891D
L9TD

S910
7910

29TV
191V

891D
LSTD
9G1D

810
€381

9%1D
SPID
7vid
EVIV

6ETD
8ETH
LETD

CETD

0ETY

6210

pras)
921D
SN

1210
0zTV

91TV

viin

0TTD
60TV

901D
S0TD

€01D

660

€60
26D

060

0SeTv

L¥TH

15444

%20

9€TH
SGE€TO

6zen
veed

eeen
zeen

3

vozn
€020

L6TY

O

R LDWIDE
PROTEIN DATA BANK

S6TV
7610
€610

161D

0610
681D
681N
£681D
16819
H68TD
D681D

a6810

06810

8810
1810

2810

0810

8L1D
LLTD
9.10

.10
€70

TLIV
0L1n

W



Full wwPDB X-ray Structure Validation Report 1VY6

Page 28

0S€d

9¥ed
S¥E0

even

4474

(4474
11478

61%0
81%0

4544

0T¥%D

it
L

+

€6EY
z6ED
T6ed
06€D

88€D

98€D

¥8ed
€8EY

1

goen
voev

09€V
6sen
8sen

8TV
290

08S0

€65V

i

€23y
2esed
129D
0TSy

818D

STSD
71390
€150

1180
0TSV
60SV

TS0
0S.D

8%.L0

S%L0

TvLD
TvLD

8E€LD
veLD

EELY
TELD

6190

9.9V
SLOV

780

6€80
8€8D

SE8N
€80

Tesn

9281

+

1180
918V
ST8V

208V

i

161D

veLY
€6.0
6Ly
16D

68.L0

L8LY

S8.LD
¥8L0

8LV
T8LV

LLLY

YLLD

69.LD
89LYV

3

99.LY

¥9.LD

091D

85.LD
L5.0

SS.LD
%5L0

06D
6€6D
8E6Y

9€60D

€60

9069
TO6Y
006V
T68n
068D
688V
v88n

0880

8189
1180

S.80

080
698D

1

S98Y

898D
198D

S68D
7589

6780

® €007
o
® VI00Td
TOOTV
00010
6660

T¥6D

29010

090TD
6S0TD
850TD
LS0TD

SSOTY
75010

L

® 8%01D
® L¥01D
9%0TV
® S¥0TD
4494

SEOTY

7€0TD

L20TD
920TD

€20TD

12019

8T0TD
® L101D

STOTV
Y101V
€10TD
21010
TT0TD

600TD
800TD
L00TD

17425
€CTTY

12110
0ZT1H

L]

8TTTD
® LITID
L]
L]

%1110

CcOoTTY
TOTTV
00TTD
660TD
860TD
L60TD

%6019

60TV

06010
680TD
880TH

98070
%8019
18019

080TV
6.L0TD

LL0TD
9L01D
SL0TD
%L01D
€L010
CLOTD

69010

€90TD

68TTD

L8T1D
98T1D
S8TTD
78T1D

28T1D
T8T1D
08TTYV

L

YLTTD

F

CTLTTD

T€CTH

62CTY

S9T10
79110
€9T1D
29110

-

8STTID

[
@® SST1D
[

€GT1D

TSTTY

@ 69110

SP110
4435
EVTITD
(442 %]
T%110

9ETIN
SeTIN
YETTD
€ETTD

0ETTV

LZT1D

ST

TSCTV

® 6%210

Lv2in
izan)
izan 4
v¥C10

® LET1d
® 9€TIv

@® €€21d

92T

€220

0zeTd
61210
81210

911D

71210
® €121V

11210
[ x4%)
60CTD

90219

v0TTY

T0CTY

86TTD
LBTTD
96710
S6TTD

[4:1a%)
T6T1V
@® 06T1D

LTETO

9TETD

Y1€10

90ETY

%0€1D
€0€TD
2oeTn
T0ETN
00€TD
66CTY

S62TH

€62TD
[4:1aN]
16219
@ 062TD

¥.,21D

2LTTD

021D
69CTY

L9T1D

%9210

09210
6G2T0

@ LSsZin

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 1VY6

Page 29

8LETD

9.ET0

VLETY
€LETD
CTLETN

69ETD

L9ETD

99€1D
°
®
@ VE9ETV
(]
® T9ETD
(]

6SETD

® SSETD

CTSETD

6YETY
87ETN

[4i4 %)
LYYV

4442
L4745
acvyIv

BEVTD
8EVTD

9EYIN
SEFTD

EEVTV

TEVTID
0EVTD
(1442
8TYTIV
L2910

14491

€TVTD
(4445

[(154%)

EIvIV
(4545

+

90¥10n

(4042

00%1D

TeeTn
06€TN

88ETD
L8ETD
98€TH
G8ETD

€8ETD

T8ETN

e Molecule 2

B6LETD

@® 2esin

meﬂU
mumﬂu
(4<3%)
61STV
8TSTV

91STD

Y1STO
E€ISTVY

TTIS1D
0TSTN
meHo
90810
S0STD
081D
€0STY
COSTY
TOSTD

L6VTD

96¥%10

76710

06%TD
6871
881D
L8%1D

0L%1D
69%1D
89VTV

eids)

-

8S¥TD

9S%1D

308 ribosomal protein S2

«  10%

10%

39%

39%

11%

Chain AB

T8A
081

8.b
LLY
9.0

O%H

€EX
[4%
TEX

Lex
92d

i£4:
€y
{49

2
+

81D

(4%
T
07T

L

€STY

3

8ETT
LETY

b

€ETH

9214
S¢1d

2etd
1211

61Td
8TT1

9T1d
STTT
CITA

60TS

SO0T4d

® TOTH

001D

S60

T6d
06

88V

06TL

Y8TA

2811

@ 0871

8.74

9,73

0.1
691X

L91d

308 ribosomal protein S2

e Molecule 2

20%

[N N )
o
~
[

.
[

o - ~ oo

© © © © ©

(=) oA

10%

10%

45%

O%H

Sed

€EX

® T€i

35%

Chain CB

® T€1d

STT1
435

CTTA

g8Y
ved
€8I

T0CI

o
@® 6614

L6TA
96TT

® v61d

Z61S

LN
S
@
-
=

30S ribosomal protein S3

6TT

(47438

6ETH
® 8ETl

® %€td

e Molecule 3

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 1VY6

Page 30

80/0

3

14%

34%

49%

Chain AC

0LA

® 89

L9L

79A

29a

694
854

98d

® SSA

6€1

sed

(49

o
)
I‘:I

8zb
Lo
9¢H

vev
€CTA
(440

ozs

w0 O
=
I3m

914

® SIL

€19
(43!

81

9H
SI

[43)

9974
S9TL
o1

LSTI
9GTH

¥S1S

CSTI

*

81D

448

ovTY

verI

€74

8¢T4d

¥erI
£2Th

1244
0ZTA

STTT
¥11d

C1is
1111

7010

T0T1

308 ribosomal protein S3

e Molecule 3

R

<

—

N

~

®

—

@

R

(o2

<
BN
@
—

=

o

<

(@)

oSV

LY1
ovd

]
Ey
)

g=g=g ek as
= > a 2 H @

0ozs
614
8TM

914

e ¥II

,\+
©
Iq

o0 oo
©
=]

®
[
[

S9TL

H

9GTH
® SST1D

TSTA

Al

771S

® CYIN

T71A

LETY

0ETA

SeTd
442}

[44%S

1

8TTD

9TTA

1111
OTTN

80TN

S0Td

TOTT

S84

€84

LLT

€.d

e %021

TOZA

66T
86TA

® S6TA

b

® T61L
0674

1

98Td

T8TN

6L14

LLTL
9LTH
SLTT

® <T.L1d

0LTD

308 ribosomal protein S4

e Molecule 4

7%

29%

63%

o
o oo o o [N
] oS 0y W0
5 X A <4

11%

Chain AD

L0714
90TX&

€0TN
@ <201da

N M
© ©
(=g~

DO
n © ©
/Mo

-
®
o

]
N
P

© o
-
B

b

30S ribosomal protein S4

0
-
=]

o
-~
~

o
-
~

] © o
Ia:l> °

081D

8LTA

® ELIM
¢L1d

YITY

2911

65TY

CSTS

0STa

+

LiA%:

6ETYH

L]
LETS

7ETA

6CIN
8CTA
1211

€CTH
0ZT11
611D

81Ty

STTY

b

e Molecule 4

TTTV

7021
€02

102D
00ca

+

061a
68Td

c8TA
T8I

7%

35%

57%

11%

Chain CD

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 1VY6

Page 31

)
~
[N

®
~ o~
© ~
I’-.1L"1

S94
%91
€93

194
093

891
LS4
9GA

T4d
0S8y

PAZS

©
N
B4

Ll

)
<
(=4

]
)
>

< w0
M M
Mo

o o
q m0
©OXO

LTA

STd

€Td

0Ty

€4

® 2911

® 097d
65TY

LSTT

€5TY

TSTH

1

e 7vvia

6ETY

SETT
e 7©EId

b

6CTN

L2TL

81Ty

STTY

80TT

€0TN

0074

[

o
©
=
=

864

76T

168

88A

984
S8)

6024
80Cs

e{ofacs

€0CA

68Td

78Tx

308 ribosomal protein S5

e Molecule 5

7%

—
57%

9%
(X X}

6%

29%

Chain AE

96d
S6vV

{438

[

© I~
® ©
< n

°
~
I~

In‘1

NEd
N
[T

® 0O HN
© © N~~~
H > A o

SSGA

€461

084

LYY

THA

Ll

30S ribosomal protein S5

6€D
ged

SED

T

j44:

1144

L

971

€11

OTW

TST1

671

Ly1a

YyIL

{47458

ovTYd

SOTA

(494

e Molecule 5

® O00TA

9%

7%

37%

47%

8%

Chain CE

® L9\
99

794

ooV
T9X

659D

LS4

SSGA

083

L¥d

v¥0

9ea

veA
€EA
(4N

-
™
|

8
&

44

6T

©
=
=

o o
)
~
H:I

oo
15]

L%1d

17495

16T

08I

8LH

9.1

0Ld

0STH

30S ribosomal protein S6

e Molecule 6

6%

084

8.4

9LV
SLT

CTLA

694

LOW

SOA

38%

191

(78

SSa
5!

0SA

L

iz

7D

0%A

SEV

€EX

59%
|

921

45

(4

STa
4%

TIN
011

81
LN

Chain AF

308 ribosomal protein S6

00TN
66Y

164

264

06A
68

e Molecule 6

184
984

5% -«

33%

61%

2%
n

Chain CF

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 1VY6

Page 32

89d

~
©
I=

0
©
=

™
©
=

[
el
>

t

0G4A

o < o
g5 :ql'

~
%)
=

e Molecule 7

00TN
66V

1,64

06A

30S ribosomal protein S7

——
5%

28%

66%

10%

Chain AG

89
08A
6.4
8.4

€94

8Gd

i

T80
0SI
671
8¥i
L¥D

sva

[472%

ovv

8€1

ey
TEW
0eI

308 ribosomal protein S7

e Molecule 7

.
o oo

31%

64%

13%

Chain CG

08A

©
~
e

N
~
=]

294
® T9A

PActc

SS9

[4sics

671

Sva

(4%

0€I

[ ]
€STH
® TSIV
TSTA

6714
8YIN

PPN
6€TH

8ETA
LETH

SETA

0ETD

9z1a

0zTI
61TH

91TV
STTY
Aax:s

1114

90TH

308 ribosomal protein S8

Y011
€0TM

160

e Molecule 8

S64
764

064

L8A

2%

Chain AH: =

30%

64%

SET

(48
Ted

6CS

9CA

1348

30S ribosomal protein S8

6TA
8Ty
LTL
4%
01T

91

LETA
9ETH

YETI

1

0ETD
6CTA

L2TT

fqicy
[44%:

9TTH

€TTS

[
)
Im1

e Molecule 8

35%

60%

7°/ o

Chain CH: —

9.d
g/
y.d
£.a
zLd
E
894
i
99K
9%
|
09y
69T
-1
18d
B
°
280
TN 1
05
| | BETT
9p) €811
i =
62TA
[ se1d
6€T as
8eI | |
Rt sz1d
| |
yed 6TTT
[ eed | 8T7A
zeN | |
[ored €118
o ogy
628 °
a1
| led L0TT
9zA [ 9019
| | S0TH
0zk | |
6TA 863
[ eta
LIL [
Loy 6k
SIN | |
[ | 88y
011 | ouss
98T
g8y
8y
€8T
° [ |

D E

O R

L DWI
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 1VY6

Page 33

e Molecule 9: 30S ribosomal protein S9

19%

——
7%

41%

51%

Chain AI:

8¥va

e 9%V

e Molecule 9: 308 ribosomal protein S9

9CA

144

1

(U4

©
—
[

©
—
-4

YIA

o000 o
S W~ 0o
RSN RN

9%

744

3

i
47%

0ZTd

8TTA

i

80TA
LOTYH

e %014

T0Td

661

961

50%

44%

Chain CI:

09a
® 654
8SH

TSy
® 091

® €WV

e 1¥A

8ed
Le4

6CN

o00000
<
=
=

o000 o0
©
[T

0T1d

80TA
L0714

o 90TV |
® So01a
7014

@ 1074

® 987\

0
©
I>

€91

82TY
® LTid

e Molecule 10: 30S ribosomal protein S10

8%

35%

54%

14%

Chain AJ:

e 1€D

e Molecule 10: 30S ribosomal protein S10

9Ty

L1d

1

™
-
=]

114

[
.
¥

0
4

861
169

€69
(40

T

8L

13

9%

5%

37%

47%
50%

Chain CJ:

®
[
<
Il-‘

o o0 o o o

o

o
IIIIIIIIIIIIIIIIIIIIII:=d IIIIIIIIIIII

e Molecule 11: 308 ribosomal protein S11

6ed

Led
9€d
€S

(434

0€s

2}
3]
I"’:

® 61IS

e 911

pas

L

<
]
o

o o

© -
= ©
= 2

o - ANM
[N
M= AH

12%

26%

59%

5%

Chain AK: .

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 1VY6

Page 34

e 18

97D

(0)28

[
oMo o NENO o EN®
- g mmm o
(2] > = = = =

(4458

02Td

811D

9TTH

e Molecule 11: 308 ribosomal protein S11

YITA

T11d

L

T01S

660

oo
[}
=

964

20/0

Chain CK: =

12%

29%

57%

84d
LSL

SG%
4L

[4:p)

0G4
6%D

*

oI
6ed

1

ved
€el

0EA

e Molecule 12: 30S ribosomal protein S12

8%

+

6%

23%

63%

5%
Chain AL: T

[
o™
=

20Ty

00TI

864

06A

€8A

€Ld

TLd
0LI
694
S99

TOL

694
8SGA

!

i

152!

¢ WO ® ] o S0 o o
R SRR ] aRe ©
L e A E

(NN )
0
b
~

o
b
~

e Molecule 12: 30S ribosomal protein S12

0CTA

9118

4258

0TTA

8%

29%

61%

4%

Chain CL: -

T.d

99A
S9d

298
TOL
091

8GA

€94

8EL

©
2]
=

[

N ®
M @
o

o)
N
o

~
]
—

® . Il;g |
= = =

€T
(448
1210
0CTA
6114
8118
L1174

2%
€TTY

e Molecule 13: 30S ribosomal protein S13

32

©

3

~

]

N

[3\]

[To)
R
e}
—

=

o=

o]

@)

£80d

0CTH

9TTL

[
(435
TTTY

60TL
@ 807Y

® 901N

70148

664

L6d
961

£64

164
061

[
2883
(LS g

D E

O

R L DWI
PROTEIN DATA BANK

W



Page 35 Full wwPDB X-ray Structure Validation Report 1VY6

e Molecule 13: 30S ribosomal protein S13

28%

. e — —
Chain CM: 50% 37% 10% -«

o0 o o000 oo [ X ) [ ]
|| oMl v © ) ~ Rl ) < w0 o Il
o e = o N 3] ] < & < © © ©
[T [-SN ] o = A= B =4

D16
K27
T49
E50
V54
R55
L56
R57
E58

[ ] [ ] [ ] [ ) [ ] [ ) [ ] 00 [ ] o0
g S i Bl H EEEER 28 22 I C
e Molecule 14: 30S ribosomal protein S14 type Z
18%
. —_— ——
Chain AN: 51% 4% 7% -
(X ] [ ) [ X ] [ ) [ ) [ ) [ ] [ X ]
o< = (&) ~ /M < @ = - O = [ SR Ry << o4 s X a0

e Molecule 14: 308 ribosomal protein S14 type Z

46%

. 1y — —

Chain CN: 1% 4% 16% .
000000 [ X ] 0000 0000

(] o o000
o ) 0ol ¢ © R o
N ~ <& o < < & © [Tt el 0 0 ©
] — HO A <@mNX JdABE>mEX<a

e Molecule 15: 30S ribosomal protein S15

T13
P14
R26
c27
G28
R29
R41

8%
. .
Chain AO: 60% 36% o
[ ] [ ] )
i
e Molecule 15: 30S ribosomal protein S15
7%
Chain CO: 54% 42% o
[ ] [ ] (] [ ] (]
Is & alzlg-g SHESE §I§-§-§-§I-§-E ™53 §I§-§I§-§I§ E‘E‘E'I‘@ &
< W0 O N~ 0
zagegl
e Molecule 16: 30S ribosomal protein S16
18%
. I ——
Chain AP: 52% 28% 13% 7%



Page 36 Full wwPDB X-ray Structure Validation Report

1VY6

0O ~ENN M w o N~ oM N~
N N 0 om o0 o < w0 w0 n w
mEd N HEK A= as o>

o o o o000

s = o =3 re) =3

- = 5 < ©

] A ] ]

o o
< B ©
il\l.\- -

=Y ii=

e Molecule 16: 30S ribosomal protein S16

18%
. I
Chain CP: 49% 36% 8% 7%

V79

() [ X )
[ ] [ ] [ )
o
e Molecule 17: 30S ribosomal protein S17
7%

Chain AQ: 68% 22% 5% 6%

(] [ ] (]
e Molecule 17: 30S ribosomal protein S17

20/0

. a —

Chain CQ: 59% 33% . 6%

[ X ]
o NS WO [N Xe) N Mo — v o)
OO QOO OWBQEONINNNN 5Bl o o
=] n @ AH® m X, m > ©w > 2]

E58
159
L76

NN~ © o Ol® © o ~
& o, EOES 0o ol cEy O 3
A BEB> wn XBEEPE O BP@H O NMBEH O ad< >

e Molecule 18: 30S ribosomal protein S18
5%
Chain AR: T 49% 25% . 23%

- @
IS ]
& 2]
(] [ ]
© ] 0
~ L] @
=] 3] = |

e Molecule 18: 30S ribosomal protein S18

K23
A24
Y34

Chain CR: 44% 31% . 23%

WO RLDWIDE

PROTEIN DATA BANK



Full wwPDB X-ray Structure Validation Report 1VY6

Page 37

cLe

691

794

cod
191

6GS
8G1

Sy ©
Tl vl
~ B

¢Sd

673

L7L

32!
071

LEA
9EN
SEY

eea
[4°1:!

624

921

e€eH

e Molecule 19: 30S ribosomal protein S19

S81

6.1

9.1

iZx:!
€LY

11%

11%

5% o

30%

53%

Chain AS:

€EL

TEI
0€1

e Molecule 19: 308 ribosomal protein S19

11%

5%

53%

30%

23%

Chain CS:

d2IT5R23B 333
[ = o - < =0

o
<
=]

8€ES

9€Y
ges
ven
eel
4.1
1€1

624

Lea

bt

6TA

L14
911

YTH

e o000 0
m_o
Lo B T R o N ]
End >k

e Molecule 20: 30S ribosomal protein S20

14%

9%

8%

30%

53%

Chain AT:

® TlL1

- -

3

00TI

T61
06d

e Molecule 20: 30S ribosomal protein S20

88A
183

S8

1

8%

LLY

9%

6% o

30%

54%

8%

Chain CT: r—

984

O

R LDWIDE
PROTEIN DATA BANK

W



Page 38 Full wwPDB X-ray Structure Validation Report

1VY6

e Molecule 21: 30S ribosomal protein Thx

19%

. .|
Chain AU: 44% 37% . 15%

[ X )
[ | o - < 0 - N
am~ oo oo INES]
B @ BUXH=E ~om

e Molecule 21: 30S ribosomal protein Thx

26%

. I
Chain CU: 37% 44% . 15%

° o o (]
-~ ®o®o -
oW o Il R
lMUQ- le l>‘|h<>'¢-

e Molecule 22: mRNA

25%

R10 @
Wi4 @
R15 @

. I —

Chain AV: 17% 33% . 46%
[ X N ] [ ) [ X ]
o < w0 oO-HANMm

e Molecule 22: mRNA

29%

Chain CV: 21% 25% . 50%

[ ) o 00000

e Molecule 23: Cytidine-Puromycin

Chain AW: 50% 50%

e Molecule 23: Cytidine-Puromycin

Chain CW: 50% 50%

e Molecule 24: P-site tRNA

3%

. -
Chain AX: 38% 35% 26%

o o o T W0 D
< 0 o — [ et &
SO =R o [SR=Ne) S

© =MW o~ oo o ®
N MmmMmmmmon S < w0 0
o TOUODULU= D<= [ S L=} <

(]
- ©
© ©
o o



Full wwPDB X-ray Structure Validation Report 1VY6

Page 39

P-site tRNA

e Molecule 24

25%

38%

36%

Chain CX

©
©
(5]

e
©
o

290
T9D

van
€99

L

6%D
8¥%D

LEV

©
a2}
ID

ved

el
Ted

62D

92H

ven
€20

(4%

e Molecule 25

w
~
[ 3]

0Ld

23S Ribosomal RNA

9%

34%

< o N o ~
Img g .
< ©O < 3]

-

54%

3%
L

Chain BA

Ll

€0TY
201D

+

96D

980

8y

oo
1=}
o

Ll

0sn

+

81D

T

8020

$S02H

66TV

LBTY

S6TV

2610

681D

981D
981N
7810

281V

LLTD

SL1D

TL1D

¥%910
%910

1970
0§10

910
YEVID

(4444
15444
0%1D

6ETD

L2TY

SCTd

1210
0zTNn

011D
607D

votn

JTLTD

vclen

ATlen
XT.2D

F

"TLZD

072D
NT.LZ0
WTLZD

ATLTN

IT.L2D

arien

viLev

S9cv

[Ac(4]

T8V
0G2ZH

8
LT

S

[474%

SETN

CETH
TETO

8¢V

1444

eeey

0zed
612D
81CV

912V

%4
[4%4]

YEOEY
€9€D

19€D
09€D

LGEV
9G€D
SGED

T9€D
osen

Ted
ovey

LEED

L

€EED

TEEV

62€D
8zen

veev
€2ed
ceey

TTEY

60€D

L0€D
90€eN

€0en
20€d
T0€D

662V

3
L

082D

IcLzn

qzLed

69%D

09%Y
65¥0
85¥D

L3

i

8EVD

8ThY

Tevn

F

4574

(4544

6070

L0%D

00%D
66€D

96€D

€6€0
26€0
T6€D

78eN

118D
9.L€D

99€D
S9€D
79€0
JE9EY

JE9ED

SLSV

TLSV

045D
6950
89sn

S950

1880

9980
kel

8¥SY

S%5D

9ESY
SESD

€E€SD

L2390
928y

02sd
6150

L15D

€TSY
[45=p]
1180

6050
808D

S0SY
70sn

767D

S8%0
¥8%0

6.7V

@® 0TS99

8%9D
L%9D

vyov

0%9D
6€90

LEQY

709D
€09V

€69D

9,50

VLY

7LD
ov.L0
6ELD
8ELD

€ELD
CTELD

0€.LD
6TLD

oLy

L1LD

004D
669V

7690

2690

689V
889N
1890

789D

T.90

0999

8590
590

SS9V

€59V

Nzs9d
123990
STS9D

T8y
0¥%80
6€8N

£€8N

TE€8D
0€8D
628Y

508D
208Y
108D
008v

161D
96.LD

€6.LY

88LY
8.0

€8LY
T8LY

6LL0

9LLD

€LLn
cLLD

7oLV

[4<7A §

3

O

R LDWIDE
PROTEIN DATA BANK

W



1VY6

Full wwPDB X-ray Structure Validation Report

Page 40

€E6Y
cEBD

826D

2160
T16V

+

060

706D

206D
To6y
006V
668V
868D

968V

7680

268D
068Y

§88D0
788D

618D
8.8V

G189

€.18D

1980
998Y

798D

T98Y
0980

TE0TD

8201V
L2OoTv
@ 920Tn

€20TN

1201V
020TY
610TN

STOTD
1010
€T01D
(4109
TT0TD

90070

0007V

F

$660

€669

186D
986D

+

86D

S.160
.69

TL6D
TL6D
0460
6960

LS6Y
956D

256D

86D
L¥6D

7v6D

cv6d
Tvev

0S0TV

%010
€701
(405

6€0TD
8E0TO

9E0TD
SEOTN

€E0TN
CEOTY

99110
S9TTN

€GTTD

EVTTY
L4424

15T

6ETTD

9ETTD

CETTY
TE€TTD

6CTTV

9CTTY
SCTTD

€CT1D
(2435

6TTTD

¥I11D
€110
[4335]

(kg )
69CTV
89CTV

9921

€9210

9521

i414a1

(414 %)

8¥%¢TD

4749
Pizan)
[424A1

oveIn
6ETTD
8€TTD
LETTY
9€TTD
GETTD

TETTD
(4]

praqn)
92TV

812TD
€1CTV

(4345
11270

L
3

voTTV
€021

T02TD

mmmﬁb
06TTD
68TTV
88T1TN
L8T1D
wmmﬁu
08TTD
6LTTD
8LT1D

S9ETV
79€TD

YSETV

Nmmﬁb
SPETD
YPETD

wemn

8EETD

YEETD
€EETD
CTEETD
TEETV

62ETN

CTETY

0ZETD
B6IETD

STETD
YIETD

zIeTN
TTIETD
0TETD
60€TD
80ETV

SOETD

66CTD

L6210
96219

€621D
26210

88210
18TV

L

S8CTD

j2kaa
€.210
cLTTIy
TL21D

S9VTD
¥ov10

09V1V

€SP0

TS%10

0S¥1D

©
3
-
o

4445

0EVTID

8T¥1D
LI%1D
1545

80¥1D
LOV1D
90¥1Nn
SO%TA

€0VTD

TO%TD
00%1D

S6ETY
v6eTN
€6ETV
98€TD
S8ETD
08€TD

cLETN
TLETD

97510

€VSTD

TE€STD

6231

¥Ts1d

61STD
815N

V60STV
60STD

L9919

+

95910
SS9TV

991D

%910
€%91D
cv9T1d
1791V

6E9TN

LEITY

L

C6STD

9851V
78310

T8STD
08STV

8.S1N
LLSTD

CTLSTY
TLSTY
0497V
69STY
899TD
L9STV

S9510
79510
€991
C9STV

F

LSSTD

08LTV
6.L.T0

YLLID
€LLTY

¥SL1D

9VLID
YSvL1D

TPLTV

[ Lesto
9z8TD
szaTv
281D
€281D

869TV

969TD
S69TD

€69TN

6891V

L

€891D

891D
089N

9L9TV
S.970

04970

881D

98TV
99810

0981H
6G8TV
85819
LS8TD

Y981V
€581V

9810

L%8TV

S¥8T1D
Y9810
€¥81D

6E8TH

LEBTD
9€8TD

€€8TN

628TY
82819

L1819
9181D
ST8TV
71810

S08TA

€08TY

86.L10
L6LTD
96,10
S6LTD
v6.L10

€8LIYV
28.L10

T66T0

TLETY
TLETV

6961V
89619
L9610

S961D
961D

L

G961
€961V
[4<(3a 4
TS6T0

0¥610

LEBTY

GE6TD

€E6TD

CEBTY

626T1D

€610
(4439

6161V

ST6T0

2161V

0T6TD
606TD
80610

906T1D

0067V
668T1D

0681V

|

€88TD
881D
78810

08029
6,020

§.02n
v.Lo2n

69029

99020
$902D

£€902D
2902V
T902D
0902V

95029

€502

6%02D

¥¥02D

[44u4 4

3

8€02H

S€0CD

€E0TY
[4343)

0€0TY

I

c¢eoen
12020

6102V
81029

102V

2102
Trozn

5002V

T0o0CV
00029

F

96610

@ 0STen
6712H

@ 97120

zceren
T€T1TH

9gTTy

iz414)
@ €212H

@ T1212d

]
® 9T112H

e Vviiey
@ €112n

0TTZH
@ 60720

@ LO0T2d
90T2ZH
S0T2ZD
%0120
€012
[4140

86020

96020

€602D

802D
9802N

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 1VY6

Page 41

62220
82TTH

92TTO
k{444

€2TTH

8122N

T612D
0672D

®
1812H
9812H

%8120
€8T120

® 1812D

08120
® 6.12D
® 812D
(]

9L12Y

6972V
® 8912

9912H

9120
€912
2912D
19120
0912
651D
8STTY

¥S12H
€GT2H
(4] 54)

9T€TO

¥1€20

1€V

)

LOETD

S0€TY
%0€TH

20€TH

268D
16220

682TH

S82T0

28TTH

6.22D

122D

2244

cLzen
(22443

69CCY

L9zey
%9220
[41441
19220
0922d

0§22

8¢
LyTey
9%TTH
svcen
¥veen
evcen
vTTd

6ETTH

20¥%2n
S0%2H

v6ecd

T6€CH

68€TH

L8€2N

T9€CY

Lseen
99€2D

TS€TH
0S€TO

8vezn

SYETH
vveen
€%€T0

veeed

TEETH

62€TD
8CETY

¥zeed

F

00520

86%20

96%20

£6ven
z6even

06%2D

18%2D

+

6.%2D

9.L¥%TV

TLYCD
0.L%2H

89%ZH
L9%2D

8G%2H

2S%20

8y

SY¥ed
V44443

T¥¥ed
0%¥%20

SEVCY

EEVCY

TEVCN

14743

1474

L

15741
8T¥CV

14544

0T¥%ZH

80%2n

60920
80929

209TV

0092V

€652n

3

832N

18529

PWAA |
9.52H

3

TLSTY

6952D
8952D

9952V

84520
19929
99920
9892n
79920
€892D

8¥52D
LvSen

€eSTY
CESTH
TESTY
0ESTY
6252D

S¢STH
5:14 §
€192H
(45149
TSN

L0STD
90520

€052V
20S2ZH

602D

€0.2D
colzn

66920

9692n
S6920

88920
18920

S$892D

€892D
28920

08920
6,92V

€L92D

TL9TV
0.L92vV

%992
€992H

19929
0992V

YS9y

67920
8¥92D
Ly9zn
97920

9€92N
SE€92D
¥€92D
€€92D
[4314
1€929

6292V
892D
12892H
9292D
€292
L1920

21920

682D
88.T0

¥8L2D
£€8.TH

18.LTV

6.L.2n
8L.LTY

SLLey
¥.LL2D
€L.2D
CLLTD
1L.2D

692D

99.2H
S9.LTV
voLey

8G.LTV

9§.2n
§G.20

TS8.L2D

8v.L2V
LY.

152X44
ov.Lay
6€.L20

9ELTD
SELTD

CTELTD
TELTD
0€.LZD
62.LTD

9g.Len

€2LTD
2TLTD
TTLTY

91.20

verLev
crLzn
TTLTY
0TLZD

88TV

08820

T.820

982D
9982n

€982D

0982V
6%82n

9%82H

SEBTY

0€8ZH

82820
12820

%2820

(442143

¥6.2D
€6.2D

268CY
T682H
68820

9882D

e Molecule 25: 23S Ribosomal RNA

20/ il

Chain DA n

11%

41%

44%

68D

980
S8D

28D

F

08D
6.LD

LLD
9LD
SLD

o<
~N
II“ =

TLY
7oV
€90
290
19D
89D
76D
S7D

LED

veD

€0
0€d
620

2610
161V

681D
881D
181D
981D

181V

8L1D

F

CTLID

L8710
Y¥S10

w910
YEVID

15444
[GA%]
Y6ETD
6ETD

SETD
YEID

TETD

SCID

0oz1n
61TV

L11D

601D

L0TD
901D

voTn
€0TY
20T

869

96D
S6D
¥¥6D

o
D O
o O

IT.2D

arled

6920

861D
LBTV

€2€D

0ozey

81€0

91€0

60€D
80€D
L0€D

00€Y
662V

S62D
762V

2620

682V

1820
9820

€8¢V
z8ey

S.LTH

£eLed

9TLTO
Etakad]
dcLed
acled
JTLTD

ve.len

ATLTD
NT.L2H

ST.LTD
°rLed

® MWT.LZD

R LDWIDE

O

PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 1VY6

Page 42

0T¥%d
L0¥D

90%D
(071

96€D

T6€D
06EY

8€D
08en
6L€D

9,80
SLED

0.LeD

%9€0

agoed

Tved

0vEY

8EED

9€€d
SEED

€€€D

8zen
L2€D

veev

[ 444

L8%0

78%0
€8VY

PAZ

LYY
TLYY
0L%Y
697D

L9%D

9TYD

Tevn
0zvo

9T¥D

+

(454
TI%D

0%90
6€90

679D

vv1on

€699

063V
683D

983y
989D

€89D
289D
1890
0830
6.5D

LLSD

969D
S69D
veon

0699
689V

22999

VZSeov

0890
679D
8%9D

EVOV
Zv9d

T6.LD

88LY

3

¥8LY
€8LY

T8LY
08.LD
6.0

9LLD
SLLD
YLLY
TLLD

S9.LD

*

Lyl

WL
0vL0

YELY

i

6C.LD

9989

678Y
878D
1,780

S78D

(4735

0%80

6.8D

S.8D

€189

TL80

600TV
800TD
L00TD
900TD

5660

1660
066V

886V
186D

S$860

116D

V¥SL6D

Tv6V

9ETTD

sifia

0€TTN

SCTTD
iZ43%)

0ZT1d
LIT1D

9TTTID
STTTD

@ 920Tn

%201D
€20TN

1201V
0Z0oTY
61010

9T0TD
STOTD
¥1010

17019

11210

L

Y6TIV

Z6TTD

88110
1811

¥811D

8LT1D

0LTTD
69TTD

L9110

S9TTN

€9T1D
911D

09T1D

9STTV
SSTTV

€STTID

TSTTD
0STTD
67110

9%11D
SYTTD

EVTTV

criin
17170

8ETTD

€210

2LtV

04210
69TV

9921D
S9CTY
%9210
€9210

19210
0921H

9G2TH
SS2TN

(44 5]
18210
0S2TD

8%C1D
IVCTY
4445
cveTy

eV
ovzTn

611D

9121H

|

ELETY
CTLETN

0LETD

89€TD
LOETY
99€TY

Y9€TD

+

cseTn

9YETD

4245

CYETY

8EETD
LEETD
wmm~<
62ETN
8CETH
hwmﬁo

CTETY

0zZeTd
6T€TD
8T€TD
L1ETY
9TETN

YIETD

+

90€TD
SO0ETD

86210

S6210

€621
26210

06210
68210

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 1VY6

Page 43

F

89%1D

S9%1D

€971D
[4°)4%)

6SVTD
TS%10

YOSv1D
0S¥1D

8¥¥1D
LY%1D

)
3
-
<

o
3
-
o

9€EVTD

CEVID
TEVTIN
0EVTD
(147495

9CHID

(X445

12710
ozyIn

#

11545

TI%10
0T¥1D

80%1D
L0%1D
90%10
=(0)4908

S6ETY

T6ETN

78ETV

CYSTv
19510

6€STD
8€STD

€T91D
1910

T09TD
0091D
66STD

96351V

631D
€639TD
26510
T6S1D
06STN

88STD
L8STV
98STV
%8310
€8STV

T8STD

81910
hhmﬁo
th~¢
69STV
89STD

99STV
mwmﬁo
C9STV
T9GTD

65STD

LSSTD

aiiag

TSSTD
08STD

8¥S1D
L¥STD
9¥S1D
SYSTV

€VSTD

689TV
88911

98910
S8910

¢891D

LLITY

04910

S99TV
v99TV

F

09910

85910
LS91D

SS9TV

TS9TY
TS9TD

9%91D
S%91D

€¥91D
Z¥91D

6€9TN
8€9TD
LEITY
9€9TD
GEITD

€E9TD

T€9TD
0€9T1D

991D

¥291d
€291
(4425

6191
8191V

9191V

CTBL1D

68.LTV
88L1D
L8LTV
98LTV
S8LTV
v8LIV
€8LTY
Z8L10

08L1V

8LL10
LLL10

SL.LT0

L3

€LLIV

¥9.L1D
€9L1D
COLTV

6SLTV
85L1D

9G.LTD

€8L1D

9YL1D

SY.L10
¥vL1D

cvLID
TvLTV
0%LTD
6ELTN

TILTD
OTLID

€0L1D

869TV
L6919

S691D
76910
€6910
269TNn

S68TD
76810

0681V

L
f

28810

08810
6.81D

99810

79810

€981V

0¥81D
6E8TD

LEBTD
9€8TD

€E81N

8¢8T1H
12810
928T1H

€281
(44315

6181V
81810
L1819

¥181D
€181

T181D
90810
€081V
T08TD
86.10
L6L1D
96.10

S6.LT0
v6.L10

€661T0
T66TD

9861V

€861D

T86TV

6L61D
8L6TV

TLETY

L9610

G961D

€9610

6S6TD

§S6TN

6E6TN

LEBTY
9€6TV

0€6TD
661D
8T6TV

SC610

€2610

0Z61D
6161V

L1610
9T6TV

806TD
L0619
90619

20610

668TD

5,020
¥.,020

2.L02D

0.L02D
69029
8902n
19029

%9020
€902D
2902V

0902V
63502V
8502V
LS0TV

§502D

1502V

6%02D

€%02D
(4444

0%02D

8€02H
LE0TH

S€0TH

Teocy
0€0TY
6202
8c0Tn
L2029

F

ToozY
00029

L6619

0%120

zeren
TETTH

6212

® ST
4414

L1T2Y

® ST12D
viiey

® TT1ed
® T112D

6072n

coten

66020

96020

£602D
26020

18029
98020

78020
08029
6,020
8.L020

8022y

€0zen

661CY
861CY

96120

%6120

26129

06129
68120
88120

9812H

78120

6.120

0912ZD
6GTZD

8622V

96220

¥622D

26220
rTecen
0622H
6822D

982eY

9.2TH
§.220

TL22D
022D

%9220

c9zen
1922

¥5ced
€5¢CH
[4{44]
6vcen

€veen
[4744&]

6ETTH

L

SETTH

£€ecen
[43441]

0€TTH

922Td
geeey
¥ceed

v.e20
€LETD
cLETD
TLETD
0.L€2D
69€TY

L9€TD
99€TY
G9€TH
¥9€2d

8G€TH

9G8€CD

¥5eed

TSETH
05€2d

TEETH
0EETD

8zeey
LzeTy

§2eTD

ozeey

91€2D

8€ven
LEVTN

SEVCY

eevey

[4749)
61ven

[48743)

20¥ed
00%2d
66€TD
86€£2n
L6ETD
96€TD

z6ETY
T6ECH

68€CH
88€TV
18€2N

S8€TD

€8€TD
T8ETD

08€TD
6.LETD
8.LeTy
LLeTy

L1520
9152
STS2D

€152
(45149

80529

9052n
§0529
v052n
€082V
NOMNU
66%2D

96%2D

S6%2D

98%2D
€8%2D
08%2D
6.%2D
8L¥TV

9LV

PR 70

95%2D

£ix4)

[4siza0)
12174

S¥¥ed

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 1VY6

Page 44

$§092n
70920

209Ty
10920
0092V

£652n
2692
16520

88929

98920
98920
892N
£89¢D

L

6.52D

L

.52

cLsey

19529
9952V

N@Mﬂb
89920
PAi(43)
98520

75520

c¢ssen

LySen

v¥52d
€%52D

Tvsey
07920

8€92D
Lesen

€egeY

6252

92STH

96920
7692
€692V

16920
06920

8892N
892N

7892n
€892D
289zn

6,92V

TL9TD
TL9TV

69920
89929

S992Y

€9929

T992H

)

L8992y

Y392V

TS92D

8%92D
L¥92n

L

v€92D
€€92D

T€9CH

6292V

L1920

S1920

(43149

60920
80929

90920

€LLTD

0L.2D
69.2D0

99,29
§9.L2vV
voLey

T9.L2D
09,20

8G.2V

§8.20
vS8.2n
€82V

TS.L2D

PAZX4)

S¥.L2D
j42x4))

[42x0)

ov.LZv

€eLTY
TELTD

62LTD
8z.L2Nn
12,2

sgLey

€TLTD
ecTLed
TeLey
oclen
61.L2D

ST.L2D

ver.Ley
zrLen
TTLeY
0T.L2D

F

coLen

66920
8692N
16929
9692n

982D
£€982D

65820

7882V
0582V

L

6€82D
8€8CH

SE8TY

£€82¢H

0€82H

2T8TH

§182D0

21829

0182V
6082V

1,082
® 5082

® €0820
2082

76,20

68.2D
88L20

98,20

¥8.2D

[4:7k43)
8.2V
08129

8L.LTV
LLLTD
9LLTy
SLley
v.LL2D

16820
96820
S682N
%682H

2682V
1682H
68820

18820

1,820
04820

898CV
982D
99820

5S Ribosomal RNA

e Molecule 26

7%

32%

60%

Chain BB

SOTV

-
[
(5]

06V
68D

18D
98D
S$8D

eLy
LD

0Ld
69D

99V

€SV
(414
TS89
08D

LD

SvY
D
€70

1571

ven
€€D
2ced
T€D
0€d
62V

120

oS
o
(SR =]

-~
0 D —
=3} (o)

n
3]

7110

711D

801N

e Molecule 26

901D

5S Ribosomal RNA

22%

48%

29%

4%
L

Chain DB

290
199

[
w0
<

98D

® %9
£3y

08D
670
8y
LD
vV

83 3
<D [$)

LED

38
88

I
o
o

@ N
o
o <

X

SV

{441

0zd

91D

vIn

[4%]

S0

911D

€T1D

11D

6070

508 ribosomal protein L2

e Molecule 27

2%

5% o

22%

72%

Chain BD

90TI

1]

10T

693
8SH

754

(414

ig'él

LTL

v1d

0Tl

©
a,

444

cvey

6€TH

c¢eTd

62T

122N
9CTH

S121

€12H

(4143

802)

S0CA

S6TV

€6TA

06TA

S8TA
811

+

SL17T

€LTA
CTLIX

6974

291s

Ll

SYTA

EYTH

8ETA

SET

CETd

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 1VY6

Page 45

® 9.2

6SCL

€520

6¥cd

508 ribosomal protein L2

e Molecule 27

34%

62%

Chain DD

0LM

194

79I

[4°)8
19T

63934

TSA
051

8¥d

evd

SEN

oza

LTL

71y

€T
(45

Ll

0Tl
64

oS o~
< BN X X

+

9910

7910

291s

LSTH

SGT1

TSTH
0STY

8v1d

EVTH
147498

8ETA

9€TI

veTd
€ETT

TETT
821D
L2TA
9zTh
SCTI
qa
0z1d

9TTh
STTY

€TTA
[431]
111

LTy

S9¢d
v9Ty

0924
6SCL

L5821

9ved

444

Tved

c¢eTd

62CA

{444

508 ribosomal protein L3

612d
812y

8023

9021

e Molecule 28

0TI

€6TA

06TA

6%

29%

64%

Chain BE

t

98d

84

081

8.1

9.4

SLA

TLA

194
09N

85y

SSN
S0

~ o
[T Te)
(2

671

3

66TH

S6TT

68Td

78TA
€811

9L11

vLi1Q

TL1d
0LTT

S9TA
914
€973

SGTH
v

6714

L%1d

STTY

EVIN

8ETd

6CTH
8CTs

0ZTM

508 ribosomal protein L3

8TTA
LTTH
9TTA
STTD

T11Y

SOTL

T0TH

S6I

v6d
€6A

e Molecule 28

8%

27%

63%

N ]
[ ®
- < A

Chain DE

084

8.1

9.4

L

+

(474

ovd

€EA

428

CIL
TIH

8%
LA
9D

(24

vL1a

ELTA

TL1d

*

S9TA

7914

097X

2198

Ly1d

SHIA

EVIN

6CTH
8C1S

+

(44 %S

(47

+

€114

60T

in L4

50S ribosomal protei

e Molecule 29

25%

68%

Chain BF

v

SOTA

20Td
TOT1

€63

68A
88A

(X

0LL

894

190

6SA

LSA
9G4
949D

€91

6%V

8¢y

S€d

TEH

8zI

Ll

114

0
=
o

.
>

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 1VY6

Page 46

TozZA

161a
9611

Y6TIW

68TL
88TY
L8TA

S§8TQ
7814

1811

6.TH

9L11

b

508 ribosomal protein L4

TLTd
0L11

7914

2911
1914

LSTA

GSTT

6%1a

8ETH

SETA

CTETA

0ETY

rqxs

e Molecule 29

S2TT

4174
911a

5%

38%

53%

© o I} ~
o N N

Chain DF

0o8v
61D

SS9

€51

8%l

9%d

iz,

w1
(o)1)

LEA

2e1

i<
N
=]

91D

€18

TIA

9021
S0TY

T0ZA
00T
66TM
86TV

508 ribosomal protein L5

S6Ta
YT

0614
68TL
88TY
L8TA

781X

O = A
N 0 0 0
o
Hoa=

e Molecule 30

9°/o

25%

64%

14%

Chain BG

084

® L.I

+

L9

e
L

%91

8vd

42

154]

® Ged

H
3

ogd
6TM
8cA
LeN

®
® €cd

114

814
L1d
914
STA

€74

1

8
A

cd

6.1d
® 8.14

9LT1

vL13
€LTT

S9TL

6GTA

7910
€974

e Lle1d
® 9ETH
SETT

€EeTT

4219

zeid
TCIN

PITI

Ll

661

964

761

164
06T

508 ribosomal protein L5

e Molecule 30

o
© ©
H B

R

o

—

X

o

<

32

©

<
N
o
o

)

o

o

=

(@)

~
©
3

0 ©
© ©
o o

T9V

850

8vd

<
<
o

T

@ o
o <
H =

LN )
o
@
o

TEA

e
~ oo
g
z>3|
© o
Q0
IIlﬂ =

9zb

114

N~ o
o
Al

e GSIA
14

® Tk

8

[} ~
A A

14

LETH

YETD
€ETT

921d

[44 2

LTT4

YITI

C11d

OTTV

80TN

90T1

b

T0TI
00TM

©
)
o~

Sy
)
=]

€61

881

[
38388
»—ng =

084

i

TLL

69V
® 89d

08T

991a

€9TV
29Tl
T9TL

SGTH
91D
€974

0STa

SPTL
j4428

508 ribosomal protein L6

e Molecule 31

28%

66%

3%
L

Chain BH

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 1VY6

Page 47

[4aa g

6°/D

32%

SLTY

TLIN

69TA

1914

|
e Molecule 31: 508 ribosomal protein L6

S9TV
791X
€9TX

58%

65T

¥S1d

TSTI

9€TI

SCTTA

4%

Chain DH: ™0

® €214

L11d
9174

€TTA

SO0TT

CSA

67A

ovd

8¢

9CTA

i£40

T2d
(4§

b
3

918
STA
10
e

973

5iads]

9€TL

YETS

CTTL
1erI

€0TT

® TOoTH

L6Y

784

TLT1

69TA

e Molecule 32: 50S ribosomal protein 1.9

20/0

Chain BI: =

10%

28%

"

61%

SOTH
010
€0TY
2oTs
TOT1
00TV

161

o0
o
IIF‘.1I

16S

-
0
=

€.d

N
N
H.—I

o
©
=

891

+
&

(4=t

0S4

791

s
wa
0%l

9eY

TCA

(428

VIV

(4478

0%1T

8ETI
LETd
9E€TA
SETH
veTd

0ETA

€211

e Molecule 32: 508 ribosomal protein L9

T2TH
0TI
611d
9111

0T11a

17%

9%

28%

b

61%

Chain DI:

994

{428

09"

89T
pAcL:|
99

{4t |
TSI
0S54

8vd

SET

(4749

0%TT

8ETI

CETd

0ETA

8CTT

0gT1I
® 611d

L1743
® 9111

LOTA

TOTT

® €6l
® C6A

e Molecule 33: 50S ribosomal protein L13

881

981

—
5%

26%

69%

3%

Chain BN: .

90TH

{40

661

164

884

S81

281

1

LLD

SLA

O

L DWI
PROTEIN DATA BANK

€e1

IIES IIIIES

w0
-
=l

V1A

(45!

D E

R

W



Full wwPDB X-ray Structure Validation Report 1VY6

Page 48

8ETT
LETA

€ETY

8CTH

{45}

1458

1

9111

€TTD
(425}

0TTH

e Molecule 33: 508 ribosomal protein L13

80Td

—
6%

34%

60%

Chain DN:

964

3

07TA

Se€Td
veTd

€70

621d
8CTH

S2TD

e Molecule 34: 508 ribosomal protein 114

€CTA

8T

ST1Y

(4238

011D
90T
661

86A
L6d

34%
|

64%
©
&

°/ .l

Chain BO: :

(49!
T2TA
0ztTa

STTA
PiTI

6074

e Molecule 34: 50S ribosomal protein L14

34%

62%

°/ o

Chain DO: .

€01V

764

©_WwON~®ONO A
=1 — - N NN
i - -~ o
P 7 IR PV X R |

e Molecule 35: 508 ribosomal protein L15

——
6% -

26%

67%

%o

Chain BP: ©

80T

9071

0071

LYT1

S¥1d

8€ETT
LETH

9CTA
SCTA

e Molecule 35: 508 ribosomal protein L15

€211

6114
811D
L1714

€TTA

7%

35%

56%

O/ o

Chain DP: .

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 1VY6

Page 49

7o)
€9d

Tod
09
65T

L}

[4:

o
n
I“-"I

8¥%d

it

15!

6e)
8eb

9EN

CeL
TEY

623

LCH
929

[443]

*

814

914

[
™ § w0
II'J IIm IIII

=
=

9011
SOTT

TOTA
00T1T

e Molecule 36: 50S ribosomal protein L16

863

~
[
A

64

881

°/ i

Chain BQ: .

35%

63%

L6A

v6A

98D
S84

{411
T8A

6.1

LLY
9LY
SLL

€.d

e Molecule 36: 50S ribosomal protein L16

20/0

Chain DQ: =

—
8%

35%

o
©
o

—
57%

3

SSA

2SA

eVl
{4728

8¢ed
LeT

9CA

i

2L

LT

s

[411]
T

LW

1521]
8ETd
SeTa
veTy
€eTYd

0ETH

8CTA

+

e Molecule 37: 50S ribosomal protein L17

iZa5:

61TH

€TTH

20/ il

Chain BR: =

N-m
~ 53

9%

30%

61%

o N~
[l Il
IHHHI

18T

87A

(4728

6€d

821

©
I3l
le

4]

N ol
[k}

e Molecule 37: 508 ribosomal protein L17

—
6%

30%

64%

Chain DR:

YITA
€111
(4244

801D

€0TH
2074

S6L
764

06y
680
884

€81

Ll

S91

{4728

ovd
6€ed

LEL
9€L

e Molecule 38: 50S ribosomal protein L18

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



1VY6
28%

66%

Full wwPDB X-ray Structure Validation Report

Page 50
Chain BS:

[eta 198 1 968
117" [ | | |
0TTT €91 681 269
| | z9% | 88T 764
me . 180 I — N
o o o .
mmﬁm 2 ° S EN MwH
(o) - -

86A €GS €81 €81

-g
4
.
.
I
©
I'-.l
8%
-
© ©
(5 1
19%
.i

684 0SS 08s ETTV

o BN ©
Qs 2
X mA
-

~

.-

[-9

~

~

a
| 1

80Td
°
[ | ° R 2% LT 70T
890 S meEn vL4 |
| | * ™ mE % | | 5671
€91 & 9 & 89 | weN |
z9M ¥ |oovr H9U | | €63
6€1 | | $94 1
8eh 09L | |
| ev 091 €81
891 e otk [eina r 651 [ |
299 | ger 117" zsI 85N 9Lk
| | HEH 0771 154 |G
€98 I | 6019 0SI (%1
zss ° 8019 67A [ |
[ | o0 Tes Py o [ | o T3 o 0L )
67A — ogy 90TY — 978 — N [ | N
[ | — oI | — [ | — — moz —
9%A £01d 7Y )
[ | .m 128 wm: .m I .am.V m«é .m M.m o) m
Tva 921 £3Y
a5 sey e 86A 5 8eN B 9ed ks [ | B
ovI = %21 164 = 189 o = = 05y o
61 (% Gt =] 2 et (% e ven o} | (%
— mesn . — & mesm — & ] —_ s —
< e 71Tl < © yEA < 0 8z ° < <
N
m & 26k m gexl rasd m 121 ° m . m
HEH @} <+ 16d e} | | | | @} 9za 6274 e} o
[ ] % | o0en % 624 o0zTd % || % veN %
8zA ) .74 684 ) 8zA 6TTH ) ozd ) | eed )
128 =] | o9IN 88a = | el 81Ty — 61T = zed —
= STy 184 = 9za [ ] — 81a ~ ] =
wn CwIA 98y wn | gy e SITW wn oL [@p] 824 wn
(=T €14 S8 = ved [ | = o1y 0zTy = 121 =
6T 0 [a I LO [ ] z174 L0 STA 61T LO ] 1O
811 oo e 1 .. 611 Lot .. $TA .. 0z1
[ ] Q oty z81 (<2 [ ] o111 X, [ ] — S . [ ] o
sTH o 64 esn 0 e oty ] OCEEES 113 eTTH < el 111 ~
[} . sd 081 [} .- STA 1070 [} | | [} - 9Ty [}
= e i [ | = BTk | | = 83 = | | =
mE % [ oy 9.3 % m [ ] 661 % () LI % m mQ %
< [ 5.3 < 91 8631 < 1 €074 < <
v O = v1 w3 = | T TG = | S B w o
£ M o ° M < £ 964 M o €4 8631 M o] M
I = 1.4 = | en | a6u -~ I | oev =
° @) [ | ) @) ™ | owev ) @) 964 ) @) )

31% 5% -«

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W

62%

3%

Chain DU: ™



Full wwPDB X-ray Structure Validation Report 1VY6

Page 51

881

98Y

€81
[4:5)

081

LLS
® 9Lk

YLT

99N

i

SSY

€94
{4

0sy
67H

(44

6€T1
8EL

9gY

TeN

ced

0EX

i

8z
Le1

i
L

e Molecule 41: 508 ribosomal protein L21

613

LTI

60TT

0T

T0TY¥
00TA

(=3 ®
) )
I>I=‘.

8%

21%

71%

Chain BV:

3

TOTD
0074

8631

961

1

T64

—
o Ry
X ]

€L8

e Molecule 41: 508 ribosomal protein L21

TLT

S99

291
TOA

SSV

evd

071

9ed
SE€T

14

811

TIA

—
6%

33%

§I

61%

Chain DV:

< w0 ©
rH>xI

T6A

T84
08b

8.4

TLA
TLT

i

T9A
094

LSA

SV

TSA

o+
i
IA

8€1

8cd

S21

]
N
1>I

ST1d

<
-
=

o
-
4

oo
o

e Molecule 42: 50S ribosomal protein 122

o
o
H

18%

—
77%

Chain BW:

3

L0771

00TL

Ll

{4318

N
N
—
=
o
)
+—
[}
—
[oF
—
=
@}
w0
e}
Q0
e
—~
95
=
1O
N
<t
L
—
=
]
L
—
=
[ ]

)
<

o
>~

s
=
A

=
'3
-~
&

26%

o o o © ] (=3 o < © [
~ ~ N~ o« 2 Q) =2} D D
> B4 - — " 4 a =]

69%

L

6073

1018

894

TON

3

0GA

e Molecule 43: 508 ribosomal protein 1.23

26%

72%

%o

Chain BX:

S671

.80

0LT
694

e Molecule 43: 508 ribosomal protein 123

O

R LDWIDE
PROTEIN DATA BANK

W



1VYG6

27%

36%

71%

58%

Full wwPDB X-ray Structure Validation Report

5%

Chain DX: .

e Molecule 44: 508 ribosomal protein 1.24

Page 52
Chain BY:

£69 mm> TTTA 9.1 o 671S
. TeN (4] - 8¥1a
164 mmx BLA [T
061 o o 991l
[ | . 162 I SHTd
183 . e 061 ° TLA 1
| osu | o Lo
a8 98y .o//o 101d EX 69L ﬂg
84 agn = | ootA - o 8ud
[ | | | 664 mﬁ LETT
y.d €/ | ogtd
i mt, z9d seTd
o 161 BN 191 | yerd
m 197 ‘ mg 0 | ooF | €€TT
89H | 99 691 | zemn
19T g9y 180 [ ] 1€T4
[ 9o 93 | SSH | ogtd
g9y €93 08y $SH 6218
"S m mE mmH wﬂg
9.1 0sb | ger1 |
859 ° - 6% 72Tl
L ° VLA 32 | o8vd €210
95d 3 LvA | Tere
- O ° 93 TZTH
$3) ava | ozt |
[ ] £8d 0L1 vhd 611d
sHY mmm m&. £va [ |
i e cvh 9TTA
<t 6vA 0 19T e T.LII Yo o1
r o\ 01 N | | N 0va °
T — — 85A T9TA — [ | °
Lo o S7A o | ousT | o Y
ova 5 HHI = 931 83Td 5 geu [315)
68 | e | gsH 1811 | weN | 60TV
[ | ..nlw 2 (423 Lm HSH | 98T .m €€1 80Td
0EA b @ [ | = ] 9911 b [} ]
| eza | (o 6N [oF © mﬁ_ $91a (oF mmz mm:,
823 — | ger | — & | eq1s —
[ ] < LEA < © 97y TSIV < 929 20TT
34t m | oev m sva 1STH m szd 107d
o) o aeR Q [ | [ | Q S $21 | ooTA
123 % ] % sey 8v1a % s e 664
| oozk 3 0EA ) L¥19 ) @) | oseN
6T) — | | = 9VTI — [ ] 163
81 = seu = = 614 ]
[ | % [ | m% 1€ % 811 161
aTA 02k | ooen [ 06A
vt 1O LO 62 LET1 LO 91S 684
£TA X ° .. 81 9T . o 88d
Loz Mn ~ % . [ ] seTa Mw W- 180
T1Q £TA sml 674 | vetd | 98A
o019 9011 ) ot [ | ) e 811 €611 ) = oty g8H
63 ] = > 63 ° = N [ [ | = N [ e
83 660 % - o8 % m 84 mmE % a Y | |
LA | sen 7y 50TV Ly 9% 184
9H L64 i) . m 9H %019 i) . m o 9TTA i) . m . os1 | osu
S | 961 M < S | g0t M < g1 [ | M < 4 6.4
3631 < 2010 -~ — STTV < | e
* 763 ° @ ° [ | ) @) L ey ) (@) 1.0

D E

R L DWI

O
PROTEIN DATA BANK

W

erbDeBe



Page 53 Full wwPDB X-ray Structure Validation Report 1VY6

[ ] [ ] [ ]
oo ©N O oM ~
0 W 10 0 W WwENo ©© ©
B I I a1 =
=< n XAana >EA a

e Molecule 46: 508 ribosomal protein L27

Chain BO: 65% 27% 6%

v 0 = 8 SESeTS ShBRTeTRR R
Mo = R o O = B A = 5 Ol

e Molecule 46: 508 ribosomal protein L27
9%
Chain DO: T 61% 28% 7

R11
G13

< 0
— —
~ <

K19
V38
M53
P83

(] (] e o o000
- < o o ] NENY I @O <o oo o NS 00 O o @ ® ~ ]
@S W - e Il FERTR8SIETRTRTEIRB 3 © N~ ~ @
<X X 5 g <X = B Y FEoEBE = = EEHAL< =] o < a

e Molecule 47: 508 ribosomal protein 128
3°/°
Chain B1: T 81% 14% . .

o [ X )
o oy W — < o Mo [ IS T)
N® o M vy © O &~ 0 ® 0
B> B X > < moom > S 3

e Molecule 47: 508 ribosomal protein 128

2%

S86

K3

. B —

Chain D1: 60% 34% 5% -
[ ] ®
I%I-:-§-§-§ §I§ 5.5'5 S38™8s™sEaBEs ﬁ%lﬁlﬁ'l?‘E-g-% 8 §I‘§I§
e Molecule 48: 50S ribosomal protein 129
¥
Chain B2: 64% 32% o
)

IS-;I%-§-§-§I§§-§E-§E §-§EI§I§I§§I§I§§§I
e Molecule 48: 50S ribosomal protein 29
Chain D2: 58% 33% 6% -

o 0 I oy N o v ©
— — o N gﬂ‘ﬂ‘
= % (5] X A 0o

E N oo o Lo o o
N ™ N 0 0 e} 338 © Q &
XA o a4 o = a= =4

e Molecule 49: 50S ribosomal protein L30

NENwW © - ol
® MM om0
— IS - =g



Page 54 Full wwPDB X-ray Structure Validation Report 1VY6

Chain B3: 65% 28% 5%

o w o O N M N <
© o= 28888 gy E k3
= x > (=g < 4 o ~ B o mAaE x> =

e Molecule 49: 50S ribosomal protein L30
3%
Chain D3: ™ 60% 37% e

[ ] [ ]
oW N Mo O 4N < oo o © N~
n o~ oo = ] ] dRno M < ) 0 10 0 0 10
R X 0 A >~ £ = ~ - o 1] = = o> R

e Molecule 50: 50S ribosomal protein L31

11%

Chain B4: 48% 30% 18% ..
000 o0 oo °
o mue <+ 0 - @S o N~ oM 3 N ™M W [
e} © ha N M < < < 0 W W W w © © © © ©
5} = > w m > [P S S g QB MO 29 ®> oA it

e Molecule 50: 508 ribosomal protein L31

25%
3 I
Chain D4: 39% 44% 4% .
° ° 000000 O 0000 o000
| oMo NN~ - @ W o~ [} O 0RO oMo N MWk 00 o
dem oroo S o ¢ NNNNAAN o Mo oSS oW WwWo WY W ©
SKAE maXAad> & U EHBEEBE>OBH = VN Oma L > e o SRR - ]

e Molecule 51: 508 ribosomal protein 132

Chain B5: 65% 30% e

o © ool — 0 0 O
£ = MoX " > = |

e Molecule 51: 508 ribosomal protein 132

D17
K40
P42
E48
Cc49
V6o

Chain D5: 77% 20% .

| o
¥ © ~ 019 —
x A XX o

e Molecule 52: 50S ribosomal protein L33

D17
R19

2] o <
N N S
= XA (2]

V57

Chain B6: 69% 24% 6%

o o — ©
< m MM < i
=] =] o> [ =

e Molecule 52: 50S ribosomal protein L33

L11

- e}
N N
> £

N26
H46
R50
E51



Page 55 Full wwPDB X-ray Structure Validation Report 1VY6

2%

. - —
Chain D6: 69% 249% 6% -+

[ ]
oo [ — o o W ||
S¥SR8 3 833™a 2 $3BeT
e > =e eZ=8 H > Smede H

e Molecule 53: 508 ribosomal protein L34

Chain BT: 71% 20% R

[ [ | ©
SRS
=~ 1] o

e Molecule 53: 50S ribosomal protein L34
6%
Chain DT: — 61% 31% 6% -

—
—
4

oM
K2
|
R33
R34
|
K37
|
w40
R41
| La2
T43

e Molecule 54: 50S ribosomal protein L35

Chain BS: 66% 31% e

e Molecule 54: 50S ribosomal protein L35

Chain DS8: 42% 52% 5% -
.§ 2EERS EIE e §-§-§I§IE §I§I§ §I§ ﬁlﬁlﬁ i i °§I§ §I§ 28

e Molecule 55: 508 ribosomal protein L36

"
Chain B9: 84% 14% .
(]
o w0 I
e Molecule 55: 50S ribosomal protein L36
Chain D9: 49% 49% o

oo e oW © Mo - 0 ©
N ™ 0w O~ ® Eal bl - N N N M o 308
x> <n>x a Eg .-~ = H = B ox o



Page 56 Full wwPDB X-ray Structure Validation Report 1VY6

4 Data and refinement statistics (i)

Property Value Source
Space group P 212121 Depositor
Cell constants 209.25A 448.46A 618.08A .
Depositor
a, b, c,a, B,y 90.00° 90.00° 90.00°
. 362.98 - 2.90 Depositor
Resolution (4) 362.98 -~ 2.90 EDS
% Data completeness 96.9 (362.98-2.90) Depositor
(in resolution range) 96.9 (362.98-2.90) EDS
Rinerge 0.18 Depositor
Reym (Not available) Depositor
<IJ)o(l) >"* 1.31 (at 2.91A) Xtriage
Refinement program PHENIX 1.8.2 1309 Depositor
R R 0.231 , 0.286 Depositor
7 Phfree 0.232 , 0.286 DCC
Rree test set 61606 reflections (4.86%) wwPDB-VP
Wilson B-factor (A?) 54.8 Xtriage
Anisotropy 0.140 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.30 , 74.6 EDS
L-test for twinning? <I|L|>=037,<L*>=019| Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.89 EDS
Total number of atoms 289646 wwPDB-VP
Average B, all atoms (A?) 61.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.87% 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: 31H,
ZN, MG, PSU, 5MU, 4SU, 5MC, K, PPU, SF4

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 | prigy 1 417) >5 | RMSZ 4 Z| >5

1 AA | 022 | 0/36049 | 0.44 | 2/56261 (0.0%)

1 CA 0.23 | 0/36170 | 0.46 5/56452 (0.0%)

2 AB 0.43 0/1881 1.04 14/2542 (0.6%)

2 CB | 044 | 0/1860 | 1.04 | 12/2518 (0.5%)

3 AC 0.42 0/1576 0.85 0/2130

3 CC 0.42 0/1566 0.96 2/2119 (0.1%)

4 AD 0.41 0/1689 0.96 4/2267 (0.2%)

4 CD 0.40 0/1700 0.91 2/2280 (0.1%)

5 AE 0.41 0/1145 0.88 0/1543

5 CE 0.41 0/1149 0.97 5/1548 (0.3%)

6 AF 0.41 0/819 0.84 0/1111

6 CF 0.37 0/829 0.75 0/1123

7 AG 0.37 0/1250 0.88 2/1679 (0.1%)

7 CG 0.40 0/1254 0.99 6/1683 (0.4%)

8 AH 0.37 0/1108 0.90 2/1494 (0.1%)

8 CH 0.36 0/1108 0.88 1/1494 (0.1%)

9 Al 0.41 0/1002 0.96 2/1346 (0.1%)

9 CI 0.44 0/997 0.95 2/1343 (0.1%)

10 AlJ 0.39 0/722 0.91 2/982 (0.2%)

10 CJ 0.45 0/727 0.96 0/988

11 AK 0.38 0/844 0.88 2/1145 (0.2%)

11 CK 0.39 0/848 0.89 2/1149 (0.2%)

12 AL 0.39 0/946 0.82 1/1274 (0.1%)

12 CL 0.39 0/946 0.94 5/1274 (0.4%)

13 AM 0.40 0/969 1.04 3/1302 (0.2%)

13 CM 0.45 0/961 0.96 3/1291 (0.2%)

14 AN 0.39 0/501 0.83 0/664

14 CN 0.40 0/501 0.90 0/664

15 AO 0.39 0/739 0.89 1/985 (0.1%)

15 CO 0.38 0/739 0.84 0/985

16 AP 0.39 0/697 0.86 0/939

16 CPp 0.37 0/693 0.87 2/935 (0.2%)
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. Bond lengths Bond angles

Mol | Chain | pyiar 17 55 | RMSZ 4| Z| >5
17 AQ 0.37 0/836 0.80 0/1117
17 CQ 0.34 0/836 0.84 0/1117
18 AR 0.36 0/560 0.85 0/746
18 CR 0.39 0/560 0.86 0/746
19 AS 0.37 0/667 0.94 3/900 (0.3%)
19 CS 0.46 0/661 1.09 5/893 (0.6%)
20 AT 0.40 0/730 0.96 0/965
20 CT 0.42 0/729 0.98 1/965 (0.1%)
21 AU 0.36 0/203 0.87 0/266
21 CU 0.38 0/203 0.92 0/266
22 AV 0.24 0/310 0.39 0/480
22 CV 0.25 0/282 0.43 0/437
23 AW 0.20 0/18 0.39 0/26
23 CW 0.15 0/18 0.34 0/26
24 AX 0.29 0/1700 0.48 0/2650
24 CcX 0.30 0/1700 0.49 0/2650
25 BA 0.26 | 0/68013 | 0.44 1/106165 (0.0%)
25 DA 0.23 | 0/67542 0.44 0/105428
26 BB 0.24 0/2878 0.48 0/4490
26 DB 0.24 0/2878 0.44 0/4490
27 BD 0.48 0/2186 0.90 4/2944 (0.1%)
27 DD 0.43 0/2186 0.93 5/2944 (0.2%)
28 BE 0.44 0/1592 0.89 2/2149 (0.1%)
28 DE 0.44 0/1592 0.94 5/2149 (0.2%)
29 BF 0.47 0/1619 0.85 0/2193
29 DF 0.41 0/1615 0.94 5/2188 (0.2%)
30 BG 0.40 0/1450 0.96 5/1959 (0.3%)
30 DG 0.45 0/1449 1.10 11/1958 (0.6%)
31 BH 0.44 0/1356 0.91 1/1834 (0.1%)
31 DH 0.39 0/1356 0.96 3/1834 (0.2%)
32 BI 0.40 0/1100 0.93 2/1501 (0.1%)
32 DI 0.39 0/1076 0.91 0/1471
33 BN 0.44 0/1144 0.89 6/1543 (0.4%)
33 DN 0.42 0/1144 1.01 9/1543 (0.6%)
34 BO 0.47 0/943 0.85 0/1269
34 DO 0.44 0/943 0.85 0/1269
35 BP 0.44 0/1152 0.89 3/1533 (0.2%)
35 DP 0.39 0/1152 0.94 6/1533 (0.4%)
36 BQ 0.47 0/1143 0.82 1/1527 (0.1%)
36 DQ 0.42 0/1143 0.89 0/1527
37 BR 0.45 0/982 0.82 1/1312 (0.1%)
37 DR 0.41 0/982 0.78 0/1312
38 BS 0.43 0/887 0.87 1/1180 (0.1%)
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. Bond lengths Bond angles
Mol | Chain | pyiar 17 55 | RMSZ 47| >5
38 DS 0.40 0/880 0.96 2/1172 (0.2%)
39 BT 0.41 0/1105 0.85 0/1477
39 DT 0.38 0/1097 0.84 2/1468 (0.1%)
40 BU 0.47 0/977 0.84 0/1301
40 DU 0.42 0/977 0.84 0/1301
41 BV 0.45 0/782 0.83 0/1049

A1 | DV | 040 | 0/782 | 0.90 1/1049 (0.1%)
2 | BW | 049 | 0/897 | 0.86 2/1205 (0.2%)
)
)

2 | DW | 043 | 0/897 | 0.85 2/1205 (0.2%

43| BX | 048 | 0/764 | 0.84 1/1025 (0.1%

43| DX | 041 | 0/764 | 0.85 0/1025

4 | BY | 046 | 0/819 | 091 1/1095 (0.1%)

44 | DY | 040 | 0/819 | 0.94 1/1095 (0.1%)
)
)

45 | BZ | 043 | 0/1379 | 0.98 7/1873 (0.4%
45 | DZ | 0.39 | 0/1390 | 1.00 8,/1890 (0.4%
46 | BO | 042 | 0/662 | 0.90 2/881 (0.2%)
46 | DO | 038 | 0/662 | 091 3/881 (0.3%)
A7 | BI | 044 | 0/762 | 0.88 1/1014 (0.1%)
A7 | DI | 040 | 0/762 | 0.85 1/1014 (0.1%)

8 | B2 | 044 | 0/590 | 0.88 1/781 (0.1%)
8 | D2 | 039 | 0/590 | 0.82 0/781
19 | B3 | 045 | 0/474 | 0.90 0/635
19 | D3 | 037 | 0/469 | 0.88 0/630

50 | B4 | 050 | 0/565 | 1.23 10/761 (1.3%)
50 | D4 | 049 | 0/545 | 1.13 2/737 (0.3%)

51 | B5 | 048 | 0/469 | 0.80 1/635 (0.2%)
51 | D5 | 0.44 | 0/469 | 0.81 0,635
52 | B6 | 0.46 | 0/460 | 0.82 2/613 (0.3%)
52 | D6 | 0.37 | 0/456 | 0.81 0,608
53 | B7 | 048 | 0/426 | 0.80 0,/561
53 | D7 | 046 | 0/426 | 0.83 2/561 (0.4%)
54 | BS | 049 | 0/519 | 0.88 0,684
54 | D8 | 038 | 0/525 | 0.89 2/691 (0.3%)
55 | B9 | 042 | 0/310 | 0.78 0,/407
55 | D9 | 0.38 | 0/310 | 0.84 0,407

All All 0.31 | 0/310281 | 0.61 | 216/464152 (0.0%)

Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying if
the center is modelled as a planar moiety or with the opposite hand.A planarity outlier is detected
by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms of a
sidechain that are expected to be planar.
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Mol | Chain | #Chirality outliers | #Planarity outliers
2 AB 0 2
7 AG 0 1
20 CT 0 1
27 BD 0 1
38 BS 0 1
All All 0 6

There are no bond length outliers.
All (216) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
13 AM 84 ILE N-CA-C 10.82 122.79 111.00
30 DG 178 | PHE CA-C-N 9.77 130.16 119.90
30 DG 178 | PHE C-N-CA 9.77 130.16 119.90
7 CG 79 | ARG N-CA-C 9.07 122.09 108.31
33 DN 10 | GLU CA-C-N 8.92 129.00 119.90
33 DN 10 | GLU C-N-CA 8.92 129.00 119.90
46 BO 13 GLY N-CA-C 8.89 124.27 114.40
50 B4 60 GLN N-CA-C -8.70 101.98 112.59
7 CG 79 | ARG | CB-CA-C | -8.65 106.59 116.54
45 DZ 158 | PRO CA-C-N 8.48 128.99 119.92
45 DZ 158 | PRO C-N-CA 8.48 128.99 119.92
2 CB 122 | PHE N-CA-C -8.45 96.68 109.94
45 BZ 153 | SER N-CA-C -8.02 102.49 111.07
4 AD 188 | LEU CA-C-N 7.94 128.43 119.93
4 AD 188 | LEU C-N-CA 7.94 128.43 119.93
28 DE 73 | GLU CA-C-N 7.91 127.97 119.90
28 DE 73 GLU C-N-CA 7.91 127.97 119.90
44 DY 91 | GLU N-CA-C -7.86 103.48 113.23
46 DO 82 ARG CA-C-N 7.75 128.22 119.92
46 DO 82 ARG C-N-CA 7.75 128.22 119.92
32 BI 110 | ASP CA-C-N 7.65 127.20 119.24
32 BI 110 | ASP C-N-CA 7.65 127.20 119.24
35 BP 22 | GLY CA-C-N 7.64 126.92 118.97
35 BP 22 GLY C-N-CA 7.64 126.92 118.97
29 DF 24 | LEU CA-C-N 7.60 127.65 119.90
29 DF 24 | LEU C-N-CA 7.60 127.65 119.90
28 DE 72 VAL CA-C-N 7.53 135.25 121.70
28 DE 72 VAL C-N-CA 7.53 135.25 121.70
36 BQ 24 | GLY N-CA-C -7.21 104.65 115.32
30 DG 166 | ASP N-CA-C 7.15 119.15 111.36
46 BO 12 ASN N-CA-C 7.12 121.68 112.92
45 BZ 158 | PRO CA-C-N 7.11 128.73 119.84

Continued on next page...
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Mol | Chain | Res | Type Atoms Z | Observed(®) | Ideal(°)
45 BZ 158 | PRO C-N-CA 7.11 128.73 119.84
50 B4 40 HIS CA-C-N 7.02 128.61 119.84
50 B4 40 HIS C-N-CA 7.02 128.61 119.84
19 CS 67 VAL N-CA-C 7.02 117.16 110.42
2 AB 9 GLU N-CA-C 7.01 119.97 109.25
1 CA 1154 G N1-C2-N2 | -6.98 95.25 116.20
15 AO 87 ILE N-CA-C 6.90 118.22 111.67
4 CD 171 | GLY CA-C-N 6.89 127.47 119.47
4 CD 171 | GLY C-N-CA 6.89 127.47 119.47
12 CL 44 | THR CA-C-N 6.89 127.34 120.52
12 CL 44 | THR C-N-CA 6.89 127.34 120.52
35 DP 44 GLY CA-C-N 6.86 134.04 121.70
35 DP 44 GLY C-N-CA 6.86 134.04 121.70
4 AD 135 | LEU CA-C-N 6.77 126.47 119.56
4 AD 135 | LEU C-N-CA 6.77 126.47 119.56
16 CP 45 | THR CA-C-N 6.74 128.27 119.84
16 CP 45 | THR C-N-CA 6.74 128.27 119.84
19 AS 36 | ARG N-CA-C -6.71 105.12 113.38
50 D4 46 GLN | CB-CA-C | -6.67 108.89 116.63
30 DG 141 | PHE CA-C-N 6.62 125.85 118.97
30 DG 141 | PHE C-N-CA 6.62 125.85 118.97
7 CG 8 GLU N-CA-C 6.55 119.48 110.24
54 D8 62 LEU CA-C-N 6.47 126.18 119.64
o4 D8 62 LEU C-N-CA 6.47 126.18 119.64
30 BG 45 GLU N-CA-C -6.47 104.65 112.54
35 DP 22 GLY CA-C-N 6.46 125.69 118.97
35 DP 22 GLY C-N-CA 6.46 125.69 118.97
2 CB 9 GLU N-CA-C 6.31 124.24 110.80
50 B4 02 THR N-CA-C -6.30 105.53 112.72
2 CB 130 | ARG N-CA-C 6.29 117.99 110.07
42 BW 13 SER CA-C-N 6.28 125.77 119.24
42 BW 13 SER C-N-CA 6.28 125.77 119.24
3 cC 91 LEU N-CA-C 6.25 117.90 111.14
30 DG 174 | GLU N-CA-C -6.24 105.98 113.97
19 CS 41 VAL CA-C-N 6.23 127.63 119.84
19 CS 41 VAL C-N-CA 6.23 127.63 119.84
20 B4 68 ARG N-CA-C 6.20 118.98 110.24
47 B1 84 GLY N-CA-C -6.20 106.86 114.92
2 AB 23 ARG N-CA-C -6.18 106.01 112.93
5 CE 68 GLU N-CA-C 6.17 118.80 111.33
27 BD 274 | ARG N-CA-C 6.17 119.21 109.96
45 DZ 129 | SER CA-C-N 6.09 125.58 119.24

Continued on next page...
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Mol | Chain | Res | Type Atoms Z | Observed(®) | Ideal(°)
45 DZ 129 | SER C-N-CA 6.09 125.58 119.24
33 DN 94 HIS CA-C-N 6.08 125.70 119.56
33 DN 94 HIS C-N-CA 6.08 125.70 119.56
10 Al 33 | GLN N-CA-C 6.06 118.32 108.26
9 CI 44 | VAL N-CA-C | -6.03 107.38 113.47
9 CI 59 PHE N-CA-C 6.02 118.71 108.90
53 D7 6 GLN CA-C-N 6.01 126.03 119.90
53 D7 6 GLN C-N-CA 6.01 126.03 119.90
29 DF 79 GLY N-CA-C -5.99 107.47 115.32
38 DS 74 ALA N-CA-C 5.99 117.89 111.36
2 AB 127 | ILE N-CA-C 5.98 116.97 108.42
1 CA 1154 G N3-C2-N2 | 597 137.82 119.90
1 CA 1119 C N1-C2-02 | 5.97 136.81 118.90
33 DN 77 GLY N-CA-C -5.94 107.62 114.69
13 CM 40 ASN CA-C-N 5.92 126.34 119.47
13 CM 40 ASN C-N-CA 5.92 126.34 119.47
25 BA |1992| G | (C2-C3-03 | 592 118.39 109.50
30 DG 26 | GLN N-CA-C | -5.89 106.09 113.28
1 AA 991 U P-03-C3’ 5.88 129.02 120.20
52 B6 40 CYS CA-C-N 5.88 125.42 119.19
52 B6 40 CYS C-N-CA 5.88 125.42 119.19
27 BD 41 GLY N-CA-C -5.88 107.54 115.36
7 CG 57 GLU CA-C-N 0.87 126.01 119.32
7 CG o7 GLU C-N-CA 5.87 126.01 119.32
2 AB 21 | ARG N-CA-C 5.86 118.31 107.99
45 DZ 133 ILE CA-C-N 5.84 126.03 120.31
45 DZ 133 ILE C-N-CA 5.84 126.03 120.31
33 DN 110 | GLY CA-C-N 5.83 125.04 118.97
33 DN 110 | GLY C-N-CA 5.83 125.04 118.97
13 CM 106 | ASN N-CA-C 5.82 117.70 108.67
8 AH o6 LYS CA-C-N 5.78 127.34 120.23
8 AH 56 | LYS C-N-CA 5.78 127.34 120.23
33 BN 110 | GLY CA-C-N 5.78 124.98 118.97
33 BN 110 | GLY C-N-CA 5.78 124.98 118.97
13 AM 9 ILE CA-C-N 5.78 126.07 119.83
13 AM 9 ILE C-N-CA 5.78 126.07 119.83
12 CL 28 LYS N-CA-C 5.77 119.20 111.24
38 DS 82 ILE N-CA-C 5.75 116.49 109.30
1 CA 1004 A 04’-C1-N9 | 5.75 117.13 108.50
41 DV 14 VAL N-CA-C 5.75 117.96 108.99
39 DT 80 SER CA-C-N 5.73 125.43 119.82
39 DT 80 SER C-N-CA 5.73 125.43 119.82

Continued on next page...
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Mol | Chain | Res | Type Atoms Z | Observed(®) | Ideal(°)
19 CS 10 PHE N-CA-C 5.71 118.03 108.96
35 DP 40 SER N-CA-C -0.71 105.04 112.23
2 AB 38 GLY N-CA-C -5.70 106.12 114.90
30 BG 127 | GLY N-CA-C -5.70 107.12 113.79
27 DD 275 | LYS N-CA-C -5.69 100.51 109.50
11 AK 38 ASN CA-C-N 5.68 126.01 119.93
11 AK 38 ASN C-N-CA 5.68 126.01 119.93
29 DF 21 ALA CA-C-N 5.67 131.91 121.70
29 DF 21 ALA C-N-CA 5.67 131.91 121.70
2 CB 95 GLN N-CA-C 5.66 116.66 108.34
30 BG 31 VAL CA-C-N 5.65 125.66 119.90
30 BG 31 VAL C-N-CA 5.65 125.66 119.90
2 CB 129 | GLU N-CA-C -5.64 105.90 112.89
35 DP 26 GLY N-CA-C -5.62 107.48 115.30
20 CT 11 SER N-CA-C -5.58 106.14 113.17
12 CL 119 | LYS N-CA-C -2.57 102.65 110.50
8 CH 6 ILE N-CA-C 5.56 115.65 110.42
20 D4 52 | THR N-CA-C -5.56 106.34 113.23
2 AB 130 | ARG N-CA-C -5.56 103.04 109.93
33 BN 125 | GLY CA-C-N 5.55 126.03 120.04
33 BN 125 | GLY C-N-CA 5.55 126.03 120.04

7 AG 116 | ALA N-CA-C 5.53 117.30 111.28
45 BZ 157 | LEU CA-C-N 5.50 126.04 120.38
45 BZ 157 | LEU C-N-CA 5.50 126.04 120.38
45 DZ 14 LYS CA-C-N 5.49 125.84 119.47
45 DZ 14 LYS C-N-CA 5.49 125.84 119.47

5 CE 145 | LYS N-CA-C -5.49 105.30 111.28
31 DH 31 GLY N-CA-C 5.48 117.39 110.38
45 BZ 133 ILE CA-C-N 5.47 125.67 120.31
45 BZ 133 ILE C-N-CA 5.47 125.67 120.31
19 CS 30 LEU N-CA-C 5.47 118.16 110.23
27 BD 275 | LYS N-CA-C 5.45 122.40 110.80
30 BG 174 | GLU N-CA-C -5.45 106.76 113.41

3 CcC 130 | VAL N-CA-C 5.45 115.65 110.53
35 BP 38 GLN N-CA-C 5.44 117.21 111.28
43 BX 69 | TYR N-CA-C 5.43 117.61 107.99

1 AA 991 U C2-C3’-03" | 5.42 117.64 109.50

9 Al 63 ILE N-CA-C 5.42 115.80 107.77
27 BD 42 GLY N-CA-C -5.42 107.72 115.64
51 Bb5 41 PRO O-C-N 5.41 123.69 121.15

1 CA 1154 G C5-C6-06 5.41 144.82 128.60

9 Al 44 VAL N-CA-C -5.40 107.86 113.10

Continued on next page...
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Mol | Chain | Res | Type Atoms Z | Observed(®) | Ideal(°)
30 DG 65 GLY N-CA-C -5.39 107.81 115.30
10 AJ 32 ALA N-CA-C 5.39 119.02 112.23
30 DG 22 ARG N-CA-C 5.39 117.85 111.33
48 B2 69 | ARG N-CA-C 5.38 116.95 111.14
30 DG 48 | GLU N-CA-C | -5.36 106.75 113.72
50 B4 28 LYS CA-C-N 5.35 124.68 118.85
50 B4 28 LYS C-N-CA 5.35 124.68 118.85
33 DN 125 | GLY CA-C-N 5.34 125.04 119.64
33 DN 125 | GLY C-N-CA 5.34 125.04 119.64
2 CB 130 | ARG CA-C-N 5.34 125.28 119.78
2 CB 130 | ARG C-N-CA 5.34 125.28 119.78
27 DD 136 ILE CA-C-N 5.31 125.61 119.93
27 DD 136 ILE C-N-CA 5.31 125.61 119.93
44 BY 92 ASN N-CA-C 5.30 117.06 111.28
11 CK 38 ASN CA-C-N 5.29 125.59 119.93
11 CK 38 ASN C-N-CA 5.29 125.59 119.93
20 B4 65 ASP N-CA-C -5.28 106.68 113.02
27 DD 107 | ALA CA-C-N 5.27 125.47 120.31
27 DD 107 | ALA C-N-CA 5.27 125.47 120.31
28 DE 127 | ASP N-CA-C -5.26 106.72 112.72
2 AB 90 | MET CA-C-N 5.26 125.17 119.76
2 AB 90 | MET C-N-CA 5.26 125.17 119.76
28 BE 21 VAL CA-C-N 5.26 125.42 119.90
28 BE 21 VAL C-N-CA 5.26 125.42 119.90
46 DO 12 ASN CB-CA-C | -5.25 109.51 117.07
7 CG 78 ARG N-CA-C 5.21 116.67 107.61
2 AB 10 LEU N-CA-C 5.20 121.88 110.80
2 AB 166 | ASP CA-C-N 5.18 124.97 119.28
2 AB 166 | ASP C-N-CA 5.18 124.97 119.28
38 BS 40 ILE N-CA-C 5.16 116.02 108.53
2 AB 193 | ASP CA-C-N 5.13 124.31 118.97
2 AB 193 | ASP C-N-CA 5.13 124.31 118.97
2 CB 233 | SER N-CA-C 5.13 116.46 110.31
31 DH 153 | LYS CA-C-N 5.13 125.42 119.93
31 DH 153 | LYS C-N-CA 5.13 125.42 119.93
37 BR 38 VAL CB-CA-C | -5.12 108.83 113.70
2 CB 123 | ALA | CB-CA-C | -5.12 110.69 116.63
7 AG 17 VAL N-CA-C 5.12 115.23 110.42
2 AB 84 GLU N-CA-C 5.11 116.86 111.28
2 CB 112 | VAL N-CA-C -5.11 105.14 112.35
30 DG 23 PHE N-CA-C -5.11 106.45 113.30
47 D1 67 ILE CB-CA-C | -5.10 108.86 113.70

Continued on next page...
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Mol | Chain | Res | Type Atoms Z | Observed(®) | Ideal(°)
19 AS 41 VAL CA-C-N 5.09 126.20 119.84
19 AS 41 VAL C-N-CA 5.09 126.20 119.84
5 CE 105 | VAL CA-C-N -5.09 113.47 119.84
) CE 105 | VAL C-N-CA -5.09 113.47 119.84
31 BH 9 ILE N-CA-C 5.09 112.58 107.55
33 BN 128 HIS CA-C-N 5.08 125.76 120.12
33 BN 128 HIS C-N-CA 5.08 125.76 120.12
50 B4 o1 ASP N-CA-C 5.06 117.50 107.98
12 AL 105 | TYR | CB-CA-C | -5.05 110.77 116.63
42 DW 13 SER CA-C-N 5.04 124.48 119.24
42 DW 13 SER C-N-CA 5.04 124.48 119.24
2 CB 95 GLN | CB-CA-C | -5.03 109.19 116.54
12 CL 105 | TYR | CB-CA-C | -5.03 110.80 116.63
2 CB 214 ILE N-CA-C 5.03 115.25 110.53
5 CE 103 | GLY N-CA-C -5.02 106.11 112.54
50 B4 49 PHE CB-CA-C | -5.01 110.77 116.54

There are no chirality outliers.

All (6) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
2 AB 231 | GLU | Peptide

2 AB 9 GLU | Peptide

7 AG 79 | ARG | Peptide
27 BD 274 | ARG | Peptide
38 BS 58 | LEU | Peptide
20 CT 9 ASN | Peptide

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 32205 0 16254 643 0
1 CA 32312 0 16307 730 0
2 AB 1846 0 1867 87 0
2 CB 1825 0 1828 99 0
3 AC 1552 0 1546 69 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
3 CcC 1542 0 1517 72 0
4 AD 1659 0 1676 66 0
4 CD 1670 0 1703 68 0
) AE 1129 0 1185 31 0
) CE 1133 0 1191 95 0
6 AF 806 0 793 32 0
6 CF 816 0 808 25 0
7 AG 1231 0 1238 30 0
7 CG 1235 0 1249 31 0
8 AH 1088 0 1126 26 0
8 CH 1088 0 1126 38 0
9 Al 983 0 986 52 0
9 CI 978 0 966 56 0

10 AJ 709 0 650 35 0
10 CJ 714 0 672 35 0
11 AK 829 0 825 18 0
11 CK 833 0 836 24 0
12 AL 930 0 979 32 0
12 CL 930 0 980 34 0
13 AM 958 0 1002 40 0
13 CM 950 0 988 56 0
14 AN 492 0 529 25 0
14 CN 492 0 529 36 0
15 AO 728 0 760 22 0
15 CO 728 0 760 31 0
16 AP 681 0 697 30 0
16 CP 677 0 686 28 0
17 AQ 823 0 891 23 0
17 CQ 823 0 891 22 0
18 AR 555 0 618 16 0
18 CR 955 0 618 22 0
19 AS 652 0 662 28 0
19 CS 646 0 644 53 0
20 AT 728 0 798 29 0
20 CT 727 0 796 29 0
21 AU 199 0 208 8 0
21 CU 199 0 208 12 0
22 AV 277 0 140 6 0
22 CcvV 252 0 130 8 0
23 AW o4 0 40 5 0
23 CW o4 0 40 7 0
24 AX 1635 0 838 33 0
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
24 CcX 1635 0 838 39 0
25 BA 60729 0 30621 828 0
25 DA 60311 0 30408 1074 0
26 BB 2573 0 1306 30 0
26 DB 2573 0 1306 90 0
27 BD 2136 0 2218 60 0
27 DD 2136 0 2217 68 0
28 BE 1559 0 1618 55 0
28 DE 1559 0 1618 59 0
29 BF 1584 0 1625 39 0
29 DF 1580 0 1619 71 0
30 BG 1425 0 1443 45 0
30 DG 1424 0 1434 79 0
31 BH 1330 0 1407 29 0
31 DH 1330 0 1407 43 0
32 BI 1085 0 1114 40 0
32 DI 1061 0 1080 34 0
33 BN 1117 0 1184 26 0
33 DN 1117 0 1184 35 0
34 BO 933 0 996 27 0
34 DO 933 0 996 36 0
35 BP 1135 0 1212 36 0
35 DP 1135 0 1211 54 0
36 BQ 1122 0 1179 35 0
36 DQ 1122 0 1179 48 0
37 BR 968 0 1033 28 0
37 DR 968 0 1033 30 0
38 BS 877 0 938 23 0
38 DS 870 0 923 52 0
39 BT 1091 0 1151 32 0
39 DT 1083 0 1136 39 0
40 BU 959 0 1019 19 0
40 DU 959 0 1019 32 0
41 BV 771 0 830 16 0
41 DV 771 0 830 24 0
42 BW 886 0 940 11 0
42 DW 886 0 940 18 0
43 BX 750 0 814 14 0
43 DX 750 0 814 17 0
44 BY 806 0 881 31 0
44 DY 806 0 881 25 0
45 BZ 1349 0 1355 33 0
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
45 DZ 1360 0 1363 64 0
46 BO 653 0 674 29 0
46 DO 653 0 674 25 0
47 B1 755 0 826 12 0
47 D1 755 0 826 26 0
48 B2 588 0 643 13 0
48 D2 588 0 643 18 0
49 B3 469 0 018 9 0
49 D3 464 0 014 16 0
20 B4 552 0 233 27 0
20 D4 5932 0 203 31 0
o1 B5 455 0 465 12 0
51 D5 455 0 465 13 0
52 B6 453 0 473 9 0
52 D6 449 0 469 14 0
93 B7 418 0 467 13 0
93 D7 418 0 467 13 0
o4 B8 011 0 o971 18 0
o4 D8 517 0 082 34 0
95 B9 307 0 335 4 0
95 D9 307 0 335 13 0
o6 AA 187 0 0 0 0
o6 AD 1 0 0 0 0
o6 AE 2 0 0 0 0
56 AF 1 0 0 0 0
o6 AK 1 0 0 0 0
o6 AL 1 0 0 0 0
o6 AM 1 0 0 0 0
o6 AN 1 0 0 0 0
o6 AX 7 0 0 0 0
56 BO 5 0 0 0 0
96 B3 2 0 0 0 0
o6 B4 1 0 0 0 0
o6 Bb5 2 0 0 0 0
o6 B7 4 0 0 0 0
o6 B8 1 0 0 0 0
o6 B9 1 0 0 0 0
56 BA 675 0 0 0 0
56 BB 18 0 0 0 0
o6 BD 8 0 0 0 0
o6 BE 6 0 0 0 0
o6 BF S 0 0 0 0
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Symm-Clashes

H(added) | Clashes

154

995

12

Chain | Non-H | H(model)

BG
BH
BN
BO
BP

BQ
BR
BU
BV
BW
BX
BY
BZ

CA
CE

CF

CJ

CK
CT

CcX
DO

D3

D5

D7

D8

DA
DB

DD

DE

DF

DG
DN
DP

DQ
DR
DT
DU
DV
DW
DY
AD

CD

Mol

o6
o6
o6
56
96
o6
o6
o6
o6
o6
56
96
o6
o6
o6
o6
56
96
56
o6
o6
o6
o6
56
96
o6
o6
o6
o6
o6

56
96
o6
o6
o6
o6
o6
56
56
o6

o7
o7
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
60 BV 5 0 0 0 0
60 BW 1 0 0 0 0
60 BX 2 0 0 0 0
60 BZ 1 0 0 0 0
60 CA 113 0 0 5 0
60 CE 2 0 0 0 0
60 CJ 2 0 0 1 0
60 CL 1 0 0 1 0
60 CO 1 0 0 0 0
60 CW 1 0 0 1 0
60 CcX 1 0 0 1 0
60 DO 5 0 0 0 0
60 D1 1 0 0 0 0
60 D3 1 0 0 2 0
60 D8 3 0 0 0 0
60 DA 689 0 0 58 0
60 DB 9 0 0 0 0
60 DD 11 0 0 2 0
60 DE D 0 0 1 0
60 DF 6 0 0 0 0
60 DO 1 0 0 0 0
60 DP 6 0 0 0 0
60 DU 3 0 0 0 0
60 DV 1 0 0 0 0
60 DW 1 0 0 0 0
60 DX 3 0 0 0 0
All All 289646 0 193084 o817 0

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 13.

All (5817) 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)

25:DA:2121:G:H1 25:DA:2177:C:N4 1.35 1.23
19:CS:42:PRO:HG3 50:D4:61:ARG:HG2 1.39 1.04
1:AA:1028:C:N4 1:AA:1033:G:H1 1.56 1.01
25:DA:2128:C:H42 25:DA:2160:G:H1 1.08 1.00
25:DA:2137:C:H42 25:DA:2154:G:H1 1.05 0.99
1:CA:1164:G:H1 1:CA:1172:C:N4 1.58 0.98
1:CA:76:C:H42 1:CA:93:G:H1 1.08 0.98

Continued on next page...



Page 72 Full wwPDB X-ray Structure Validation Report 1VY6

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:AA:1028:C:H42 1:AA:1033:G:H1 0.99 0.97
25:BA:2124:G:H1 25:BA:2174:C:N4 1.62 0.97
1:CA:1114:C:H42 1:CA:1186:G:H1 0.99 0.96
1:AA:1502:A:H2 1:AA:1505:G:H1 1.14 0.95
25:DA:1169:G:H1 25:DA:1180:C:H42 1.11 0.95
1:CA:70:G:H1 1:CA:99:U:H3 1.12 0.94
16:AP:57:ARG:NH2 16:AP:79:VAL:O 2.00 0.93
30:BG:138:GLN:HE21 30:BG:138:GLN:H 1.13 0.93
1:AA:1246:C:H42 1:AA:1291:G:H1 1.15 0.92
1:AA:997:U:H3 1:AA:1044:A:H61 1.12 0.92
1:CA:1256:A:H61 1:CA:1278:U:HT’ 1.35 0.92
3:AC:118:GLN:HE21 3:AC:118:GLN:H 1.14 0.91
45:D7:126:VAL:HG11 | 45:DZ:161:VAL:HG22 1.53 0.90
2:AB:185:ILE:HG22 2:AB:199:TYR:HB2 1.51 0.89
1:CA:1114:C:N4 1:CA:1186:G:H1 1.68 0.89
25:DA:2121:G:N2 25:DA:2177:C:N3 2.19 0.89
1:AA:427:U.OP1 4:AD:13:ARG:NH2 2.06 0.89
25:BA:2124:G:H1 25:BA:2174:C:H42 1.01 0.89
1:CA:1030(A):G:N2 1:CA:1030(D):A:0OP2 2.06 0.89
1:AA:1008:C:H42 1:AA:1021:G:H1 1.12 0.88
28:DE:54:GLN:HG2 28:DE:76:ARG:HG2 1.53 0.87
2:AB:155:LEU:HD11 2:AB:159:PRO:HD3 1.55 0.87
25:BA:2683:C:02 34:BO:70:LYS:NZ 2.07 0.87
43:BX:53:LYS:HB3 43:BX:82:GLN:HB3 1.57 0.87
4:AD:166:LYS:HA 4:AD:178:VAL:HG21 1.57 0.86
50:B4:57:GLU:HB3 50:B4:58:ARG:HA 1.57 0.86
25:DA:1607:C:N4 25:DA:1622:G:0P2 2.08 0.86
25:BA:250:G:0P2 54:B8:13:ARG:NH2 2.07 0.86
1:AA:538:G:H5” 12:AL:114:LYS:HB2 1.57 0.86
25:BA:847:U:04 25:BA:933:A:N6 2.08 0.86
43:DX:53:LYS:HB3 43:DX:82:GLN:HB3 1.57 0.86
1:AA:991:U:02’ 1:AA:992:U:0P2 1.94 0.86
25:BA:2124:G:N2 25:BA:2174:C:N3 2.24 0.85
1:AA:1311:G:H1 1:AA:1326:C:H42 1.21 0.85
41:DV:60:GLU:OE2 41:DV:97:LYS:NZ 2.10 0.85
25:BA:2243:U:0OP1 60:BA:3807:HOH:O 1.94 0.84
25:DA:740:U.0OP2 60:DA:4407:HOH:O 1.95 0.84
25:DA:272(G):C:H42 25:DA:363(C):G:H1 1.22 0.84
1:AA:201:C:H42 1:AA:216:G:H22 1.25 0.84
25:BA:993:G:OP1 40:BU:50:ARG:NH2 2.08 0.84
1:CA:400:C:H5” 4:CD:73:ARG:HH22 1.42 0.84
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
25:BA:1332:G:OP1 60:BA:4290:HOH:O 1.95 0.84
25:BA:1176:G:H1’ 25:BA:1177:A:H5’ 1.57 0.84
1:AA:1320:C:HY 19:AS:70:LYS:HG3 1.58 0.84
3:AC:114:PRO:O 3:AC:118:GLN:NE2 2.11 0.84
45:DZ:121:HIS:HB2 45:DZ:171:1ILE:HG22 1.60 0.84
25:DA:2807:G:N1 25:DA:2893:G:06 2.11 0.83
25:DA:994:C:OP1 40:DU:53:ARG:NH2 2.11 0.83
1:CA:1075:C:OP1 2:CB:179:LYS:NZ 2.12 0.83
1:AA:1028:C:N3 1:AA:1033:G:N2 2.27 0.83
25:BA:2140:C:02 25:BA:2151:G:N1 2.10 0.83
2:CB:185:ILE:HG22 2:CB:199:TYR:HB2 1.60 0.83
39:DT:19:LEU:HD23 39:DT:20:PRO:HD2 1.60 0.83
3:AC:172:ARG:NH2 3:AC:206:GLU:OE1 2.12 0.83
25:BA:279:C:H42 25:BA:361:G:H1 1.24 0.83
1:CA:1149:C:02’ 1:CA:1280:A:N1 2.11 0.83
29:DF:53: THR:HG23 29:DF:55:GLY:H 1.44 0.83
25:BA:2140:C:N3 25:BA:2151:G:06 2.12 0.83
25:BA:880:G:N2 25:BA:898:C:02 2.12 0.83
25:BA:2139:C:N4 25:BA:2152:G:N1 2.27 0.83
25:DA:2683:C:02 34:DO:70:LYS:NZ 2.10 0.82
50:B4:59:PHE:HD2 50:B4:62:ARG:HH22 1.26 0.82
25:DA:2867:G:OP2 39:DT:119:LYS:NZ 2.11 0.82
1:AA:975:A:H4’ 1:AA:976:G:H5” 1.61 0.82
25:DA:299:A:H5” 44:DY:86:ARG:HH21 1.44 0.82
25:BA:2689:U:H4’ 25:BA:2690:C:H5’ 1.62 0.82
2:CB:80:ILE:HD13 2:CB:211:ILE:HB 1.61 0.82
3:AC:111:LEU:HD21 3:AC:144:SER:HB3 1.61 0.82
1:CA:427:U:OP1 4:CD:13:ARG:NH2 2.13 0.82
27:DD:85:ASP:0OD2 27:DD:88:ARG:NH1 2.13 0.82
28:DE:27:LEU:HD22 39:DT:1:MET:HE3 1.60 0.82
1:AA:1008:C:N4 1:AA:1021:G:H1 1.77 0.81
1:CA:656:C:02’ 15:C0O:28:GLN:NE2 2.13 0.81
2:CB:84:GLU:HB3 2:CB:219:VAL:HG21 1.61 0.81
24:CX:21:A:H61 24:CX:46:G:H2’ 1.44 0.81
13:AM:84:ILE:HG13 13:AM:85:GLY:HA2 1.62 0.81
25:DA:2166:G:H3’ 25:DA:2167:U:H5” 1.60 0.81
46:D0:11:ARG:O 46:D0:14:ARG:NH2 2.14 0.81
35:DP:56:SER:HB2 35:DP:61:ARG:HD2 1.61 0.81
19:AS:65:ASN:HA 50:B4:58:ARG:HG3 1.63 0.81
25:BA:1689:A:H62 25:BA:1698:A:H2 1.24 0.81
1:AA:1008:C:N3 1:AA:1021:G:N2 2.29 0.81
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:AA:78:G:N2 1:AA:91:C:N3 2.28 0.81
1:AA:1305:G:H22 1:AA:1331:G:H1’ 1.43 0.81
1:CA:1262:C:N3 1:CA:1273:G:N2 2.29 0.81
25:BA:2142:C:N3 25:BA:2149:G:06 2.14 0.81
1:CA:995:C:02 14:CN:4:LYS:NZ 2.15 0.80
3:AC:82:GLU:HG2 3:AC:85:ARG:HH21 1.47 0.80
1:CA:1262:C:N4 1:CA:1273:G:N1 2.29 0.80
1:CA:1409:C:02 1:CA:1491:G:N2 2.13 0.80
S:CH:41:ARG:NH2 8:CH:123:GLU:OE2 2.15 0.80
25:DA:1022:G:H22 25:DA:1142(A):A:H2 1.28 0.80
34:D0O:35:VAL:HG11 34:D0:103:ALA:HB3 1.61 0.80
25:DA:245:G:06 54:D8:8:LYS:NZ 2.15 0.80
25:DA:1693:U:02’ 27:DD:14:ARG:NH2 2.14 0.80
25:BA:631:A:0OP1 35:BP:65:ARG:NH1 2.15 0.80
1:CA:76:C:N4 1:CA:93:G:H1 1.78 0.80
25:DA:2127:G:06 25:DA:2161:C:N3 2.14 0.80
39:DT:16:ARG:NH2 39:DT:83:ILE:O 2.15 0.80
1:AA:664:G:H22 1:AA:741:G:H1 1.30 0.80
25:BA:2150:U:H2’ 25:BA:2151:G:C8 2.17 0.80
13:CM:107:ALA:HB3 13:CM:111:LYS:HD2 1.64 0.80
25:DA:1039:G:06 25:DA:1116:C:N4 2.15 0.80
32:DI:77:LEU:HB3 32:DI:142:VAL:HG12 1.62 0.80
3:CC:40:ARG:NH2 3:CC:55:VAL:O 2.15 0.80
1:AA:407.G:H5” 4:AD:115:ARG:HG2 1.64 0.80
23:CW:76:PPU:OP1 60:CW:101:HOH:O 1.99 0.80
32:BI:130:TYR:HB3 32:BI:138:ILE:HB 1.64 0.79
1:CA:1436:U:0OP1 20:CT:23:ARG:NH2 2.14 0.79
25:DA:1019:U:H3 25:DA:1142(A):A:H62 1.28 0.79
15:C0O:4:THR:OG1 15:CO:7:GLU:OE1 2.00 0.79
1:AA:1030:C:N3 1:AA:1031:G:N2 2.30 0.79
25:DA:2137:C:N4 25:DA:2154:G:H1 1.79 0.79
45:D7:72:ARG:NH2 45:D7:97:GLU:O 2.15 0.79
1:CA:201:C:H42 1:CA:216:G:H1 1.29 0.79
1:CA:950:U:H3 1:CA:1231:G:H1 1.29 0.79
15:CO:54:ARG:HG2 15:CO:58:MET:HE2 1.64 0.79
1:AA:1025:U:02 1:AA:1036:G:06 2.01 0.79
25:BA:100:G:02’ 48:B2:7:ARG:NH2 2.15 0.79
54:B8:62:LEU:HB3 54:B&:65:GLU:HG3 1.64 0.79
3:CC:58:GLU:HB3 10:CJ:92: THR:HG21 1.64 0.79
1:AA:1228:C:0OP1 13:AM:115:LYS:N 2.15 0.79
25:BA:1310:G:OP2 53:B7:9:ARG:NH1 2.15 0.79
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
25:BA:2287:A:H62 25:BA:2344:U:H3 1.29 0.79
29:BF:18:ARG:NH2 29:BF:127:GLU:OE1 2.15 0.79
46:B0:11:ARG:O 46:B0:14:ARG:NH2 2.16 0.79
28:DE:72:VAL:HG22 28:DE:73:GLU:HG3 1.64 0.79
1:CA:1015:A:N3 1:CA:1218:C:02’ 2.15 0.79
1:AA:656:C:02’ 15:A0:28:GLN:NE2 2.15 0.78
25:BA:400:G:N7 60:BA:4516:HOH:O 2.16 0.78
35:BP:42:SER:O 60:BP:304:HOH:O 2.00 0.78
35:BP:89:ALA:O 35:BP:121:LYS:NZ 2.15 0.78
1:CA:613:C:N4 1:CA:627:G:06 2.16 0.78
25:DA:2128:C:N4 25:DA:2160:G:H1 1.81 0.78
25:BA:2533:A:0P2 60:BA:3962:HOH:O 2.00 0.78
30:DG:114:ILE:HG23 | 30:DG:136:ARG:HH22 1.48 0.78
43:DX:8:ILE:O 48:D2:36:ARG:NH2 2.15 0.78
1:AA:78:G:N1 1:AA:91:C:N4 2.31 0.78
25:BA:2646:C:0OP2 25:BA:2732:G:02’ 1.99 0.78
19:CS:50:ALA:HB1 19:CS:57:HIS:HB3 1.66 0.78
1:CA:1164:G:N2 1:CA:1172:C:N3 2.31 0.78
25:DA:2805:G:H2’ 25:DA:2807:G:C8 2.18 0.78
1:AA:1246:C:N4 1:AA:1291:G:H1 1.82 0.78
1:AA:642:A:N3 8:AH:113:SER:OG 2.16 0.78
25:BA:1315:C:0P2 60:BA:4290:HOH:O 2.01 0.78
25:DA:1309:G:H4’ 53:D7:7:PRO:HB2 1.65 0.78
4:CD:103:ASN:OD1 4:CD:114:ARG:NH2 2.16 0.77
49:D3:5:LYS:NZ 49:D3:34:GLU:OE2 2.16 0.77
2:AB:15:VAL:O 2:AB:16:HIS:ND1 2.13 0.77
13:AM:58:GLU:O 13:AM:62:ASN:ND2 2.17 0.77
1:CA:1204:A:0P1 14:CN:3:ARG:NH1 2.17 0.77
27:BD:71:ASP:HB2 27:BD:103:ARG:HH22 1.48 0.77
5:AE:92:LYS:HB3 5:AE:119:LEU:HB2 1.66 0.77
1:CA:426:G:OP1 4:CD:38:TYR:OH 2.02 0.77
5:CE:102:ALA:O 5:CE:107:ARG:NH1 2.17 0.77
25:DA:11:G:N7 60:DA:4445:HOH:O 2.17 0.77
27:DD:276:LYS:HD3 27:-DD:276:LYS:H 1.49 0.77
1:CA:158:G:N2 1:CA:163:C:02 2.16 0.77
25:DA:2357:U:OP1 46:D0:20:ARG:NH1 2.17 0.77
25:BA:2711:A:OP1 60:BA:4079:HOH:O 2.03 0.77
34:B0O:35:VAL:HG11 34:BO:103:ALA:HB3 1.67 0.77
1:AA:559:A:0P1 5:AE:126:ARG:NH2 2.18 0.77
1:CA:542:G:OP1 4:CD:10:ARG:NH1 2.16 0.77
3:CC:5:ILE:HD11 14:CN:58:LYS:HE3 1.66 0.77
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
4:CD:13:ARG:NH1 4:CD:38:TYR:O 2.18 0.77
22:CV:16:A:H61 24:CX:36:U:H3 1.33 0.77
25:BA:2285:C:0OP2 52:B6:6:ARG:NH1 2.17 0.76
13:AM:39:ILE:HD12 13:AM:52:GLU:HG3 1.67 0.76
1:CA:390:C:03’ 16:CP:28:ARG:NH2 2.18 0.76
30:DG:176:LEU:HB2 30:DG:178:PHE:HE1 1.46 0.76
25:DA:2127:G:N1 25:DA:2161:C:02 2.18 0.76
1:AA:997:U:H3 1:AA:1044:A:N6 1.83 0.76
1:CA:1310:G:OP1 13:CM:77:ASN:ND2 2.18 0.76
24:CX:19:G:H1 24:CX:56:C:H42 1.34 0.76
30:DG:176:LEU:HB2 30:DG:178:PHE:CE1 2.19 0.76
16:CP:51:VAL:HG12 16:CP:53:VAL:H 1.50 0.76
25:BA:1470:G:N7 60:BA:3868:HOH:O 2.17 0.76
1:CA:1392:G:H21 1:CA:1502:A:H8 1.31 0.76
25:DA:2657:A:03’ 31:DH:160:LYS:NZ 2.18 0.76
35:BP:26:GLY:O 60:BP:305:HOH:O 2.03 0.76
1:CA:1360:A:0P2 14:CN:35:ARG:NH2 2.18 0.76
5:CE:50:GLU:HB2 5:CE:53:LEU:HD12 1.67 0.76
2:AB:178:ARG:HH21 8:AH:74:PRO:HB3 1.51 0.76
12:AL:70:ILE:HG12 12:AL:100:ILE:HD12 1.67 0.76
32:BL:77:LEU:HB3 32:BI:142:VAL:HG12 1.68 0.76
26:DB:22:U:H3 26:DB:61:G:H1 1.32 0.76
1:AA:1030:C:N4 1:AA:1031:G:N1 2.34 0.76
26:DB:5:C:0OP1 26:DB:61:G:02’ 2.03 0.76
47:B1:23:LYS:HB3 47:B1:29:GLY:HA3 1.67 0.75
1:CA:575:G:N2 1:CA:880:C:02 2.17 0.75
1:AA:1221:G:OP1 1:AA:1320:C:N4 2.18 0.75
4:AD:173:TRP:HA 4:AD:187:ARG:CZ 2.16 0.75
25:DA:785:G:0P2 60:DA:4120:HOH:O 2.02 0.75
25:DA:1689:A:H62 25:DA:1698:A:H2 1.32 0.75
38:DS:41:ASP:O 38:DS:44:LYS:NZ 2.20 0.75
1:CA:975:A:H4’ 1:CA:976:G:H5” 1.67 0.75
14:CN:37:PHE:HZ 14:CN:56:VAL:HG21 1.49 0.75
25:BA:2139:C:N4 25:BA:2152:G:C6 2.54 0.75
25:BA:2721:A:N7 60:BA:3890:HOH:O 2.19 0.75
27:BD:108:PRO:HB3 27:BD:143:HIS:CE1 2.21 0.75
30:BG:143:GLU:O 50:B4:28:LYS:NZ 2.19 0.75
27:DD:71:ASP:HB2 27:DD:103:ARG:HH22 1.50 0.75
2:AB:16:HIS:CG 2:AB:17:PHE:H 2.04 0.75
25:BA:2713:A:0P1 37:BR:14:SER:OG 2.05 0.75
34:BO:86:ILE:HG22 34:BO:94:ARG:HG3 1.69 0.75
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
19:CS:36:ARG:NH2 19:CS:75:ALA:O 2.19 0.75
1:AA:1125:U:02’ 1:AA:1127:G:N7 2.16 0.75
45:B7:69: THR:HG22 45:BZ:90:VAL:HA 1.68 0.75
10:CJ:62:HIS:HB3 14:CN:59:ALA:HB3 1.68 0.75
25:DA:2121:G:H1 25:DA:2177:C:H42 0.76 0.75
25:BA:1695:G:N7 27:BD:14:ARG:NH2 2.34 0.75
41:DV:52:VAL:HG21 41:DV:55:ALA:HB3 1.68 0.75
25:BA:956:G:06 60:BA:3746:HOH:O 2.05 0.75
25:BA:2867:G:0P2 39:BT:119:LYS:NZ 2.19 0.75
5:CE:122:GLU:O 5:CE:126:ARG:NH1 2.20 0.75
13:AM:3:ARG:HG2 13:AM:8:GLU:HG3 1.69 0.74
49:B3:18:ASP:0OD1 49:B3:18:ASP:N 2.20 0.74
1:CA:1353:G:OP1 21:CU:10:ARG:NH1 2.19 0.74
6:CF:11:ASN:HB3 6:CF:14:LEU-HG 1.67 0.74
16:AP:53:VAL:HG13 16:AP:79:VAL:HG22 1.69 0.74
1:CA:986:A:N3 19:CS:52: TYR:OH 2.20 0.74
38:DS:34:HIS:ND1 38:DS:53:SER:OG 2.19 0.74
13:AM:86:CYS:HB2 19:AS:73:GLU:HB3 1.68 0.74
26:BB:87:G:N2 26:BB:90:A:0OP2 2.18 0.74
2:CB:16:HIS:HB2 2:CB:204:ASN:HB3 1.69 0.74
25:DA:2137:C:N3 25:DA:2154:G:N2 2.35 0.74
26:DB:87:G:N2 26:DB:90:A:0P2 2.21 0.74
25:DA:330:A:H2 25:DA:1210:A:H2’ 1.52 0.74
25:DA:1828:G:0OP1 60:DA:4417:HOH:O 2.06 0.74
25:DA:2114:A:N6 25:DA:2119:A:N7 2.36 0.74
25:BA:2114:A:N6 25:BA:2119:A:N7 2.35 0.74
25:BA:2142:C:02 25:BA:2149:G:N1 2.15 0.74
25:DA:2122:U:04 25:DA:2176:A:N1 2.21 0.74
10:AJ:35:SER:HB3 10:AJ:73:ASP:HB2 1.69 0.74
25:BA:671:C:N4 60:BA:4439:HOH:O 2.20 0.74
1:CA:1029:C:N4 1:CA:1032:G:H1 1.84 0.74
2:CB:102:LEU:HD23 2:CB:182:ILE:HD13 1.70 0.74
13:CM:84:ILE:O 13:CM:86:CYS:N 2.16 0.74
25:DA:1143:A:0P1 33:DN:25:ARG:NH2 2.21 0.74
25:BA:2308:G:06 25:BA:2311:A:N6 2.16 0.73
48:B2:22:GLU:OE2 48:B2:68:ARG:NH2 2.21 0.73
1:AA:153:C:H42 1:AA:168:G:H1 1.34 0.73
25:BA:245:G:06 54:B8:8:LYS:NZ 2.21 0.73
25:BA:2141:G:06 25:BA:2150:U:02 2.06 0.73
4:CD:108:LEU:HD21 4:CD:183:GLY:HA3 1.70 0.73
25:DA:1890:A:0P2 60:DA:4558:HOH:O 2.06 0.73
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
12:CL:24:VAL:HG13 12:CL:98:TYR:HE1 1.52 0.73
25:DA:2518:A:0P2 60:DA:4240:HOH:O 2.06 0.73
16:AP:34:GLU:OE2 16:AP:55:ARG:NH2 2.20 0.73
1:CA:831:U:H3 1:CA:855:G:H1 1.35 0.73
25:DA:2629:A:02’ 25:DA:2630:G:0P2 2.04 0.73
1:CA:1128:C:HY’ 1:CA:1147:C:H42 1.52 0.73
4:AD:186:LEU:HB2 4:AD:187:ARG:HH21 1.54 0.73
1:CA:455:C:H42 1:CA:476:G:H1 1.37 0.73
1:CA:352:C:0OP2 60:CA:4035:HOH:O 2.06 0.73
1:CA:1120:G:C6 1:CA:1154:G:N2 2.57 0.73
25:DA:782:A:0P2 60:DA:4013:HOH:O 2.07 0.73
47:D1:52:ARG:HH21 47:D1:57:GLU:HB2 1.54 0.73
25:BA:2096:U:H3 25:BA:2193:G:H1 1.35 0.73
25:DA:2119:A:H2 25:DA:2171:A:H5’ 1.54 0.73
25:DA:2171:A:N3 25:DA:2172:U:N3 2.36 0.73
25:BA:2107:C:H42 25:BA:2182:G:H1 1.36 0.73
35:BP:126:VAL:HG12 | 35:BP:148:LEU:HD23 1.70 0.73
6:CF:35:ALA:HB2 6:CF:67:-MET:HE2 1.71 0.73
1:AA:662:G:H2’ 1:AA:663:A:C8 2.24 0.72
25:DA:2753:A:N3 55:D9:15:LYS:NZ 2.36 0.72
10:AJ:31:GLY:HA3 10:AJ:81:THR:HG21 1.71 0.72
24:AX:49:G:H1 24:AX:65:C:H42 1.37 0.72
25:BA:2139:C:N3 25:BA:2152:G:N2 2.37 0.72
1:CA:875:C:HYT’ &:CH:15:ASN:HD21 1.53 0.72
25:DA:918:A:02’ 26:DB:97:G:N2 2.20 0.72
25:DA:2064:C:0P2 60:DA:4454:HOH:O 2.05 0.72
25:DA:601:C:OP1 29:DF:108:LYS:NZ 2.21 0.72
25:BA:1693:U:02’ 27:BD:14:ARG:NH2 2.22 0.72
25:DA:2805:G:H2’ 25:DA:2807:G:HS8 1.51 0.72
1:AA:1183:A:H3’ 1:AA:1184:G:H5” 1.72 0.72
25:BA:1019:U:H3 25:BA:1142(A):A:H62 1.35 0.72
4:CD:187:ARG:NH2 4:CD:193:ASP:0OD2 2.22 0.72
25:DA:82:G:N1 25:DA:103:A:0P2 2.19 0.72
3:CC:111:LEU:HD22 3:CC:146:ALA:HB2 1.71 0.72
25:BA:517:C:0OP1 51:B5:16:ARG:NH2 2.20 0.72
19:CS:15:LEU:HA 19:CS:18:LYS:HD2 1.70 0.72
2:AB:16:HIS:CG 2:AB:17:PHE:N 2.56 0.72
29:BF:61:GLY:O 60:BF:406:HOH:O 2.06 0.72
30:BG:138:GLN:HE21 30:BG:138:GLN:N 1.87 0.72
37:BR:103:ARG:NH1 37:BR:108:GLY:O 2.22 0.72
15:C0O:39:LEU:HD13 15:CO:56:LEU:HB2 1.70 0.72
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Atom-1 Atom-2 distance (A) overlap (A)
46:D0:27:GLU:HG3 46:D0:68:GLU:HA 1.72 0.72
9:AI:17:VAL:HG11 9:AL:R1:ILE:HA 1.70 0.72
15:A0:39:LEU:HD12 15:A0:56:LEU:HB2 1.71 0.72
25:BA:2005:A:0P1 60:BA:4104:HOH:O 2.06 0.72
26:DB:50:G:0OP1 38:DS:63: THR:N 2.22 0.72
1:AA:339:C:OP2 34:BO:97:ARG:NH1 2.21 0.72
1:AA:953:G:N7 13:AM:104:ARG:NH2 2.36 0.72
1:AA:1036:G:H3’ 1:AA:1037:C:H6 1.53 0.72
24:AX:76:31H:OP1 25:BA:2439:A:N6 2.23 0.72
25:BA:1670:C:OP1 60:BA:3797:HOH:O 2.07 0.72
1:CA:1035:A:H2’ 1:CA:1036:G:H8 1.53 0.71
31:DH:3:ARG:HB3 31:DH:3:ARG:HH11 1.54 0.71
1:AA:574:A:0P2 60:AA:4009:HOH:O 2.08 0.71
1:AA:674:G:H2’ 1:AA:675:A:H8 1.54 0.71
25:BA:1199:U:OP1 60:BA:4387:HOH:O 2.08 0.71
1:CA:1029:C:N3 1:CA:1032:G:N2 2.38 0.71
1:CA:1244:C:H42 1:CA:1293:G:H1 1.36 0.71
4:CD:98:GLU:HG2 4:CD:189:PRO:HG2 1.72 0.71
25:DA:2183:C:H2’ 25:DA:2184:G:HS 1.55 0.71
37:DR:33:ARG:NH1 37:DR:115:GLU:OE2 2.23 0.71
7:CG:79:ARG:HE 7:CG:80:VAL:HG23 1.54 0.71
16:CP:57:ARG:NH2 16:CP:79:VAL:O 2.23 0.71
25:BA:1798:U:H5’ 27:BD:259:THR:HG22 1.72 0.71
1:AA:936:C:02 1:AA:1382:C:N4 2.21 0.71
3:AC:70:VAL:HG22 3:AC:72:LYS:H 1.55 0.71
3:CC:12:LEU:HD23 3:CC:16:ARG:HB3 1.70 0.71
45:B7:45:ASP:0D2 45:B7:49:ARG:NH1 2.23 0.71
1:CA:1006:C:OP1 1:CA:1037:C:02’ 2.08 0.71
25:DA:2302:G:N2 30:DG:126:ASP:OD1 2.21 0.71
2:AB:69:LEU:HB3 2:AB:162:ILE:HG22 1.71 0.71
15:A0:54:ARG:HG2 15:A0:58: MET:HE2 1.73 0.71
1:CA:559:A:0P1 5:CE:126:ARG:NH2 2.24 0.71
25:BA:2500:U:02’ 25:BA:2504:U:0OP1 2.09 0.71
13:CM:58:GLU:O 13:CM:62:ASN:ND2 2.24 0.71
25:DA:997:G:OP1 40:DU:92:ARG:NE 2.24 0.71
25:DA:2238:G:N7 60:DA:4590:HOH:O 2.23 0.71
35:DP:95:VAL:HA 35:DP:99:LEU:HD21 1.73 0.71
30:BG:5:VAL:HG22 30:BG:8:LYS:H 1.56 0.71
5:CE:43:LEU:HD22 5:CE:136:MET:HG3 1.72 0.71
12:CL:71:PRO:O 12:CL:102:ARG:NH1 2.22 0.71
36:DQ:43: THR:HA 36:DQ:94:VAL:HG12 1.73 0.71
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Atom-1 Atom-2 distance (A) overlap (A)
42:DW:14:PRO:HG2 42:DW:78:GLU:HG2 1.71 0.71
49:D3:29:ARG:HB3 49:D3:30:ARG:HH11 1.56 0.71
6:AF:18:GLN:N 6:AF:18:GLN:OE1 2.23 0.71
25:BA:1342:A:02 25:BA:1344:G:OP2 2.07 0.71
25:DA:568:U:04 60:DA:4115:HOH:O 2.06 0.71
4:AD:13:ARG:NH1 4:AD:38:TYR:O 2.24 0.70
25:DA:2830:G:OP1 28:DE:76:ARG:NH2 2.24 0.70
25:DA:500:G:N1 25:DA:503:A:0P2 2.22 0.70
25:DA:2186:G:H2’ 25:DA:2187:G:H5” 1.71 0.70
20:AT:33:ILE:HD12 20:AT:62:LEU:HB3 1.73 0.70
25:DA:1939:U:OP1 25:DA:2604:U:02’ 2.08 0.70
25:BA:31:C:OP1 60:BA:4386:HOH:O 2.09 0.70
25:BA:687:C:H5” 53:B7:2:LYS:HE2 1.73 0.70
25:BA:816:C:0P2 60:BA:4006:HOH:O 2.09 0.70
25:BA:1189:A:0P2 60:BA:4298:HOH:O 2.10 0.70
2:CB:174:VAL:HG11 2:CB:196:LEU:HG 1.74 0.70
13:CM:65:LYS:HA 50:D4:50:VAL:HG11 1.73 0.70
45:D7:119:GLU:HB2 | 45:DZ:122:ARG:HH11 1.56 0.70
48:D2:38:GLN:HB3 48:D2:44:LEU:HB2 1.73 0.70
1:AA:96:U:02’ 1:AA:97:G:HY 1.92 0.70
1:AA:1069:C:0OP2 60:AA:4012:HOH:O 2.09 0.70
1:AA:1305:G:N2 1:AA:1331:G:H1’ 2.07 0.70
25:BA:1828:G:0OP1 60:BA:4340:HOH:O 2.09 0.70
2:CB:18:GLY:HA2 2:CB:42:1LE:HG13 1.72 0.70
3:CC:11:ARG:NH2 3:CC:177:THR:O 2.24 0.70
5:CE:144:THR:H 5:CE:147:ASP:HB2 1.57 0.70
1:AA:1492:A:02’ 1:AA:1493:A:05’ 2.09 0.70
13:AM:34:LEU:HD13 13:AM:41:PRO:HA 1.73 0.70
25:DA:993:G:0OP1 40:DU:50:ARG:NH2 2.25 0.70
25:DA:1204:A:H2 25:DA:1241:A:H62 1.39 0.70
25:DA:2552:U:0P2 60:DA:4610:HOH:O 2.10 0.70
36:DQ:29:PHE:O 45:D7:122:ARG:NH2 2.23 0.70
8:AH:73:ASP:OD1 8:AH:75:ARG:NH1 2.25 0.70
1:CA:1002:G:H1 1:CA:1038:C:N4 1.90 0.70
25:DA:2674:G:H5” 34:D0O:26:LYS:HE3 1.72 0.70
42:DW:18:ARG:HG3 42:-DW:76:VAL:HB 1.73 0.70
45:D7:23:LYS:HG3 45:D7Z:40:ASP:HA 1.74 0.70
1:AA:1356:G:H2’ 1:AA:1357:A:C8 2.26 0.70
1:CA:986:A:02’ 19:CS:55:LYS:O 2.08 0.70
1:CA:1228:C:0OP1 13:CM:115:LYS:N 2.25 0.70
24:CX:23:C:H2’ 24:CX:24:U:H6 1.57 0.70
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Atom-1 Atom-2 distance (A) overlap (A)
6:AF:14:LEU:HB3 6:AF:18:GLN:NE2 2.06 0.70
24:AX:59:A:H2’ 24:AX:60:U:H5’ 1.74 0.70
24:CX:8:4SU:05’ 24:CX:8:4SU:H6 1.92 0.70
32:DI:37:VAL:HG12 32:DI:38:LEU:HD12 1.73 0.70
29:BF:53: THR:HG23 29:BF:55:GLY:H 1.57 0.70
25:DA:643:A:N1 25:DA:2369:A:02’ 2.24 0.70
25:DA:2113:U:02 25:DA:2169:A:N6 2.24 0.70
27:DD:242:ARG:O 60:DD:407:HOH:O 2.10 0.70
1:AA:545:C:0OP2 4:AD:65:ARG:NH2 2.25 0.69
1:AA:1279:A:02’ 1:AA:1282:C:N4 2.25 0.69
1:CA:922:G:H4’ 5:CE:20:GLN:HA 1.73 0.69
1:CA:1164:G:N1 1:CA:1172:C:N4 2.38 0.69
2:CB:163:PHE:HD1 2:CB:185:ILE:HG13 1.57 0.69
2:CB:178:ARG:HH22 8:CH:68:ARG:HH22 1.38 0.69
1:AA:1311:G:H1 1:AA:1326:C:N4 1.90 0.69
1:CA:1262:C:N4 1:CA:1273:G:H1 1.90 0.69
25:BA:18:C:02’ 25:BA:554:U:0OP1 2.10 0.69
34:B0O:37:ASP:0OD1 34:BO:109:LYS:NZ 2.25 0.69
37:BR:56:LYS:NZ 37:BR:87:TYR:O 2.25 0.69
25:DA:2646:C:0P2 25:DA:2732:G:02’ 2.08 0.69
1:AA:1183:A:02’ 1:AA:1184:G:OP1 2.09 0.69
1:AA:1259:C:H42 1:AA:1276:G:H1 1.36 0.69
53:B7:33:ARG:NH2 60:B7:3102:HOH:O 2.25 0.69
25:BA:1786:A:H1’ 25:BA:1938:A:N6 2.06 0.69
27:BD:37:LEU:HD12 27:BD:62: TYR:HB2 1.73 0.69
25:DA:1783:A:H5’ 25:DA:2608:G:H4’ 1.75 0.69
26:DB:75:G:N2 45:D7:87:ASP:0OD1 2.25 0.69
30:DG:41:GLN:HE21 30:DG:155:-MET:HB3 1.56 0.69
1:CA:991:U:02’ 1:CA:992:U:05’ 2.11 0.69
25:BA:1434:A:H61 25:BA:1558:A:H62 1.38 0.69
47:B1:86:SER:OG 47:B1:89:GLU:OE1 2.10 0.69
3:CC:82:GLU:HG2 3:CC:85:ARG:HH21 1.58 0.69
27:DD:221:VAL:O 60:DD:411:HOH:O 2.09 0.69
1:AA:13:U:OP1 60:AA:4118:HOH:O 2.10 0.69
1:AA:1007:C:N3 1:AA:1022:G:06 2.25 0.69
27:BD:108:PRO:HB3 27:BD:143:HIS:HE1 1.58 0.69
25:DA:2347:C:HO2’ 52:D6:21: TYR:HH 1.40 0.69
28:DE:128:SER:OG 28:DE:129:HIS:N 2.21 0.69
30:DG:150:ASP:OD1 30:DG:153:ARG:NH1 2.22 0.69
34:D0O:115:VAL:HG13 | 34:D0O:121:VAL:HG21 1.75 0.69
25:BA:739:G:OP1 60:BA:4315:HOH:O 2.10 0.69
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25:BA:2144:U:H1’ 25:BA:2148:G:H22 1.57 0.69
25:BA:2811:G:HY’ 28:BE:60:ASN:HD22 1.58 0.69
33:DN:20:GLY:HA2 33:DN:61:ARG:HE 1.58 0.69
1:AA:405:U:.0P2 4:AD:3:ARG:NH2 2.25 0.69
1:AA:418:C:H42 1:AA:425:G:H1 1.41 0.69
10:AJ:13:HIS:HA 10:AJ:16:LEU:HB3 1.75 0.69
25:BA:1648:C:0OP1 60:BA:4313:HOH:O 2.11 0.69
1:CA:446:G:H1 1:CA:488:C:H42 1.41 0.69
1:AA:78:G:C2 1:AA:91:C:N3 2.61 0.68
1:AA:328:.C:H4’ 1:AA:329:A:H5’ 1.75 0.68
1:AA:509:A:N1 60:AA:4114:HOH:O 2.24 0.68
1:AA:903:G:OP1 60:AA:4036:HOH:O 2.10 0.68
2:AB:18:GLY:HA3 2:AB:41:ILE:HD13 1.73 0.68
44:BY:43:ASN:HB3 44:BY:65:ALA:HB3 1.76 0.68
25:DA:1269:A:N7 60:DA:4606:HOH:O 2.25 0.68
1:CA:976:G:H5’ 1:CA:1358:U:02’ 1.93 0.68
25:DA:2336:A:H61 46:D0:43: THR:HG22 1.57 0.68
29:DF:155:LEU:HD11 | 29:DF:176:LEU:HD12 1.74 0.68
1:AA:972:C:OP1 60:AA:4142:HOH:O 2.10 0.68
1:CA:985:C:H42 1:CA:1220:G:H1 1.40 0.68
25:DA:880:G:N2 25:DA:898:C:02 2.26 0.68
24:AX:21:A:H61 24:AX:46:G:H2’ 1.58 0.68
25:BA:801:G:06 29:BF:53: THR:OG1 2.10 0.68
7:CG:113:GLU:HG2 7:CG:119:ARG:HG2 1.75 0.68
9:CI:116:LYS:HA 9:CI:123:PRO:HD3 1.73 0.68
25:DA:2130:U:H4’ 25:DA:2133:G:H4’ 1.74 0.68
30:DG:43:LEU:HD12 30:DG:45:GLU:HG3 1.75 0.68
2:AB:17:PHE:HB2 2:AB:44:LEU:HD11 1.75 0.68
25:BA:1970:A:0P2 60:BA:4046:HOH:O 2.12 0.68
1:CA:1464:G:OP1 39:DT:108:ARG:NH1 2.27 0.68
25:DA:2099:U:H3 25:DA:2190:G:H1 1.42 0.68
27:DD:76:PRO:HB2 27:DD:116:GLN:HE21 1.58 0.68
5:AE:50:GLU:HB2 5:AE:53:LEU:HD13 1.75 0.68
25:BA:2372:G:06 60:BA:4144:HOH:O 2.10 0.68
1:CA:1182:G:H4’ 1:CA:1183:A:H3’ 1.75 0.68
10:CJ:30:SER:OG 10:CJ:84:GLN:OE1 2.12 0.68
25:DA:1902:C:OP1 60:DA:4018:HOH:O 2.11 0.68
1:AA:1502:A:H2 1:AA:1505:G:N1 1.91 0.68
2:CB:103:THR:HA 2:CB:180:LEU:HD11 1.76 0.68
25:DA:1800:C:0P2 27:DD:183:ARG:NH2 2.26 0.68
2:AB:63:MET:HB3 2:AB:225:ALA:HB1 1.75 0.68
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Atom-1 Atom-2 distance (A) overlap (A)
27:BD:85:ASP:0D2 27:BD:88:ARG:NH1 2.26 0.68
1:CA:403:C:0OP1 4:CD:137:SER:OG 2.12 0.68
4:CD:122:ARG:NH1 4:CD:134:ASP:O 2.27 0.68
1:AA:1316:G:H22 1:AA:1319:A:H5” 1.58 0.68
2:AB:187:LEU:HD13 2:AB:205:ASP:HB3 1.75 0.68
25:BA:1338:G:N7 43:BX:62:LYS:NZ 2.41 0.68
1:CA:539:A:H2’ 1:CA:540:G:C8 2.28 0.68
5:CE:18:ARG:HG2 5:CE:25:ARG:HB2 1.76 0.68
9:CIL:4:TYR:HB2 9:CI:19:LEU:HB2 1.76 0.68
25:DA:31:C:0OP1 60:DA:4439:HOH:O 2.10 0.68
41:DV:6:LYS:HB2 41:DV:38:LEU:HD21 1.76 0.68
29:BF:101:LEU:O 29:BF:106:ARG:NH1 2.26 0.68
1:CA:1029:C:N4 1:CA:1032:G:N1 2.42 0.68
26:DB:76:G:N2 26:DB:101:G:06 2.26 0.68
30:DG:114:ILE:HG23 | 30:DG:136:ARG:NH2 2.09 0.68
25:BA:1300:U:H4’ 25:BA:1301:A:H5” 1.75 0.67
25:DA:370:G:0OP2 60:DA:4069:HOH:O 2.12 0.67
25:DA:2128:C:N3 25:DA:2160:G:N2 2.43 0.67
25:BA:1507:A:02’ 25:BA:1508:A:04’ 2.12 0.67
25:BA:2748:A:H5’ 31:BH:4:ILE:HD12 1.75 0.67
1:CA:522:C:H41 12:CL:53:ARG:HH22 1.41 0.67
25:DA:509:C:OP1 60:DA:4471:HOH:O 2.11 0.67
1:AA:103:C:02’ 1:AA:172:A:N1 2.26 0.67
1:AA:145:G:H1 1:AA:177:C:H42 1.42 0.67
3:AC:121:ALA:HBI1 3:AC:189:ALA:HB2 1.75 0.67
16:AP:1:MET:SD 16:AP:1:MET:N 2.64 0.67
25:BA:535:C:03’ 40:BU:53:ARG:NH1 2.26 0.67
25:BA:1798:U:H5” 27:BD:260:ARG:HB3 1.76 0.67
36:BQ:135:ASP:0OD2 45:BZ:49:ARG:NH2 2.25 0.67
39:BT:16:ARG:NH2 39:BT:83:ILE:O 2.27 0.67
44:BY:54:LYS:HA 44:BY:56:PRO:HD3 1.74 0.67
1:AA:976:G:H5’ 1:AA:1358:U:02’ 1.94 0.67
25:BA:2445:G:OP1 29:BF:74:ARG:NH2 2.26 0.67
30:BG:138:GLN:HE22 30:BG:153:ARG:H 1.43 0.67
26:DB:48:A:0P2 38:DS:30:ARG:NH2 2.27 0.67
37:DR:79:LEU:HA 37:DR:83:ILE:HD12 1.77 0.67
35:BP:138:LEU:HD23 35:BP:145:PRO:HG3 1.76 0.67
19:CS:9:VAL:HG21 50:D4:61:ARG:HH22 1.59 0.67
25:DA:631:A:0P1 35:DP:65:ARG:NH1 2.24 0.67
25:DA:827:U:OP1 60:DA:4458:HOH:O 2.12 0.67
25:DA:2136:C:H41 25:DA:2156:G:H21 1.42 0.67
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Atom-1 Atom-2 distance (A) overlap (A)
45:D7:99:TYR:HB3 45:D7:123:ASP:HB2 1.76 0.67
1:AA:911:U:0OP2 12:AL:97:ARG:NH1 2.28 0.67
42:BW:18:ARG:HG3 42:BW:76:VAL:HB 1.76 0.67
1:CA:1162:C:H42 1:CA:1174:G:H1 1.43 0.67
25:DA:2404:C:03’ 35:DP:77:ARG:NH2 2.27 0.67
37:DR:33:ARG:NH2 51:D5:57:VAL:O 2.28 0.67
25:BA:1636:C:H2’ 25:BA:1637:A:C8 2.30 0.67
25:DA:320:A:02’ 25:DA:322:A:0P2 2.12 0.67
25:DA:1986:A:0P1 60:DA:4251:HOH:O 2.12 0.67
25:DA:807:U:0P2 35:DP:41:ARG:NH2 2.27 0.67
39:DT:16:ARG:HD3 39:DT:19:LEU:HD12 1.77 0.67
39:DT:125:ARG:O 39:DT:129:ARG:NH1 2.27 0.67
44:DY:39:VAL:HB 44:DY:42:VAL:HB 1.75 0.67
25:BA:1176:G:H1’ 25:BA:1177:A:CY’ 2.25 0.67
6:CF:81:ILE:HD11 27:DD:125:ILE:HB 1.76 0.67
8:CH:10:LEU:HD22 8:CH:R3:ILE:HD11 1.77 0.67
25:DA:458:G:02’ 25:DA:469:G:06 2.11 0.67
1:AA:1279:A:02’ 1:AA:1281:U:OP2 2.13 0.67
25:BA:1299:G:OP1 60:BA:4327:HOH:O 2.11 0.67
25:BA:1713:U:H2’ 25:BA:1714:G:HS 1.60 0.67
1:CA:402:G:H2’ 1:CA:403:C:H5’ 1.75 0.67
26:DB:29:A:02’ 26:DB:58:A:N1 2.27 0.67
34:D0:13:ASN:ND2 34:D0:96:THR:OG1 2.26 0.67
25:BA:2408:U:0P2 60:BA:3989:HOH:O 2.13 0.66
1:CA:1277:C:02’ 1:CA:1279:A:N7 2.28 0.66
13:CM:37:THR:O 13:CM:55:ARG:NH1 2.24 0.66
1:AA:630:G:H2’ 1:AA:631:G:H8 1.60 0.66
20:AT:75:ASN:OD1 20:AT:75:ASN:N 2.28 0.66
25:BA:587:C:0P2 35:BP:21:ARG:NH2 2.29 0.66
1:CA:8:A:C6 4:CD:209:ARG:HB2 2.30 0.66
25:DA:1592:C:H2’ 25:DA:1593:G:H8 1.60 0.66
29:DF:18:ARG:NH2 29:DF:127:GLU:OE1 2.27 0.66
30:DG:41:GLN:NE2 30:DG:154:GLY:O 2.28 0.66
36:DQ:135:ASP:0D2 45:D7:49:ARG:NH2 2.26 0.66
45:D7:119:GLU:O 45:D7:122:ARG:NH1 2.29 0.66
48:D2:22:GLU:OE2 48:D2:68:ARG:NH2 2.28 0.66
1:AA:158:G:N2 1:AA:163:C:02 2.28 0.66
3:AC:30:ARG:NH1 14:AN:35:ARG:O 2.29 0.66
5:AE:140:ARG:O 5:AE:143:ARG:NH2 2.26 0.66
25:BA:957:A:N1 25:BA:2458:G:H4’ 2.09 0.66
1:CA:1210:C:H2’ 1:CA:1211:U:H5” 1.78 0.66
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
2:CB:81:VAL:O 2:CB:85:ALA:N 2.29 0.66
25:DA:83:G:02’ 25:DA:102:G:N2 2.29 0.66
36:DQ:141:GLN:HE22 | 45:DZ:74:VAL:HG13 1.60 0.66
47:D1:3:LYS:HB2 47:D1:61:ARG:NH1 2.11 0.66
49:D3:11:SER:O 60:D3:4001:HOH:O 2.14 0.66
25:BA:1125:G:HY’ 55:B9:37:GLY:HA2 1.78 0.66
25:BA:2103:C:H42 25:BA:2186:G:H1 1.42 0.66
25:BA:2125:G:H22 25:BA:2172:U:P 2.18 0.66
27:BD:227:ASN:OD1 60:BD:405:HOH:O 2.13 0.66
9:CI:9:ARG:HG2 9:CI:14:VAL:HG12 1.77 0.66
2:AB:84:GLU:HB3 2:AB:219:VAL:HG21 1.76 0.66
25:BA:1022:G:H22 25:BA:1142(A):A:H2 1.41 0.66
1:CA:1305:G:02’ 1:CA:1331:G:N2 2.28 0.66
20:CT:10:LEU:HB3 20:CT:12:ALA:H 1.59 0.66
25:BA:2151:G:H2’ 25:BA:2152:G:C8 2.31 0.66
1:CA:1114:C:N3 1:CA:1186:G:N2 2.39 0.66
1:CA:1457:G:OP1 20:CT:39:LYS:NZ 2.28 0.66
48:D2:14:ARG:HA 48:D2:63:VAL:HG11 1.77 0.66
1:AA:998:G:H1 1:AA:1043:C:H42 1.44 0.66
2:AB:231:GLU:HB2 2:AB:232:PRO:HD3 1.77 0.66
25:BA:1815:A:0P2 27:BD:54:ARG:NH2 2.29 0.66
25:BA:2327:A:H2’ 25:BA:2328:A:C8 2.31 0.66
26:BB:7:G:H1 26:BB:114:C:H42 1.42 0.66
1:CA:953:G:H5’ 1:CA:965:A:N6 2.10 0.66
25:DA:948:G:N2 25:DA:985:C:0P2 2.28 0.66
25:DA:2079:U:03’ 47:D1:35:THR:0OG1 2.14 0.66
42:DW:4:LYS:HE2 42:DW:6:ILE:HD11 1.75 0.66
1:AA:957:U:H5” 19:AS:81:ARG:HH12 1.61 0.66
25:BA:1794:U:H2’ 25:BA:1795:C:H6 1.61 0.66
25:BA:2138:C:H42 25:BA:2153:G:H1 1.44 0.66
38:BS:28:VAL:HG11 38:BS:98:VAL:HG13 1.78 0.66
25:BA:2430:A:H2’ 25:BA:2430:A:N3 2.10 0.66
25:BA:2687:U:0P2 60:BA:4420:HOH:O 2.14 0.66
24:CX:52:G:H1 24:CX:62:C:H42 1.44 0.66
25:DA:135:G:N2 25:DA:144:C:N3 2.34 0.66
7:AG:15:ASP:HB3 7:AG:24:THR:HG23 1.77 0.65
1:CA:923:A:02’ 1:CA:1399:C:0OP2 2.13 0.65
25:DA:543:C:N4 25:DA:549:G:06 2.18 0.65
25:DA:2572:A:0P1 25:DA:2574:G:02’ 2.14 0.65
33:DN:29:LYS:NZ 33:DN:140:VAL:O 2.28 0.65
1:CA:1164:G:N2 1:CA:1172:C:C2 2.63 0.65
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Atom-1 Atom-2 distance (A) overlap (A)
1:AA:130:A:HY’ 17:AQ:63:ARG:HE 1.62 0.65
3:AC:20:SER:HG 3:AC:40:ARG:HH12 1.44 0.65
1:CA:560:U:0OP2 60:CA:4097:HOH:O 2.12 0.65
3:CC:18:TRP:O 3:CC:21:ARG:NH1 2.29 0.65
25:DA:1645:G:H5” 25:DA:1646:C:H5’ 1.79 0.65
29:DF:130:ALA:H 29:DF:142: TRP:CD1 2.14 0.65
31:DH:12:PRO:HD2 31:DH:76:VAL:HG21 1.77 0.65
1:AA:596:C:OP2 60:AA:4064:HOH:O 2.13 0.65
1:AA:1273:G:H3’ 1:AA:1274:G:HS 1.60 0.65
2:AB:16:HIS:HB3 2:AB:210:SER:HB2 1.78 0.65
25:DA:863:A:0P2 36:DQ:22:LYS:HD3 1.97 0.65
25:DA:1269:A:0P2 60:DA:4607:HOH:O 2.13 0.65
25:DA:2689:U:OP2 25:DA:2719:G:N2 2.23 0.65
26:DB:55:U:H1’ 30:DG:29: TRP:CD1 2.32 0.65
35:DP:96: THR:HG23 35:DP:99:LEU:HD23 1.78 0.65
44:BY:92:ASN:N 44:BY:93:GLY:HA2 2.11 0.65
1:CA:1157:A:HY 1:CA:1158:C:C6 2.31 0.65
1:CA:1165:C:H42 1:CA:1171:G:H1 1.44 0.65
2:CB:204:ASN:O 2:CB:210:SER:OG 2.09 0.65
1:AA:1298:C:0OP2 7:AG:114:ARG:NH2 2.30 0.65
25:BA:2483:C:N3 36:BQ:124:LYS:NZ 2.44 0.65
26:BB:33:G:H5’ 30:BG:2:PRO:HD3 1.79 0.65
1:CA:769:G:H4’ 1:CA:1513:A:H4’ 1.78 0.65
1:CA:1153:C:H42 1:CA:1154:G:H21 1.44 0.65
12:CL:117:ARG:HB3 12:CL:122:THR:HB 1.79 0.65
25:DA:528:A:C2 25:DA:2042:A:H2’ 2.32 0.65
25:DA:1537:G:H2’ 25:DA:1538:G:HS8 1.62 0.65
1:AA:1353:G:OP1 21:AU:10:ARG:NH1 2.25 0.65
S:AH:116:LYS:HD2 8:AH:129:VAL:HG11 1.77 0.65
9:AL:5:TYR:HE1 9:AI:16:ARG:HB2 1.62 0.65
31:BH:46:GLU:HB2 31:BH:49:VAL:HG12 1.79 0.65
3:CC:40:ARG:HA 3:CC:43:LEU:HD22 1.79 0.65
24:CX:59:A:H2’ 24:CX:60:U:HY’ 1.79 0.65
25:DA:1025:G:C4 25:DA:1135:C:H1’ 2.31 0.65
1:AA:1210:C:H2’ 1:AA:1211:U:H5” 1.79 0.65
25:BA:2014:A:N1 60:BA:3705:HOH:O 2.29 0.65
1:CA:576:G:OP1 60:CA:4013:HOH:O 2.15 0.65
25:DA:559:G:H22 40:DU:49:HIS:CE1 2.14 0.65
25:DA:1171:G:H1 25:DA:1178:C:H42 1.44 0.65
10:AJ:47:PHE:HB2 10:AJ:63:PHE:HB2 1.78 0.65
25:BA:1048:A:0P2 25:BA:1109:C:N4 2.30 0.65
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Atom-1 Atom-2 distance (A) overlap (A)
25:BA:1654:A:0P2 60:BA:3948:HOH:O 2.14 0.65
38:BS:27:SER:HA 38:BS:88:ASP:HB3 1.78 0.65
44:BY:92:ASN:HB2 44:BY:94:LYS:HG2 1.79 0.65
2:CB:111:ARG:HH21 2:CB:114:ARG:HB2 1.61 0.65
2:AB:80:ILE:HD11 2:AB:212:GLN:HA 1.79 0.65
15:A0:8:LYS:HG2 15:A0:12:ILE:HD11 1.79 0.65
30:BG:41:GLN:HB3 30:BG:43:LEU:HD13 1.79 0.65
50:B4:26:SER:OG 50:B4:27:-THR:N 2.29 0.65
1:CA:297:G:02’ 1:CA:299:G:N7 2.26 0.65
1:CA:1035:A:H2 1:CA:1036:G:C8 2.31 0.65
25:DA:2104:G:H1 25:DA:2185:C:H42 1.43 0.65
35:DP:48:PRO:O 54:D&:57:ARG:NH2 2.29 0.65
46:D0:10: THR:HG22 46:D0:12:ASN:H 1.61 0.65
1:AA:21:G:OP1 60:AA:4101:HOH:O 2.15 0.64
1:AA:1086:U:H3 1:AA:1099:G:H22 1.45 0.64
3:AC:52:LEU:HD21 3:AC:55:VAL:HG23 1.79 0.64
23:AW:76:PPU:N 24:AX:76:31H:02’ 2.30 0.64
25:BA:1274:A:N3 25:BA:1297:C:HY’ 2.12 0.64
2:CB:16:HIS:CG 2:CB:17:PHE:H 2.15 0.64
3:CC:42:LEU:O 3:CC:45:LYS:NZ 2.23 0.64
37:DR:67:LEU:HD13 37:-DR:76:VAL:HG21 1.77 0.64
1:AA:1443:G:N2 1:AA:1459:C:02 2.29 0.64
2:AB:76:GLN:HB2 2:AB:208:ILE:HG12 1.80 0.64
9:CI:23:ASN:ND2 9:CI:60:ASP:OD1 2.31 0.64
25:DA:182:A:N3 25:DA:433:C:02’ 2.24 0.64
37:DR:103:ARG:NH1 37:DR:108:GLY:O 2.29 0.64
12:AL:71:PRO:O 12:AL:102:ARG:NH1 2.30 0.64
25:BA:789:A:N1 60:BA:4021:HOH:O 2.30 0.64
25:BA:2503:A:0P1 60:BA:4285:HOH:O 2.15 0.64
16:CP:59: TRP:HA 16:CP:62:VAL:HG12 1.79 0.64
25:BA:1800:C:0OP2 27:BD:183:ARG:NH2 2.31 0.64
25:BA:2581:G:06 60:BA:4149:HOH:O 2.08 0.64
1:CA:1320:C:C2 19:CS:72:GLY:HA3 2.33 0.64
25:DA:2376:A:N3 38:DS:106:ARG:NH2 2.46 0.64
34:D0O:48:PRO:HB2 34:D0O:49:ARG:HD3 1.78 0.64
1:AA:139:G:N2 1:AA:224:C:02 2.30 0.64
39:BT:107:ASP:HA 39:BT:110:ILE:HD12 1.79 0.64
1:CA:405:U:0OP2 4:CD:3:ARG:NH2 2.30 0.64
1:CA:1318:A:H5” 19:CS:3:ARG:HH22 1.63 0.64
25:DA:2744:G:N2 31:DH:143:GLN:OE1 2.30 0.64
20:AT:33:ILE:O 20:AT:37:SER:OG 2.14 0.64
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Atom-1 Atom-2 distance (A) overlap (A)
25:BA:741:G:0OP2 60:BA:4321:HOH:O 2.15 0.64
1:CA:954:G:H21 1:CA:1227:A:H62 1.46 0.64
24:CX:21:A:N6 24:CX:46:G:H2’ 2.10 0.64
24:CX:76:31H:OP1 25:DA:2439:A:NG 2.31 0.64
25:DA:589:C:H2’ 25:DA:590:A:C8 2.33 0.64
25:DA:648:G:02’ 25:DA:2351:G:OP1 2.09 0.64
25:DA:1840:G:0P2 60:DA:4543:HOH:O 2.15 0.64
38:DS:27:SER:HA 38:DS:88:ASP:HB3 1.79 0.64
1:AA:363:A:0P2 12:AL:34:ARG:NH1 2.31 0.64
25:BA:1602:U:04 60:BA:3971:HOH:O 2.09 0.64
45:BZ:77:ASP:0D2 45:B7:80:ARG:NH1 2.30 0.64
1:CA:1086:U:H3 1:CA:1099:G:H22 1.46 0.64
25:DA:2291:U:H5” 25:DA:2380:C:H1’ 1.79 0.64
25:DA:2815:C:H5’ 51:D5:29:THR:HG21 1.79 0.64
9:Al:128:ARG:NH2 24:AX:33:U:0OP2 2.31 0.64
38:BS:59:LYS:HE2 38:BS:60:GLY:H 1.61 0.64
25:DA:1803:A:02’ 27:DD:259: THR:HG21 1.97 0.64
25:DA:2356:C:OP1 46:D0:24:LYS:NZ 2.24 0.64
25:BA:860:U:OP2 60:BA:4251:HOH:O 2.15 0.64
1:CA:56:U:H2’ 1:CA:57:G:C8 2.32 0.64
1:CA:955:U:H3 1:CA:1225:A:H2 1.46 0.64
2:CB:155:LEU:HD11 2:CB:159:PRO:HG3 1.80 0.64
24:CX:67:C:H2’ 24:CX:68:C:H5’ 1.79 0.64
25:DA:1220:A:0P2 40:DU:19:LYS:NZ 2.31 0.64
1:AA:1030:C:H42 1:AA:1031:G:H1 1.43 0.64
1:AA:1110:A:0P2 60:AA:4137:HOH:O 2.16 0.64
1:AA:1125:U:H5’ 10:AJ:5:ARG:HH22 1.62 0.64
9:Al:50:LEU:HD13 9:Al:56:LEU:HA 1.78 0.64
25:BA:831:G:02’ 35:BP:38:GLN:NE2 2.31 0.64
25:BA:1384:A:N7 60:BA:3821:HOH:O 2.30 0.64
25:BA:1449:A:02 25:BA:1529:G:N2 2.22 0.64
25:DA:1192:G:N7 60:DA:4648:HOH:O 2.29 0.64
29:DF:24:LEU:HD21 29:DF:114:VAL:HG12 1.79 0.64
1:AA:1187:G:N3 14:AN:60:SER:OG 2.31 0.63
1:AA:1327:C:OP2 21:AU:12:LYS:NZ 2.31 0.63
25:BA:184:C:H2’ 25:BA:185:U:C6 2.33 0.63
25:BA:414:C:H2’ 25:BA:415:A:C8 2.33 0.63
38:BS:14:VAL:O 38:BS:18:ILE:HG12 1.98 0.63
1:CA:1120:G:06 1:CA:1154:G:N2 2.28 0.63
1:CA:1397:C:0P2 22:CV:23:A:02’ 2.14 0.63
25:DA:729:G:C6 27:DD:208:LYS:HB2 2.33 0.63
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Atom-1 Atom-2 distance (A) overlap (A)
25:DA:2345:G:0P2 52:D6:38:LYS:HD3 1.99 0.63
25:DA:2682:U:0P2 60:DA:4106:HOH:O 2.15 0.63
1:AA:1416:G:N7 60:AA:4089:HOH:O 2.31 0.63
5:AE:144:THR:H 5:AE:147:ASP:HB2 1.62 0.63
16:AP:50:LYS:HA 16:AP:50:LYS:HZ3 1.62 0.63
2:CB:88:ALA:HB2 2:CB:219:VAL:HG13 1.79 0.63
25:DA:918:A:N3 26:DB:80:U:02’ 2.26 0.63
25:DA:2000:G:N7 60:DA:4310:HOH:O 2.30 0.63
25:DA:2445:G:0OP1 29:DF:74:ARG:NH2 2.31 0.63
1:AA:11:G:02’ 1:AA:506:G:N2 2.30 0.63
1:AA:1457:G:OP1 20:AT:39:LYS:NZ 2.31 0.63
25:BA:910:A:0P2 60:BA:4252:HOH:O 2.15 0.63
25:BA:2105:C:H2’ 25:BA:2106:G:C8 2.33 0.63
38:BS:59:LYS:NZ 38:BS:68:GLN:OE1 2.30 0.63
12:CL:28:LYS:HD2 12:CL:62:SER:HB2 1.79 0.63
25:DA:442:G:H21 29:DF:48: THR:HB 1.63 0.63
25:DA:1449:A:02’ 25:DA:1529:G:N2 2.23 0.63
26:DB:20:C:H2’ 26:DB:21:G:HY’ 1.78 0.63
28:DE:9:VAL:HG22 28:DE:25:VAL:HB 1.78 0.63
38:DS:15:ARG:O 38:DS:19:LYS:NZ 2.31 0.63
9:Al:46:ALA:HB2 9:AL:74:ILE:HG23 1.80 0.63
25:BA:2773:C:OP1 28:BE:164:ARG:NE 2.22 0.63
25:DA:2169:A:02’ 25:DA:2170:A:05’ 2.16 0.63
26:DB:33:G:06 26:DB:49:C:N4 2.29 0.63
29:DF:11:VAL:HB 29:DF:18:ARG:HB3 1.81 0.63
25:BA:1823:G:OP1 27:BD:54:ARG:NH1 2.29 0.63
25:DA:135:G:H1 25:DA:144:C:H42 1.43 0.63
25:DA:637:A:0P1 35:DP:133:SER:OG 2.14 0.63
45:DZ:5:LEU:HG 45:D7:47:VAL:HG21 1.81 0.63
1:AA:1118:C:OP1 9:AI:104:ARG:NH1 2.31 0.63
3:AC:5:ILE:HG12 3:AC:6:HIS:H 1.64 0.63
25:BA:279:C:N4 25:BA:361:G:H1 1.93 0.63
1:CA:78:G:H2’ 1:CA:79:G:H5” 1.80 0.63
20:CT:10:LEU:HD23 20:CT:11:SER:H 1.63 0.63
35:DP:39:LYS:HB2 35:DP:45:LEU:HD23 1.79 0.63
1:AA:403:C:0OP1 4:AD:137:SER:OG 2.16 0.63
1:CA:1314:C:0OP2 19:CS:4:SER:OG 2.11 0.63
15:CO:87:ILE:HG22 15:C0O:88:ARG:H 1.63 0.63
19:CS:27:GLU:HG2 19:CS:47:HIS:NE2 2.14 0.63
24:CX:52:G:H2’ 24:CX:53:G:HS8 1.64 0.63
25:DA:2137:C:H2’ 25:DA:2138:C:C6 2.34 0.63
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Atom-1 Atom-2 distance (A) overlap (A)
25:DA:2630:G:H2’ 25:DA:2631:G:HS8 1.64 0.63
33:DN:58:ASP:OD1 33:DN:58:ASP:N 2.32 0.63
29:BF:185:ASP:HA 29:BF:188:ARG:HD3 1.80 0.63
35:BP:63:PRO:HD3 54:B8:27: THR:HG22 1.81 0.63
48:B2:22:GLU:HG3 48:B2:64:LEU:HD11 1.81 0.63
13:CM:29:ARG:HB3 13:CM:64: TRP:CZ3 2.34 0.63
25:DA:857:C:H4’ 46:D0:23:VAL:HG21 1.80 0.63
30:DG:44:GLY:N 30:DG:88:ILE:O 2.31 0.63
50:D4:59:PHE:O 50:D4:62: ARG:NH2 2.26 0.63
1:AA:1097:C:02’ 1:AA:1169:A:N3 2.28 0.63
6:AF:45:LEU:HD12 6:AF:59:TYR:HD2 1.62 0.63
25:BA:1047:G:HO2’ 25:BA:1048:A:H8 1.47 0.63
49:B3:6:VAL:HG13 49:B3:56: VAL:HG22 1.79 0.63
5:CE:8:GLU:HG3 5:CE:34:VAL:HG23 1.81 0.63
25:DA:1012:U:H5 33:DN:28: THR:HG21 1.63 0.63
25:DA:2327:A:H2 25:DA:2328:A:C8 2.34 0.63
1:AA:1442:G:02 1:AA:1442(A):G:OP1 2.16 0.62
3:AC:6:HIS:HD2 3:AC:R:ILE:H 1.45 0.62
30:BG:15:VAL:HG21 30:BG:176:LEU:HD23 1.81 0.62
30:BG:138:GLN:H 30:BG:138:GLN:NE2 1.93 0.62
1:CA:110:C:02’ 16:CP:25:ARG:O 2.17 0.62
5:CE:100:VAL:O 5:CE:107:ARG:NH2 2.31 0.62
25:DA:2291:U:HY 25:DA:2292:C:C6 2.34 0.62
25:DA:2747:G:N2 25:DA:2756:U:0OP1 2.32 0.62
27:DD:171:ASP:OD1 27:DD:171:ASP:N 2.31 0.62
47:D1:3:LYS:HB2 47:D1:61:ARG:HH12 1.64 0.62
1:AA:97:G:02 1:AA:98:G:H5” 1.99 0.62
1:AA:198:G:H2’ 1:AA:199:G:H8 1.64 0.62
25:BA:303:U:04 60:BA:4299:HOH:O 2.13 0.62
25:BA:1113:U:H2’ 25:BA:1114:G:C8 2.33 0.62
15:C0O:44:LYS:O 15:C0O:47:LYS:NZ 2.32 0.62
17:CQ:66:SER:O 17:CQ:70:ARG:NH1 2.31 0.62
31:DH:43:VAL:HG12 31:DH:52:VAL:HG22 1.81 0.62
1:AA:402:G:H2’ 1:AA:403:C:HY 1.79 0.62
1:AA:624:C:H2’ 1:AA:625:G:H8 1.64 0.62
19:AS:63: THR:OG1 19:AS:65:ASN:ND2 2.31 0.62
25:BA:2130:U:H4’ 25:BA:2133:G:H4’ 1.80 0.62
28:BE:105:THR:OG1 28:BE:199:ARG:NH2 2.32 0.62
15:C0O:2:PRO:O 15:C0O:38:ARG:NH2 2.28 0.62
25:DA:1864:U:OP1 25:DA:2410:G:02’ 2.11 0.62
53:D7:5:TRP:NE1 53:D7:7:PRO:HG3 2.14 0.62
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Atom-1 Atom-2 distance (A) overlap (A)
1:AA:1503:A:N3 22:AV:13:A:N6 2.47 0.62
3:AC:118:GLN:H 3:AC:118:GLN:NE2 1.93 0.62
1:CA:642:A:N3 &:CH:113:SER:OG 2.32 0.62
1:CA:1516:G:N2 1:CA:1519:A:0P2 2.32 0.62
2:CB:69:LEU:HB2 2:CB:159:PRO:HG2 1.82 0.62
45:D7:102:LEU:HD23 45:D7:137:.1ILE:HB 1.81 0.62
1:AA:674:G:H2’ 1:AA:675:A:C8 2.33 0.62
8:AH:10:LEU:HD22 8:AH:83:ILE:HD11 1.81 0.62
25:BA:1041:C:H42 25:BA:1114:G:H1 1.46 0.62
25:BA:1567:A:H2’ 27:BD:86:PRO:HG3 1.81 0.62
25:BA:2316:C:02’ 30:BG:128:ARG:NH1 2.32 0.62
30:BG:13:GLU:HG3 30:BG:14:GLU:HG3 1.80 0.62
1:CA:1055:A:H2’ 3:CC:156:ARG:HD2 1.82 0.62
15:CO:64:ARG:NH2 25:DA:715:G:OP1 2.32 0.62
25:DA:831:G:02’ 35:DP:38:GLN:NE2 2.32 0.62
34:D0:88:ASN:ND2 34:D0O:90:GLN:OE1 2.27 0.62
1:AA:262:A:H2’ 1:AA:263:A:C8 2.34 0.62
25:BA:69:C:02 25:BA:73:A:02’ 2.17 0.62
25:BA:652(E):G:H2’ 25:BA:652(F):G:H5” 1.82 0.62
28:BE:9:VAL:HG22 28:BE:25:VAL:HB 1.82 0.62
25:DA:1530:C:02’ 25:DA:1531:C:0%’ 2.12 0.62
1:AA:1469:G:H2’ 1:AA:1470:G:C8 2.35 0.62
17:AQ:66:SER:O 17:AQ:70:ARG:NH1 2.32 0.62
25:BA:1269:A:N7 60:BA:4105:HOH:O 2.31 0.62
38:BS:25:ARG:NH1 38:BS:42:ASP:0OD1 2.32 0.62
1:CA:397:A:N7 1:CA:547:A:02’ 2.33 0.62
3:CC:152:ILE:HG23 3:CC:199:LYS:HB2 1.80 0.62
45:D7:110:GLY:HA2 45:D7:146:1LE:HG13 1.81 0.62
6:AF:69:GLU:O 6:AF:72:VAL:HG12 2.00 0.62
25:BA:323:G:C8 29:BF:171:PRO:HG3 2.35 0.62
25:BA:729:G:C6 27:BD:208:LYS:HB2 2.34 0.62
32:BI:68:LEU:HD11 32:BI:109:ILE:HD11 1.82 0.62
25:DA:649:G:H4’ 54:D&:46:ARG:HH22 1.65 0.62
25:DA:2001:A:H2’ 25:DA:2002:G:C8 2.35 0.62
25:DA:2540:C:02’ 25:DA:2740:A:N3 2.32 0.62
28:DE:174:ASP:0OD1 28:DE:175:VAL:N 2.32 0.62
32:DI:9:LEU:HD21 32:DI:35:LEU:HD22 1.80 0.62
25:BA:271(R):G:H2’ 25:BA:271(S):G:H5” 1.81 0.62
1:CA:1442:G:02’ 1:CA:1442(A):G:OP1 2.14 0.62
25:DA:1692:U:H2’ 25:DA:1694:C:C5H 2.34 0.62
28:DE:9:VAL:HB 39:DT:3:ARG:HG2 1.81 0.62
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:AA:153:C:N4 1:AA:168:G:H1 1.98 0.62
1:AA:1435:G:H2’ 1:AA:1436:U:C6 2.34 0.62
25:BA:271(L):U:H5’ 32:BI:50:ARG:HH12 1.63 0.62
25:BA:821:A:02’ 25:BA:946:G:0OP2 2.13 0.62
25:BA:2791:C:HY’ 25:BA:2893:G:N2 2.15 0.62
32:BI:106:GLY:HA2 32:BI:107:VAL:HB 1.82 0.62
1:CA:137:C:H2’ 1:CA:138:G:H8 1.63 0.62
1:CA:392:G:H2’ 1:CA:393:A:C8 2.34 0.62
2:CB:91:PRO:HG2 2:CB:155:LEU:HD13 1.82 0.62
1:AA:1504:G:OP1 1:AA:1507:A:H4’ 2.00 0.61
3:AC:118:GLN:HE21 3:AC:118:GLN:N 1.94 0.61
39:BT:29:ARG:HG3 39:BT:46:GLU:HB2 1.80 0.61
1:CA:392:G:H2’ 1:CA:393:A:HS 1.64 0.61
1:CA:948:C:H42 1:CA:1233:G:H1 1.48 0.61
25:DA:1593:G:H2’ 25:DA:1594:G:C8 2.35 0.61
1:AA:67:C:.02 1:AA:171:A:N3 2.31 0.61
1:AA:584:G:H5’ 17:AQ:91:ARG:HH22 1.65 0.61
1:AA:1249:C:02’ 9:Al:73:GLN:NE2 2.33 0.61
2:AB:115:LEU:O 2:AB:119:GLU:N 2.33 0.61
3:AC:12:LEU:HD23 3:AC:16:ARG:HB3 1.82 0.61
25:BA:2133:G:02’ 25:BA:2157:G:N2 2.29 0.61
31:BH:24:VAL:HG22 31:BH:35:VAL:HB 1.81 0.61
1:CA:662:G:H2’ 1:CA:663:A:HS8 1.65 0.61
25:DA:2029:G:N1 25:DA:2033:A:0P2 2.24 0.61
36:DQ:81:VAL:HG12 46:D0:5:LYS:HD3 1.80 0.61
43:DX:32:PRO:O 43:DX:77:LYS:NZ 2.30 0.61
45:D7:23:LYS:HE2 45:D7:40:ASP:CG 2.25 0.61
45:D7:154:ASP:0D2 45:D7:154:ASP:N 2.33 0.61
1:AA:26:A:N6 1:AA:558:G:02’ 2.32 0.61
1:AA:742:G:0OP2 15:A0:35:ARG:NH2 2.29 0.61
1:CA:662:G:H2’ 1:CA:663:A:C8 2.35 0.61
2:CB:55:PHE:HA 2:CB:5&:ILE:HB 1.82 0.61
25:DA:2723:C:H5” 37:-DR:1:MET:HE2 1.83 0.61
29:DF:40:GLN:HE22 29:DF:184:TYR:H 1.46 0.61
30:DG:179:PRO:HB2 50:D4:42:PHE:HE1 1.64 0.61
1:AA:601:C:H2’ 1:AA:602:A:HS 1.65 0.61
24:AX:64:G:02’ 36:BQ:10:ARG:NH2 2.30 0.61
25:BA:2110:G:02’ 25:BA:2120:G:OP2 2.19 0.61
1:CA:447:G:06 1:CA:485:G:02’ 2.18 0.61
2:CB:189:ASP:0OD1 2:CB:189:ASP:N 2.31 0.61
3:CC:20:SER:HB2 3:CC:40:ARG:HH12 1.65 0.61
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Atom-1 Atom-2 distance (A) overlap (A)
20:CT:57:ARG:HH12 20:CT:100:ILE:HD12 1.66 0.61
25:DA:526:A:0P1 60:DA:4386:HOH:O 2.15 0.61
30:DG:44:GLY:O 30:DG:47:LYS:HB2 2.00 0.61
38:DS:24:LEU:O 38:DS:86:ALA:N 2.29 0.61
3:AC:152:ILE:HB 3:AC:199:LYS:HB2 1.83 0.61
25:BA:2328:A:H2’ 25:BA:2329:G:C8 2.35 0.61
27:BD:253:GLN:HB2 27:BD:257:LEU:HD12 1.82 0.61
29:BF:155:LEU:HB3 29:BF:192:LEU:HD23 1.81 0.61
29:BF:157:VAL:HB 29:BF:194:-MET:HG2 1.82 0.61
32:BI:92:VAL:HG13 32:BI:120:ILE:HB 1.82 0.61
1:CA:1297:C:OP1 13:CM:44:ARG:NH2 2.34 0.61
45:D7:10:ARG:NH2 45:D7:26:GLY:O 2.32 0.61
1:AA:1259:C:02’ 1:AA:1283:G:N2 2.29 0.61
25:BA:1448:G:02’ 25:BA:1528(A):A:N1 2.32 0.61
25:BA:2125:G:02’ 25:BA:2173:A:N6 2.34 0.61
25:BA:2139:C:N3 25:BA:2152:G:C2 2.69 0.61
1:CA:853:G:H2’ 1:CA:854:G:HS8 1.65 0.61
5:CE:144:THR:HB 5:CE:147:ASP:H 1.64 0.61
25:DA:1019:U:OP1 25:DA:1035:U:02’ 2.18 0.61
32:BIL:72:LEU:HD21 32:BI:107:VAL:HG11 1.82 0.61
10:CJ:27:ALA:HA 10:CJ:81:THR:HG21 1.82 0.61
25:DA:7:G:H1 25:DA:2896:C:H42 1.47 0.61
25:DA:1300:U:H4’ 25:DA:1301:A:H5” 1.81 0.61
1:AA:953:G:HY’ 1:AA:965:A:H61 1.66 0.61
1:AA:1422:G:H5” 34:B0O:48:PRO:HB3 1.83 0.61
25:BA:2141:G:C5 25:BA:2142:C:HT’ 2.35 0.61
37:BR:33:ARG:NH2 51:B5:57:VAL:O 2.28 0.61
26:DB:49:C:H2’ 26:DB:50:G:C8 2.36 0.61
31:DH:24:VAL:HG13 31:DH:37:VAL:HG21 1.81 0.61
1:AA:1117:G:H5” 9:AI:104:ARG:NH2 2.14 0.61
1:CA:974:A:0OP2 14:CN:29:ARG:NH2 2.33 0.61
1:CA:1062:U:04 3:CC:2:GLY:N 2.33 0.61
25:DA:1630:G:N2 25:DA:1636:C:02 2.34 0.61
29:DF:155:LEU:HB2 | 29:DF:189:THR:HG21 1.82 0.61
9:Al:7:THR:O 9:Al:83:ARG:NH1 2.31 0.61
9:AL:16:ARG:HG3 9:Al:64:THR:HB 1.82 0.61
25:BA:2756:U:02’ 60:BA:3904:HOH:O 2.16 0.61
1:CA:317:G:N2 1:CA:336:C:02 2.34 0.61
1:CA:580:U:H5” 15:CO:58:MET:HG2 1.81 0.61
1:CA:977:A:H2’ 1:CA:977:A:N3 2.15 0.61
1:CA:1048:G:H1 1:CA:1209:C:H42 1.49 0.61
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Atom-1 Atom-2 distance (A) overlap (A)
3:CC:45:LYS:NZ 3:CC:46:GLU:HG2 2.15 0.61
4:CD:57:ARG:NH2 4:CD:205:GLU:OE2 2.34 0.61
9:CI:16:ARG:HB2 9:CI:64:THR:HB 1.82 0.61
20:CT:23:ARG:HH11 20:CT:23:ARG:CG 2.14 0.61
25:DA:1270:C:H5” 25:DA:1271:G:HY’ 1.83 0.61
1:AA:167:G:H2’ 1:AA:168:G:H8 1.66 0.60
1:AA:201:C:N4 1:AA:216:G:H22 1.96 0.60
1:AA:691:G:H2’ 1:AA:692:U:C6 2.36 0.60
1:AA:972:C:02’ 10:AJ:55:LYS:O 2.18 0.60
2:AB:16:HIS:HB2 2:AB:204:ASN:HB3 1.83 0.60
3:AC:40:ARG:NH2 3:AC:55:VAL:O 2.34 0.60
5:AE:77:PRO:HD2 5:AE:142:LEU:HD13 1.83 0.60
25:BA:2139:C:C4 25:BA:2152:G:N1 2.69 0.60
30:BG:16:ARG:HH21 30:BG:31:VAL:HG11 1.66 0.60
39:BT:26:ASP:OD1 39:BT:120:ARG:NH2 2.32 0.60
1:CA:97:G:02’ 1:CA:98:G:H5” 2.01 0.60
10:CJ:44:VAL:HG22 10:CJ:66:ARG:HG2 1.83 0.60
25:DA:89:G:H3’ 25:DA:90:U:H5” 1.81 0.60
25:DA:1338:G:N7 43:DX:62:LYS:NZ 2.48 0.60
25:DA:2291:U:OP1 25:DA:2380:C:02’ 2.19 0.60
1:AA:673:G:H2’ 1:AA:674:G:C8 2.36 0.60
13:AM:91:ARG:HB2 13:AM:98:VAL:HG13 1.83 0.60
15:A0:55:GLY:HA2 15:A0:58: MET:HE3 1.83 0.60
25:BA:1292:U:H2’ 25:BA:1293:C:C6 2.36 0.60
1:CA:64:G:H4’ 1:CA:65:U:H3’ 1.83 0.60
1:CA:1069:C:02’ 1:CA:1192:C:02 2.18 0.60
20:CT:56:MET:HE1 20:CT:85:MET:HG2 1.82 0.60
25:DA:565:C:OP1 41:DV:82:ARG:NH2 2.33 0.60
30:DG:18:GLU:HG2 30:DG:175:LEU:HD21 1.83 0.60
49:D3:15:TYR:O 49:D3:20:LYS:NZ 2.34 0.60
2:AB:77:ALA:HB2 2:AB:211:ILE:HD13 1.83 0.60
8:AH:112:LEU:HA 8:AH:134:ILE:HG12 1.83 0.60
25:BA:196:A:H62 35:BP:38:GLN:HE22 1.49 0.60
34:BO:98:VAL:HG11 34:BO:114:1LE:HG23 1.83 0.60
1:CA:1058:G:H1 1:CA:1199:U:H3 1.49 0.60
25:DA:500:G:N2 25:DA:502:A:H3’ 2.17 0.60
38:DS:67:ARG:O 38:DS:71:ARG:HG3 2.01 0.60
25:BA:1300:U:H4’ 25:BA:1301:A:C5’ 2.32 0.60
25:BA:1714:G:H1 25:BA:1745(A):C:H42 1.49 0.60
1:CA:1002:G:H1 1:CA:1038:C:H42 1.47 0.60
8:CH:34:GLU:OE1 8:CH:37:ARG:NH1 2.34 0.60
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Atom-1 Atom-2 distance (A) overlap (A)
25:DA:483:A:02’ 44:DY:49:VAL:O 2.13 0.60
25:DA:956:G:H5” 36:DQ:77:LYS:HD2 1.82 0.60
25:DA:1271:G:OP2 60:DA:4401:HOH:O 2.16 0.60
25:DA:2121:G:N1 25:DA:2177:C:N4 2.16 0.60
30:DG:15:VAL:HG21 | 30:DG:176:LEU:HD23 1.82 0.60
1:AA:976:G:N2 1:AA:1363:C:0P2 2.35 0.60
1:AA:1469:G:H2’ 1:AA:1470:G:HS8 1.66 0.60
5:AE:12:LEU:HB3 5:AE:31:LEU:HB2 1.83 0.60
S:AH:41:ARG:NH2 8:AH:123:GLU:OE2 2.35 0.60
9:AI:31:GLN:HE21 9:AL:36: TYR:HD1 1.49 0.60
10:AJ:37:PRO:HA 10:AJ:72:VAL:HG12 1.82 0.60
25:BA:639:U:H2’ 25:BA:640:C:C6 2.36 0.60
6:CF:46:ARG:HH21 18:CR:37:VAL:HG11 1.66 0.60
25:DA:2118:U:C4 25:DA:2149:G:HT’ 2.36 0.60
5:AE:100:VAL:HG22 5:AE:118:ILE:HG22 1.83 0.60
7:-AG:78:ARG:HE 7:AG:156: TRP:HB3 1.67 0.60
15:A0:26:GLU:OE2 15:A0:77:ARG:NH2 2.23 0.60
25:BA:1108:U:02’ 25:BA:1109:C:04’ 2.20 0.60
25:BA:2165:G:H1 25:BA:2172:U:H5 1.50 0.60
25:BA:2377:A:H2’ 25:BA:2378:A:C8 2.37 0.60
32:BI:100:ALA:HA 32:BI:103:ARG:HD2 1.82 0.60
38:BS:34:HIS:ND1 38:BS:53:SER:OG 2.32 0.60
5:CE:92:LYS:HB3 5:CE:119:LEU:HB2 1.83 0.60
7:CG:78:ARG:HG2 7:CG:79:ARG:HB2 1.83 0.60
25:DA:2492:U:OP1 60:DA:4358:HOH:O 2.16 0.60
32:DI:92:VAL:HG13 32:DI:120:1ILE:HB 1.84 0.60
18:AR:31:LEU:HD23 18:AR:31:LEU:H 1.67 0.60
25:BA:528:A:N1 25:BA:2042:A:H2’ 2.16 0.60
1:CA:127:G:HO2’ 17:CQ:2:PRO:N 2.00 0.60
1:CA:222:U:H2’ 1:CA:223:U:C6 2.37 0.60
1:CA:738:C:OP1 6:CF:2:ARG:NH1 2.35 0.60
1:CA:1047:G:H5” 14:CN:4:LYS:HE3 1.83 0.60
9:CI:20:ARG:O 9:CI:60:ASP:N 2.34 0.60
1:AA:67:C:H2 1:AA:68:G:C8 2.36 0.60
2:AB:69:LEU:HB2 2:AB:159:PRO:HG2 1.83 0.60
25:BA:1174:A:H4’ 25:BA:1175:U:OP1 2.01 0.60
25:BA:1568:G:H5” 27:BD:61:LEU:HD13 1.84 0.60
1:CA:975:A:N1 10:CJ:48: THR:HB 2.16 0.60
2:CB:84:GLU:OE1 2:CB:87:ARG:NH2 2.34 0.60
25:DA:1278:A:0P1 37:DR:36: THR:HG23 2.02 0.60
26:DB:55:U:03’ 30:DG:27:ASN:ND2 2.34 0.60
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Atom-1 Atom-2 distance (A) overlap (A)
26:BB:45:A:0P2 30:BG:96:ARG:NH2 2.32 0.60
1:CA:35:G:02’ 12:CL:118:SER:O 2.15 0.60
1:CA:1004:A:H5” 1:CA:1025:U:C5 2.36 0.60
1:CA:1327:C:0OP2 21:CU:12:LYS:NZ 2.26 0.60
2:CB:76:GLN:HE21 2:CB:208:ILE:HG12 1.66 0.60
2:CB:179:LYS:HA 8:CH:72:PRO:HG3 1.84 0.60
25:DA:1798:U:OP2 27:-DD:274:ARG:NH2 2.35 0.60
31:DH:40:GLU:OE1 31:DH:61:HIS:NE2 2.34 0.60
49:D3:10:LYS:HB3 49:D3:53:LEU:HA 1.83 0.60
25:BA:752:A:H3’ 53:B7:1:MET:HE1 1.83 0.60
37:BR:67:LEU:HD13 37:BR:76:VAL:HG21 1.84 0.60
1:CA:58:C:02’ 1:CA:388:G:N7 2.32 0.60
1:CA:953:G:H5’ 1:CA:965:A:H61 1.66 0.60
1:CA:1189:C:H5” 3:CC:5:ILE:HD12 1.83 0.60
1:CA:1256:A:N6 1:CA:1278:U:H1’ 2.12 0.60
1:CA:1321:C:H5” 1:CA:1322:C:H2’ 1.84 0.60
4:CD:158:ILE:HG23 4:CD:162:LEU:HD12 1.83 0.60
25:DA:833:U:H2’ 25:DA:834:C:C6 2.37 0.60
25:DA:2115:G:H4’ 25:DA:2167:U:C4 2.37 0.60
25:DA:2135:A:H61 25:DA:2157:G:H21 1.49 0.60
25:DA:2537:U:H2’ 25:DA:2538:C:C6 2.36 0.60
1:AA:1189:C:P 10:AJ:51:ARG:HH22 2.24 0.59
1:AA:1278:U:HY’ 1:AA:1279:A:HY’ 1.84 0.59
2:AB:91:PRO:HG3 2:AB:154:LEU:HB3 1.83 0.59
25:BA:2065:C:H2’ 25:BA:2066:C:H6 1.66 0.59
25:BA:2168:G:C6 25:BA:2171:A:H8 2.20 0.59
49:B3:10:LYS:HB3 49:B3:53:LEU:HA 1.84 0.59
50:B4:53:GLU:C 50:B4:55:ARG:H 2.10 0.59
10:CJ:32:ALA:HB1 10:CJ:33:GLN:HG2 1.83 0.59
25:DA:2203:U:H2’ 25:DA:2205:C:C6 2.37 0.59
29:DF:21:ALA:HB3 29:DF:22:ALA:HA 1.83 0.59
1:AA:193:C:H2’ 1:AA:194:C:H6 1.67 0.59
10:AJ:81:THR:HA 10:AJ:84:GLN:HB3 1.82 0.59
23:AW:76:PPU:H103 25:BA:2584:U:H5’ 1.84 0.59
25:BA:1025:G:C4 25:BA:1135:C:HT’ 2.37 0.59
1:CA:437:U:H5’ 4:CD:155:LEU:HD21 1.84 0.59
2:CB:8:LYS:HZ3 2:CB:51:LEU:HB2 1.68 0.59
25:DA:106:C:02 25:DA:294:A:02 2.20 0.59
25:DA:987:G:02’ 25:DA:1000:A:N3 2.27 0.59
25:DA:1030:G:0P2 36:DQ:128:LYS:NZ 2.33 0.59
35:DP:52:GLU:HB3 35:DP:55:ARG:HH11 1.67 0.59
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Atom-1 Atom-2 distance (A) overlap (A)
42:DW:68:ARG:HB3 42:DW:109:GLU:HG2 1.84 0.59
45:DZ:19:ARG:NH1 45:D7:84:GLU:O 2.35 0.59
45:DZ:45:ASP:0OD2 45:D7:49:ARG:NH1 2.35 0.59
1:CA:328:C:H4’ 1:CA:329:A:HY’ 1.85 0.59
1:CA:1028:C:N3 1:CA:1033:G:C6 2.71 0.59
25:DA:2693:A:H2’ 25:DA:2694:G:HS8 1.66 0.59
30:DG:64:THR:HB 30:DG:94:LEU:HD21 1.83 0.59
1:AA:429:U:02’ 4:AD:22:LYS:NZ 2.34 0.59
1:AA:1226:C:OP1 13:AM:91:ARG:NH1 2.34 0.59
3:AC:36:ASP:O 3:AC:40:ARG:HG3 2.02 0.59
25:BA:652(F):G:H22 25:BA:652(S):C:H2’ 1.68 0.59
27:BD:69:ARG:NH2 27:BD:128:GLY:O 2.35 0.59
27:BD:242:ARG:O 60:BD:403:HOH:O 2.17 0.59
1:CA:309:G:02’ 1:CA:607:A:N1 2.36 0.59
1:CA:1318:A:0P1 19:CS:3:ARG:NH1 2.36 0.59
20:CT:43:LEU:O 20:CT:47:GLY:N 2.35 0.59
25:DA:614(A):U:H4’ 25:DA:614(B):G:H5’ 1.84 0.59
25:DA:632:A:H2’ 25:DA:633:A:C8 2.37 0.59
26:DB:95:C:H2’ 26:DB:96:U:C6 2.36 0.59
1:AA:376:G:H4’ 16:AP:5:ARG:HE 1.67 0.59
1:AA:1062:U:H2’ 1:AA:1063:C:C6 2.37 0.59
1:AA:1273:G:H3’ 1:AA:1274:G:C8 2.36 0.59
3:AC:179:ARG:NH1 3:AC:206:GLU:OE2 2.35 0.59
6:AF:35:ALA:HB2 6:AF:67:-MET:HE2 1.83 0.59
25:BA:692:C:HO2’ 25:BA:1354:A:HO2’ 1.51 0.59
1:CA:1004:A:H8 1:CA:1005:A:H4’ 1.65 0.59
1:CA:1286:A:H2’ 1:CA:1287:A:H4’ 1.84 0.59
3:CC:164:ARG:HD2 3:CC:165:THR:H 1.66 0.59
9:CL:7:THR:0G1 9:CI:83:ARG:NH1 2.36 0.59
9:CI:50:LEU:HD21 9:CI:81:1LE:HD11 1.83 0.59
28:DE:14:ILE:HD11 28:DE:173:VAL:HG11 1.84 0.59
36:DQ:79:LEU:HB3 36:DQ:80:GLU:HG3 1.84 0.59
1:AA:201:C:H42 1:AA:216:G:N2 2.00 0.59
25:BA:1794:U:H2’ 25:BA:1795:C:C6 2.37 0.59
25:BA:2118:U:04 25:BA:2149:G:H1’ 2.03 0.59
25:DA:694:U:OP1 27:DD:59:LYS:NZ 2.34 0.59
1:AA:316:G:0OP2 1:AA:351:G:02’ 2.20 0.59
1:AA:413:G:N2 1:AA:428:G:HY1’ 2.18 0.59
25:BA:197:A:N6 25:BA:2430:A:02’ 2.35 0.59
25:BA:576:U:OP1 60:BA:4285:HOH:O 2.17 0.59
25:BA:800:A:HS 25:BA:800:A:0OP1 1.86 0.59
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Atom-1 Atom-2 distance (A) overlap (A)
26:BB:91:C:OP2 36:BQ:16:ARG:NH1 2.35 0.59
27:BD:169:GLU:OE1 27:BD:184:LYS:NZ 2.35 0.59
25:DA:2879:C:0P2 60:DA:4350:HOH:O 2.17 0.59
25:BA:1866:C:H2’ 25:BA:1876:A:04’ 2.03 0.59
25:DA:1590:U:H2’ 25:DA:1591:G:HS 1.68 0.59
42:DW:18:ARG:NH1 42:DW:76:VAL:O 2.36 0.59
1:AA:235:C:HY 17:AQ:70:ARG:HG2 1.85 0.59
3:AC:3:ASN:OD1 3:AC:3:ASN:N 2.34 0.59
25:BA:144:C:HY 43:BX:2:LYS:HD2 1.84 0.59
1:CA:1189:C:OP1 10:CJ:51:ARG:NH2 2.35 0.59
4:CD:60:GLU:HG2 4:CD:202:LEU:HB2 1.85 0.59
10:CJ:49:VAL:HG23 14:CN:41:ARG:HB2 1.85 0.59
11:CK:33:THR:HA 11:CK:39:PRO:HA 1.83 0.59
13:CM:6:GLY:O 30:DG:115:ARG:NH2 2.35 0.59
25:DA:2206:G:H3’ 25:DA:2207:G:C8 2.38 0.59
25:DA:2276:G:H5’ 36:DQ:86:GLY:HA2 1.83 0.59
25:DA:2515:C:H2’ 25:DA:2516:G:HS8 1.68 0.59
25:DA:2788:C:OP1 28:DE:61:ARG:NH2 2.36 0.59
8:AH:29:SER:HB2 8:AH:32:LYS:HG3 1.85 0.59
25:BA:568:U:HY’ 25:BA:945:A:N1 2.18 0.59
25:BA:1171:G:H3’ 25:BA:1173:G:HY’ 1.84 0.59
34:BO:63:VAL:HG12 | 34:BO:106:LEU:HD11 1.85 0.59
48:B2:25:VAL:HG13 48:B2:57:ILE:HG23 1.84 0.59
52:B6:11:LEU:HB2 52:B6:21:TYR:HB2 1.85 0.59
25:DA:706:A:0P1 27:DD:7:LYS:NZ 2.23 0.59
25:DA:2398:U:H2’ 25:DA:2399:G:C8 2.37 0.59
34:DO:60:ALA:HA 34:DO:87:ILE:HG12 1.85 0.59
1:AA:974:A:0P2 14:AN:29:ARG:NH2 2.35 0.58
1:AA:993:G:06 1:AA:1045:C:N4 2.35 0.58
1:AA:1289:A:0P1 21:AU:9:ARG:NH2 2.36 0.58
25:BA:1403:C:H5” 25:BA:1471:A:HY’ 1.84 0.58
27:BD:132:PRO:HG2 27:BD:135:PHE:CD2 2.38 0.58
32:BI:102:SER:O 32:BI:106:GLY:HA3 2.02 0.58
44:BY:92:ASN:HB2 44:BY:94:LYS:H 1.66 0.58
1:CA:1397:C:H4’ 22:CV:23:A:C6 2.37 0.58
4:CD:25:ARG:NH1 4:CD:30:LYS:O 2.36 0.58
25:DA:1017:G:N7 60:DA:4475:HOH:O 2.31 0.58
25:DA:1265:A:0P2 60:DA:4244:HOH:O 2.16 0.58
25:DA:1721:G:HS8 25:DA:1741:A:H62 1.49 0.58
25:DA:2126:A:N6 25:DA:2162:G:02’ 2.36 0.58
27:DD:206:LEU:HD22 | 27:DD:211:ARG:HG2 1.84 0.58
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Atom-1 Atom-2 distance (A) overlap (A)
38:DS:26:LEU:HA 38:DS:39:ILE:HG12 1.85 0.58
1:AA:78:G:C6 1:AA:91:C:N4 2.69 0.58
1:AA:376:G:H5” 16:AP:5:ARG:HB2 1.85 0.58
1:AA:1286:A:C8 1:AA:1287:A:H4’ 2.38 0.58
25:BA:729:G:OP1 27:BD:10:THR:0G1 2.15 0.58
25:BA:2188:C:H2’ 25:BA:2189:U:04’ 2.04 0.58
1:CA:572:A:0P1 60:CA:4030:HOH:O 2.17 0.58
1:CA:1153:C:H42 1:CA:1154:G:N2 2.01 0.58
7:CG:111:ARG:NH1 7:CG:113:GLU:OE2 2.33 0.58
8:CH:37:ARG:NH2 8:CH:118:VAL:O 2.36 0.58
9:CI:53:VAL:O 9:CIL:55:ALA:N 2.33 0.58
19:CS:80:TYR:CZ 19:CS:82:GLY:HA2 2.38 0.58
25:DA:131:G:OP1 60:DA:4073:HOH:O 2.17 0.58
25:DA:1665:A:H4’ 34:DO:67:LYS:HB2 1.84 0.58
25:DA:2125:G:H22 25:DA:2172:U:H5’ 1.68 0.58
34:DO:19:ILE:HG22 34:D0:43:VAL:HA 1.86 0.58
1:AA:452:A:H4’ 16:AP:72:ARG:NH1 2.18 0.58
25:BA:858:U:02 25:BA:2268:A:H2’ 2.04 0.58
25:BA:2572:A:N7 28:BE:144:ARG:HD2 2.17 0.58
50:B4:63:TYR:N 50:B4:64:GLY:HA2 2.18 0.58
1:CA:1348:U:H4’ 9:CI:120:ARG:HD2 1.84 0.58
10:CJ:5:ARG:N 10:CJ:99:LYS:O 2.37 0.58
11:CK:22:HIS:HD2 11:CK:29:ILE:HD12 1.68 0.58
25:DA:958:U:0OP2 36:DQ:14:ARG:NH1 2.37 0.58
30:DG:144:1ILE:HG23 30:DG:148:MET:HE1 1.84 0.58
1:AA:159:G:N2 1:AA:162:A:0P2 2.35 0.58
27:BD:145:VAL:HB 27:BD:155:LEU:HB2 1.84 0.58
1:CA:400:C:H5” 4:CD:73:ARG:NH2 2.15 0.58
1:CA:1435:G:H2’ 1:CA:1436:U:C6 2.38 0.58
1:CA:1492:A:H2 1:CA:1493:A:C5H 2.38 0.58
2:CB:54:THR:HG23 2:CB:199:TYR:HB3 1.84 0.58
25:DA:1592:C:H2’ 25:DA:1593:G:C8 2.38 0.58
25:DA:2126:A:N3 25:DA:2127:G:HT’ 2.19 0.58
25:DA:2611:U:C4 51:D5:3:LYS:HG2 2.38 0.58
28:DE:199:ARG:HH12 28:DE:202:LYS:HE2 1.68 0.58
30:DG:33:ARG:HE 30:DG:162: THR:HG21 1.66 0.58
41:DV:62:LEU:HD11 41:DV:95:LEU:HB2 1.86 0.58
44:DY:37:VAL:N 44:DY:67:LEU:O 2.32 0.58
1:AA:1241:G:H1 1:AA:1296:C:H42 1.49 0.58
1:CA:1032:G:H2’ 1:CA:1033:G:C8 2.38 0.58
9:CI:9:ARG:H 9:CI:79:LEU:HD23 1.68 0.58
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Atom-1 Atom-2 distance (A) overlap (A)
36:DQ:26:TYR:O 36:DQ:67:ARG:NH1 2.37 0.58
50:D4:40:HIS:HD2 50:D4:41:PRO:HD2 1.68 0.58
1:AA:93:G:H2’ 1:AA:96:U:04 2.03 0.58
1:AA:401:C:H2 1:AA:402:G:C8 2.37 0.58
10:AJ:47:PHE:N 10:AJ:63:PHE:O 2.37 0.58
1:CA:1123:A:H4’ 10:CJ:36:GLY:HA3 1.86 0.58
1:CA:1164:G:H1 1:CA:1172:C:H42 1.49 0.58
18:CR:56: THR:HB 18:CR:58:LEU:HD23 1.85 0.58
25:DA:616:G:HY’ 29:DF:205:ARG:HD2 1.85 0.58
27:DD:108:PRO:HG2 27:-DD:111:LEU:HB2 1.85 0.58
8:AH:21:LYS:O 8:AH:65:TYR:OH 2.17 0.58
25:BA:668:G:H5’ 25:BA:669:G:OP2 2.03 0.58
25:BA:1153:C:0OP1 40:BU:92:ARG:NH1 2.36 0.58
1:CA:1378:C:H5” 7:CG:6:ARG:HH21 1.68 0.58
15:CO:55:GLY:HA2 15:CO:58:MET:HE3 1.85 0.58
25:DA:140:G:H22 25:DA:1596:A:H4’ 1.69 0.58
25:DA:644:A:H4’ 25:DA:645:C:C5H 2.39 0.58
25:DA:1226:A:0P1 41:DV:84:LYS:NZ 2.21 0.58
25:DA:1674:G:N2 25:DA:1677:A:N1 2.51 0.58
25:DA:2273:A:H2’ 25:DA:2274:A:C8 2.38 0.58
28:DE:18:ASP:HB3 39:DT:82:LEU:HD21 1.85 0.58
35:DP:63:PRO:HD3 54:D&:27:THR:HG22 1.86 0.58
35:DP:81:GLN:NE2 35:DP:105:LEU:O 2.37 0.58
25:BA:2431:U:OP1 60:BA:3998:HOH:O 2.16 0.58
28:BE:47:VAL:HG21 28:BE:86:PRO:HD2 1.84 0.58
33:BN:12:ARG:HH21 | 33:BN:138:LEU:HD11 1.67 0.58
47:B1:54:ALA:HB1 47:B1:83:GLU:HG3 1.86 0.58
1:CA:977:A:HT’ 1:CA:982:U:04 2.04 0.58
1:CA:1002:G:N2 1:CA:1038:C:N3 2.51 0.58
25:DA:453:C:02 25:DA:457:A:02 2.22 0.58
25:DA:1410:G:H2’ 25:DA:1411:C:C6 2.38 0.58
1:AA:1008:C:N4 1:AA:1021:G:N1 2.33 0.58
25:BA:271(L):U:HY’ 32:BI:50:ARG:NH1 2.18 0.58
25:BA:1031:G:H5” 55:B9:8:LYS:HE3 1.86 0.58
1:CA:664:G:OP1 18:CR:64:ARG:NH1 2.35 0.58
1:CA:1002:G:N3 1:CA:1003:G:H8 2.01 0.58
1:CA:1423:G:H5’ 34:D0O:49:ARG:HH12 1.68 0.58
2:CB:33:TYR:HB2 2:CB:43:ASP:HA 1.84 0.58
2:CB:122:PHE:HD1 2:CB:123:ALA:H 1.50 0.58
13:CM:120:LYS:HA 13:CM:121:LYS:NZ 2.18 0.58
25:DA:1266:G:02’ 25:DA:2012:G:06 2.19 0.58
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Atom-1 Atom-2 distance (A) overlap (A)
1:AA:988:G:H1 1:AA:1217:C:H42 1.51 0.58
4:AD:85:LYS:HG3 4:AD:86:LYS:H 1.67 0.58
5:AE:68:GLU:HG3 5:AE:70:PRO:HD3 1.86 0.58
25:BA:118:A:H5’ 25:BA:119:A:H8 1.68 0.58
31:BH:40:GLU:OE1 31:BH:61:HIS:NE2 2.37 0.58
32:BI:93:THR:H 32:BI:96:ASP:CG 2.12 0.58
1:CA:427:U:02 1:CA:541:G:OP1 2.18 0.58
1:CA:985:C:H2’ 1:CA:986:A:C8 2.39 0.58
3:CC:43:LEU:HD23 3:CC:44:GLU:N 2.19 0.58
22:CV:16:A:N6 24:CX:36:U:H3 2.01 0.58
25:DA:84:A:H5” 44:DY:8:LYS:HE3 1.86 0.58
25:DA:375:C:H2’ 25:DA:376:C:C6 2.39 0.58
25:DA:1688:U:02 25:DA:1700:A:H5’ 2.03 0.58
39:DT:60: THR:HG22 39:DT:77:PRO:HA 1.86 0.58
25:BA:2065:C:H2’ 25:BA:2066:C:C6 2.38 0.57
44:BY:99:CYS:HB2 44:BY:106:LEU:HD21 1.86 0.57
1:CA:401:C:0OP2 4:CD:73:ARG:NH1 2.37 0.57
1:CA:1309:G:H5’ 13:CM:78:ILE:HD11 1.86 0.57
25:DA:1827:C:0OP2 27:DD:222:ARG:NH1 2.37 0.57
25:DA:2143:C:H2’ 25:DA:2144:U:04’ 2.04 0.57
25:DA:2343:C:02’ 25:DA:2373:G:02’ 2.13 0.57
33:DN:15:LEU:HB2 33:DN:135:PRO:HB2 1.86 0.57
1:AA:353:A:H8 1:AA:353:A:H5’ 1.69 0.57
1:AA:427:U.02 1:AA:541:G:OP1 2.21 0.57
28:BE:12: THR:HG22 28:BE:13:ARG:H 1.68 0.57
30:BG:64:THR:HB 30:BG:94:LEU:HD21 1.84 0.57
40:BU:66:ASN:O 40:BU:70:ARG:HG3 2.03 0.57
1:CA:59:A:H5” 1:CA:60:A:H5” 1.84 0.57
1:CA:1119:C:H2’ 1:CA:1120:G:C8 2.40 0.57
1:CA:1273:G:H3’ 1:CA:1274:G:H8 1.68 0.57
13:CM.:65:LYS:NZ 50:D4:53:GLU:OE1 2.33 0.57
16:CP:19:ILE:HD11 16:CP:39:TYR:HB2 1.85 0.57
26:DB:7:G:N3 38:DS:38:GLN:NE2 2.43 0.57
26:DB:20:C:H42 26:DB:63:G:H1 1.50 0.57
38:DS:28:VAL:HG13 38:DS:35:ILE:HD11 1.86 0.57
38:DS:89:ARG:HG2 38:DS:92:TYR:O 2.04 0.57
1:AA:158:G:H21 1:AA:162:A:H62 1.50 0.57
1:AA:437:U:HY’ 4:AD:155:LEU:HD21 1.86 0.57
1:AA:881:G:P 12:AL:12:ARG:HH22 2.26 0.57
3:AC:124:1LE:HD12 3:AC:196:LEU:HD12 1.86 0.57
41:BV:14:VAL:HB 41:BV:96:1LE:HG13 1.85 0.57
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Atom-1 Atom-2 distance (A) overlap (A)
4:CD:153:ARG:O 4:CD:159:ARG:NH2 2.37 0.57
25:DA:2291:U:02’ 25:DA:2374:C:02 2.19 0.57
39:DT:88:ILE:HG21 39:DT:91:ARG:HD3 1.86 0.57
1:AA:539:A:0P2 12:AL:115:LYS:HD?2 2.05 0.57
1:AA:1259:C:N4 1:AA:1276:G:H1 2.02 0.57
25:BA:1178:C:H2’ 25:BA:1179:C:C6 2.40 0.57
25:BA:2123:G:H1 25:BA:2175:C:H42 1.53 0.57
32:BI:104:GLN:C 32:BI:106:GLY:H 2.11 0.57
1:CA:745:C:OP1 1:CA:851:G:02’ 2.19 0.57
2:CB:87:ARG:NE 2:CB:233:SER:HB3 2.19 0.57
5:CE:19:MET:SD 5:CE:24:ARG:HG2 2.44 0.57
17:CQ:57:VAL:HG12 17:CQ:76:LEU:HA 1.86 0.57
20:CT:64:ASP:0D2 20:CT:81:LYS:NZ 2.36 0.57
25:DA:833:U:02 35:DP:55:ARG:NH2 2.37 0.57
2:AB:163:PHE:HA 2:AB:185:ILE:HG12 1.84 0.57
25:BA:956:G:OP2 36:BQ:14:ARG:NH2 2.38 0.57
25:BA:1859:A:N6 25:BA:1883:G:02’ 2.36 0.57
25:BA:2143:C:H2’ 25:BA:2144:U:04’ 2.04 0.57
1:CA:103:C:02’ 1:CA:172:A:N1 2.37 0.57
1:CA:1326:C:H5” 21:CU:18:TYR:O 2.03 0.57
1:CA:1349:A:H5” 9:CI:121:ARG:HB2 1.85 0.57
2:CB:74:LYS:HG3 2:CB:77:ALA:HB3 1.86 0.57
25:DA:668:G:H5’ 25:DA:669:G:0OP2 2.04 0.57
25:DA:821:A:H2’ 25:DA:946:G:H5” 1.84 0.57
26:DB:66:A:H61 26:DB:108:U:H3’ 1.70 0.57
30:DG:178:PHE:N 30:DG:178:PHE:CD1 2.71 0.57
1:AA:509:A:N3 1:AA:543:C:02’ 2.33 0.57
1:AA:559:A:H4’ 1:AA:560:U:H3’ 1.86 0.57
3:AC:19:GLU:HB3 3:AC:40:ARG:NH2 2.19 0.57
10:AJ:7:LYS:HB3 10:AJ:97:GLU:HB2 1.86 0.57
1:CA:190:U:H2’ 1:CA:191:G:C8 2.40 0.57
1:CA:1067:A:02’ 1:CA:1068:G:OP2 2.19 0.57
2:CB:83:MET:HB3 2:CB:234:PRO:HB2 1.87 0.57
19:CS:9:VAL:HG21 50:D4:61:ARG:NH2 2.20 0.57
25:DA:2150:U:H2’ 25:DA:2151:G:C8 2.40 0.57
27:DD:112:GLN:H 27:DD:115:GLN:NE2 2.02 0.57
1:AA:624:C:H2’ 1:AA:625:G:C8 2.39 0.57
1:AA:1103:C:0OP1 2:AB:96:ARG:NH2 2.37 0.57
24:AX:55:PSU:02’ 24:AX:57:A:NT 2.34 0.57
25:BA:1770:G:OP1 60:BA:4522:HOH:O 2.17 0.57
1:CA:1134:G:H2’ 1:CA:1134:G:N3 2.19 0.57
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Atom-1 Atom-2 distance (A) overlap (A)
3:CC:45:LYS:HZ1 3:CC:46:GLU:HG2 1.70 0.57
14:CN:27:CYS:SG 14:CN:29:ARG:HB2 2.45 0.57
25:DA:656:G:H2’ 25:DA:657:U.04’ 2.04 0.57
25:DA:1565:C:H42 25:DA:1568:G:H1 1.52 0.57
25:DA:2454:G:06 60:DA:4290:HOH:O 2.16 0.57
1:AA:21:G:H2 1:AA:22:G:C8 2.40 0.57
1:AA:1314:C:OP2 19:AS:4:SER:OG 2.17 0.57
3:AC:164:ARG:HG2 3:AC:165:THR:H 1.69 0.57
6:AF:97:PHE:HB2 18:AR:32:ARG:HE 1.68 0.57
25:BA:602:G:02’ 25:BA:655:A:N6 2.37 0.57
25:BA:875:G:H1 25:BA:902:C:H42 1.51 0.57
25:BA:1860:G:N2 25:BA:1883:G:H1’ 2.20 0.57
25:BA:1963:U:H4’ 25:BA:1964:G:OP1 2.03 0.57
25:BA:2577:A:H5’ 51:B5:3:LYS:HD2 1.87 0.57
25:BA:2810:A:N6 25:BA:2891:G:02’ 2.34 0.57
2:CB:122:PHE:HA 2:CB:127:ILE:HD12 1.87 0.57
5:CE:10:MET:SD 5:CE:10:MET:N 2.77 0.57
17:CQ:12:SER:HB3 17:CQ:20:THR:HB 1.85 0.57
25:DA:2104:G:H1 25:DA:2185:C:N4 2.02 0.57
25:DA:2630:G:H2’ 25:DA:2631:G:C8 2.40 0.57
29:DF:184:TYR:CE2 29:DF:188:ARG:HD2 2.40 0.57
1:AA:17:U:H2’ 1:AA:18:C:C6 2.40 0.57
1:AA:1194:U:H2 1:AA:1195:C:C6 2.40 0.57
1:AA:1288:A:N1 1:AA:1371:G:H1’ 2.20 0.57
5:AE:110:LEU:HD13 5:AE:118:ILE:HG21 1.87 0.57
7:CG:116:ALA:O 7:CG:120:ILE:HG12 2.04 0.57
12:CL:24:VAL:HG11 12:CL:27:LEU:HD22 1.85 0.57
25:DA:689:A:N3 25:DA:779:U:02’ 2.36 0.57
25:DA:1710:C:H2’ 25:DA:1711:C:H6 1.70 0.57
27:BD:17:THR:O 27:BD:211:ARG:NH2 2.38 0.57
1:CA:1012:U:H2’ 1:CA:1013:G:C8 2.40 0.57
2:CB:187:LEU:HB2 2:CB:201:ILE:HB 1.87 0.57
5:CE:102:ALA:HB1 5:CE:106:PRO:HG2 1.87 0.57
25:DA:883:G:06 25:DA:893:C:N4 2.29 0.57
25:DA:2331:G:02’ 25:DA:2336:A:N1 2.31 0.57
25:DA:2679:A:H4’ 28:DE:165:VAL:HG11 1.87 0.57
1:AA:56:U:H2 1:AA:57:G:C8 2.40 0.56
1:AA:346:G:H2’ 1:AA:347:G:H4’ 1.87 0.56
20:AT:43:LEU:O 20:AT:47:GLY:N 2.38 0.56
25:BA:61:G:H5’ 48:B2:50:ILE:HG21 1.86 0.56
25:BA:996:A:0P2 40:BU:93:LYS:NZ 2.34 0.56
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25:BA:2012:G:OP1 42:BW:11:ARG:NH2 2.36 0.56
25:BA:2564:A:C2 25:BA:2647:U:H4’ 2.40 0.56
32:BI:96:ASP:0OD1 32:BI:96:ASP:N 2.38 0.56
1:CA:36:C:OP1 12:CL:123:LYS:HE3 2.04 0.56
1:CA:486:U:H2’ 1:CA:487:A:HS 1.70 0.56
1:CA:1137:C:H5” 1:CA:1138:G:OP1 2.04 0.56
10:CJ:30:SER:O 10:CJ:81:THR:OG1 2.23 0.56
11:CK:48:ILE:O 11:CK:50:TYR:N 2.38 0.56
25:DA:1916:A:H2’ 25:DA:1917:U:04’ 2.05 0.56
25:DA:1971:A:0OP2 27:DD:242:ARG:NH2 2.38 0.56
26:DB:24:G:H21 26:DB:27:C:H42 1.53 0.56
39:DT:53:ARG:HB3 39:DT:53:ARG:NH1 2.20 0.56
44:DY:61:ILE:HD11 44:DY:63:LYS:HE3 1.85 0.56
1:AA:198:G:H2’ 1:AA:199:G:C8 2.40 0.56
1:AA:1015:A:N3 1:AA:1218:C:02’ 2.35 0.56
3:AC:26:LYS:HA 14:AN:36:PHE:HE1 1.70 0.56
10:AJ:61:GLU:OE1 14:AN:58:LYS:NZ 2.37 0.56
25:BA:2146:C:H4’ 25:BA:2147:G:C4 2.40 0.56
30:BG:138:GLN:NE2 30:BG:153:ARG:H 2.02 0.56
48:B2:63:VAL:HA 48:B2:66:GLU:HB2 1.86 0.56
1:CA:538:G:H5” 12:CL:114:LYS:HB2 1.87 0.56
1:CA:921:U:02 5:CE:19:MET:HB2 2.06 0.56
25:DA:300:A:H1’ 25:DA:319:C:H1’ 1.87 0.56
25:DA:1165:U:H2’ 25:DA:1166:C:C6 2.41 0.56
25:DA:2185:C:H2’ 25:DA:2186:G:HS 1.71 0.56
31:DH:70: THR:HA 31:DH:73:ALA:HB3 1.86 0.56
50:D4:38:LYS:O 50:D4:40:HIS:N 2.27 0.56
51:D5:16:ARG:NH1 51:D5:17:ASP:OD1 2.38 0.56
25:BA:2127:G:H21 25:BA:2173:A:HY’ 1.70 0.56
25:BA:2243:U:H2’ 25:BA:2244:U:C6 2.40 0.56
49:B3:44:ARG:O 49:B3:48:GLU:HG3 2.05 0.56
1:CA:1329:A:H5” 13:CM:26:GLY:N 2.20 0.56
25:DA:751:A:HY’ 42:DW:90:ARG:HA 1.87 0.56
25:DA:989:G:H4’ 25:DA:990:A:0P1 2.05 0.56
25:DA:2249:U:N3 25:DA:2253:G:0P2 2.36 0.56
25:DA:2507:C:H5” 25:DA:2573:C:N4 2.19 0.56
25:DA:2562:U:HT’ 34:D0:23:ARG:HH11 1.70 0.56
28:DE:47:VAL:HG11 28:DE:86:PRO:HD2 1.87 0.56
29:DF:64:ILE:HD11 29:DF:75:HIS:HB2 1.87 0.56
30:DG:173:LEU:HD22 30:DG:178:PHE:CZ 2.40 0.56
36:DQ:109:VAL:HG13 | 36:DQ:113:GLN:HB2 1.87 0.56
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
37:DR:55:ALA:HB2 37:DR:79:LEU:HD13 1.86 0.56
38:DS:10:ARG:HA 38:DS:13:ARG:HE 1.70 0.56
1:AA:1028:C:C4 1:AA:1029:C:HT’ 2.40 0.56
1:AA:1330:U:04 1:AA:1331:G:N1 2.39 0.56
25:BA:1188:U:H4’ 41:BV:79:VAL:HG22 1.86 0.56
34:BO:2:ILE:HD12 34:BO:6: THR:HG21 1.85 0.56
47:B1:51:VAL:HG11 47:B1:74:VAL:HG21 1.86 0.56
1:CA:630:G:H2’ 1:CA:631:G:H8 1.70 0.56
1:CA:693:G:H2’ 1:CA:694:A:C8 2.40 0.56
7:CG:49:ILE:HA 7:CG:52:GLU:HG2 1.87 0.56
29:DF:33:LEU:HD13 29:DF:112:MET:HE2 1.88 0.56
33:DN:4:TYR:CE2 40:DU:100:VAL:HG11 2.40 0.56
43:DX:50:LYS:HB3 43:DX:87:GLN:HE22 1.71 0.56
45:D7:145:GLU:HG3 45:D7:146:1LE:H 1.70 0.56
1:AA:1157:A:H4’ 1:AA:1158:C:05’ 2.06 0.56
25:BA:911:A:H2’ 36:BQ:9:TYR:OH 2.05 0.56
29:BF:183:VAL:O 29:BF:187:VAL:HG23 2.06 0.56
31:BH:11:VAL:HG21 31:BH:50:VAL:HG23 1.88 0.56
1:CA:958:A:N6 19:CS:77:THR:O 2.38 0.56
1:CA:1121:U:04 1:CA:1152:A:N1 2.38 0.56
18:CR:47:THR:HG21 18:CR:49:LYS:HE2 1.88 0.56
20:CT:59:ALA:O 20:CT:63:ILE:HG13 2.05 0.56
25:DA:511:U:H4’ 25:DA:1235:G:H4’ 1.86 0.56
25:DA:1792:G:N2 25:DA:1827:C:02 2.36 0.56
25:DA:1794:U:H2’ 25:DA:1795:C:C6 2.40 0.56
25:DA:2788:C:H5” 28:DE:61:ARG:HH21 1.69 0.56
1:AA:711:G:OP1 6:AF:54:LYS:NZ 2.39 0.56
31:BH:33:LEU:HD21 31:BH:136:ILE:HG13 1.87 0.56
31:BH:56:SER:OG 31:BH:57:ASP:N 2.38 0.56
33:BN:108:PRO:O 33:BN:113:GLY:HA3 2.05 0.56
1:CA:1154:G:N7 1:CA:1155:G:C8 2.74 0.56
1:CA:1513:A:H2’ 1:CA:1514:C:C6 2.40 0.56
3:CC:5:ILE:HG12 3:CC:6:HIS:H 1.71 0.56
46:D0:40:GLN:HE21 46:D0:57:PHE:HB3 1.71 0.56
7:AG:20:ASP:0OD2 7:AG:63:LYS:NZ 2.37 0.56
14:AN:23:ARG:NH1 14:AN:30:ALA:HB2 2.21 0.56
35:BP:95:VAL:HG13 35:BP:125:VAL:HG12 1.88 0.56
1:CA:1074:G:OP1 5:CE:64:ARG:NH2 2.38 0.56
1:CA:1104:G:H4’ 2:CB:111:ARG:HH11 1.71 0.56
3:CC:36:ASP:0OD1 3:CC:57:.ILE:HG21 2.06 0.56
9:CI:46:ALA:HB2 9:CI:74:.1ILE:HG23 1.88 0.56
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
18:CR:25:THR:O 18:CR:25:THR:OG1 2.24 0.56
27:DD:127:VAL:HA 27:DD:193:VAL:HG23 1.87 0.56
27:DD:175:LEU:HD12 | 27:DD:185:VAL:HG21 1.87 0.56
42:DW:12:ILE:O 42:DW:101:SER:OG 2.23 0.56
1:AA:1309:G:0OP2 13:AM:99:ARG:NH2 2.39 0.56
2:AB:109:SER:O 2:AB:112:VAL:HG22 2.06 0.56
4:AD:81:GLU:OE1 4:AD:139:ARG:NH2 2.38 0.56
1:CA:977:A:02 1:CA:981:U:N3 2.32 0.56
8:CH:30:ARG:O 8:CH:34:GLU:HG2 2.06 0.56
13:CM:3:ARG:HA 50:D4:34:GLU:HG2 1.87 0.56
25:DA:271(U):G:H2’ 25:DA:271(V):G:H8 1.70 0.56
25:DA:652(B):A:N1 25:DA:655:A:H1’ 2.20 0.56
25:DA:1166:C:H2’ 25:DA:1167:U:C6 2.40 0.56
25:DA:2059:A:02’ 29:DF:69:HIS:HD2 1.89 0.56
25:DA:2183:C:H2’ 25:DA:2184:G:C8 2.39 0.56
28:DE:116:VAL:HG13 28:DE:122:PHE:HB2 1.87 0.56
33:DN:43:THR:N 33:DN:48:MET:SD 2.77 0.56
1:AA:185:A:H2’ 1:AA:186:C:C6 2.41 0.56
1:AA:1399:C:C2 1:AA:1502:A:N6 2.73 0.56
24:AX:67:C:H2’ 24:AX:68:C:H5’ 1.87 0.56
25:BA:686:G:OP1 53:B7:11:LYS:NZ 2.38 0.56
25:BA:1634:A:0P2 60:BA:3951:HOH:O 2.18 0.56
46:B0:27:GLU:HG3 46:B0:68:GLU:HA 1.88 0.56
1:CA:1014:A:H4’ 19:CS:14:HIS:CE1 2.41 0.56
25:DA:1443:G:H1 25:DA:1548:C:H42 1.53 0.56
25:DA:2379:G:H4’ 38:DS:21: THR:HG21 1.88 0.56
25:DA:2727:G:02’ 34:DO:70:LYS:NZ 2.39 0.56
32:DI:31:LEU:HD21 32:DI:38:LEU:HG 1.88 0.56
1:AA:1030:C:N4 1:AA:1031:G:H1 2.02 0.56
1:AA:1182:G:H4’ 1:AA:1183:A:HY’ 1.86 0.56
1:AA:1241:G:H2’ 1:AA:1242:C:C6 2.41 0.56
2:AB:114:ARG:NH2 2:AB:117:GLU:OE2 2.39 0.56
25:BA:221:A:N1 25:BA:265:A:02’ 2.37 0.56
1:CA:1438:G:H2’ 1:CA:1439:C:C6 2.41 0.56
7:CG:22:LEU:HG 7:CG:62:PHE:HE2 1.71 0.56
9:CI:23:ASN:HD22 9:CI:24:GLY:N 2.03 0.56
25:DA:1786:A:0P1 60:DA:4235:HOH:O 2.18 0.56
30:DG:5:VAL:HG22 30:DG:8:LYS:H 1.70 0.56
30:DG:41:GLN:HG3 30:DG:60:LEU:HD21 1.87 0.56
50:D4:59:PHE:HA 50:D4:61:ARG:N 2.21 0.56
1:AA:448:A:P 1:AA:485:G:H22 2.29 0.55
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Atom-1 Atom-2 distance (A) overlap (A)
1:AA:1492:A:N3 22:AV:20:U:02’ 2.39 0.55
2:AB:54:THR:HG21 2:AB:201:1LE:HD11 1.88 0.55
9:AI:3:GLN:OE1 9:AI:20:ARG:NH2 2.39 0.55
25:BA:1721:G:H8 25:BA:1741:A:H62 1.52 0.55
25:BA:1796:U:H2’ 25:BA:1797:C:C6 2.41 0.55
25:BA:2789:C:H1’ 25:BA:2894:G:H22 1.70 0.55
1:CA:1009:G:N2 1:CA:1021:G:HT’ 2.21 0.55
1:CA:1162:C:N4 1:CA:1174:G:H1 2.04 0.55
7:CG:148:ASN:HD22 7:CG:151:TYR:HD2 1.55 0.55
20:CT:54:LYS:HB2 20:CT:100:ILE:HD11 1.87 0.55
24:CX:75:C:0OP1 60:CX:201:HOH:O 2.18 0.55
25:DA:61:G:H1 25:DA:94:C:H42 1.54 0.55
25:DA:1270:C:02’ 25:DA:1648:C:0P2 2.14 0.55
25:DA:2364:C:H2’ 25:DA:2365:G:04’ 2.07 0.55
26:DB:55:U:02’ 30:DG:27:ASN:OD1 2.24 0.55
27:DD:17:THR:O 27:DD:211:ARG:NH2 2.39 0.55
36:DQ:62:GLY:HA2 45:D7:116:VAL:HG21 1.88 0.55
1:AA:1279:A:H4’ 1:AA:1281:U:H5 1.71 0.55
7:AG:47:CYS:HA 7:AG:50:ILE:HG12 1.89 0.55
13:AM:3:ARG:HG3 13:AM:4:1LE:H 1.70 0.55
25:BA:802:A:0P1 60:BA:4135:HOH:O 2.18 0.55
25:BA:2099:U:H3 25:BA:2190:G:H1 1.54 0.55
4:CD:173: TRP:CD1 4:CD:189:PRO:HG3 2.41 0.55
6:CF:69:GLU:O 6:CF:72:VAL:HG12 2.06 0.55
25:DA:186:G:H2’ 25:DA:187:G:H8 1.71 0.55
25:DA:492:A:H2’ 25:DA:493:G:04’ 2.07 0.55
25:DA:657:U:H2’ 25:DA:658:C:C6 2.41 0.55
25:DA:2019:A:H4’ 40:DU:34:LYS:HD2 1.88 0.55
45:D7:152:ALA:HA 45:D7:155:LEU:HD13 1.86 0.55
1:AA:1189:C:H5” 3:AC:5:ILE:HD12 1.89 0.55
2:AB:198:ASP:0D2 2:AB:198:ASP:N 2.39 0.55
14:AN:3:ARG:O 14:AN:7:ILE:N 2.38 0.55
25:BA:2731:G:H5” 28:BE:203:LYS:HE3 1.87 0.55
5:CE:93:PRO:O 8:CH:105:ARG:NH2 2.40 0.55
25:DA:527:C:OP1 60:DA:4386:HOH:O 2.18 0.55
25:DA:2117:A:H61 25:DA:2171:A:H61 1.54 0.55
25:DA:2163:C:H5” 25:DA:2172:U:H5’ 1.87 0.55
27:DD:12:SER:HB3 27:DD:208:LYS:HB3 1.88 0.55
30:DG:63:ILE:HA 30:DG:143:GLU:HG3 1.88 0.55
33:DN:33:LEU:HB3 33:DN:52:VAL:HG21 1.88 0.5
52:D6:21:'TYR:CE2 52:D6:38:LYS:HG3 2.41 0.55
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Atom-1 Atom-2 distance (A) overlap (A)
1:AA:300:A:02 1:AA:564:C:N3 2.33 0.55
1:AA:1530:G:H2’ 1:AA:1531:A:04’ 2.07 0.55
25:BA:582:G:H2’ 25:BA:583:G:C8 2.41 0.55
35:BP:86:LYS:HB3 35:BP:118:GLY:HA3 1.87 0.55
44:BY:13:VAL:HG12 44:BY:74:PRO:HA 1.88 0.55
7:CG:16:LEU:HD13 9:CI:41:VAL:HG12 1.88 0.55
25:DA:918:A:C5 25:DA:919:G:HY1’ 2.42 0.55
25:DA:1149:G:H2’ 25:DA:1150:C:C6 2.41 0.55
28:DE:163:GLU:HG2 28:DE:164:ARG:N 2.20 0.55
49:D3:6:VAL:HG22 49:D3:56:VAL:HG13 1.88 0.55
1:AA:1003:G:C2 1:AA:1004:A:N3 2.74 0.55
13:AM:49: THR:HB 13:AM:52:GLU:H 1.72 0.55
25:BA:1023:U:0P2 60:BA:4468:HOH:O 2.18 0.55
25:BA:1107:G:H2’ 25:BA:1107:G:N3 2.22 0.55
44:BY:92:ASN:CB 44:BY:94:LYS:HG2 2.37 0.55
45:B7Z:99: TYR:HB3 45:BZ7:123:ASP:HB2 1.87 0.55
1:CA:1301:U:02’ 1:CA:1302:U:HY 2.06 0.55
2:CB:16:HIS:CG 2:CB:17:PHE:N 2.75 0.55
9:CI:128:ARG:NH2 24:CX:33:U:0P2 2.40 0.55
22:CV:22:U.H2 22:CV:23:A:C8 2.41 0.55
25:DA:587:C:OP1 35:DP:21:ARG:NH2 2.40 0.55
25:DA:848:G:H2’ 25:DA:849:A:C8 2.41 0.55
25:DA:926:A:H2’ 25:DA:927:G:HS 1.71 0.55
25:DA:2074:U:H2’ 25:DA:2075:U:C6 2.41 0.55
32:DI:62:LYS:O 32:DI:66:GLU:HG2 2.06 0.55
33:DN:38:HIS:CE1 33:DN:39:ARG:HG3 2.41 0.55
45:D7:55:HIS:HE1 45:D7:135:GLU:HG3 1.71 0.55
4:AD:111:ALA:HB2 4:AD:120:LEU:HD12 1.88 0.55
6:AF:14:LEU:HB3 6:AF:18:GLN:HE22 1.71 0.55
26:BB:75:G:H5” 26:BB:75:G:HS8 1.71 0.55
41:BV:65:GLY:HA3 41:BV:91:TYR:CZ 2.42 0.55
43:BX:41:ASN:O 43:BX:45: THR:HG22 2.06 0.55
8:CH:112:LEU:HA 8:CH:134:ILE:HG12 1.88 0.55
16:CP:28:ARG:NH1 16:CP:29:ASP:0OD2 2.40 0.55
25:DA:83:G:OP2 44:DY:95:LYS:NZ 2.39 0.55
25:DA:1532:C:N4 25:DA:1537:G:06 2.38 0.55
25:DA:2755:C:H3’ 55:D9:19:ARG:HH21 1.72 0.55
26:DB:8:U:H3 26:DB:113:G:H1 1.54 0.55
45:D7:145:GLU:H 45:D7:148:ASP:HB2 1.72 0.55
1:AA:428:G:OP2 4:AD:10:ARG:NH1 2.36 0.55
1:AA:1095:U:OP1 1:AA:1108:G:N2 2.31 0.55
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
37:BR:90:ARG:NH2 37:BR:118:GLU:OXT 2.40 0.55
1:CA:1305:G:H5’ 21:CU:4:GLY:HA3 1.89 0.55
6:CF:50: TYR:OH 18:CR:74:ARG:O 2.23 0.55
17:CQ:18:THR:HG23 17:CQ:69:LYS:HD3 1.88 0.55
9:Al:23:ASN:HD22 9:Al:23:ASN:H 1.55 0.55
25:BA:1174:A:H1’ 25:BA:1175:U:H5” 1.89 0.55
25:BA:2791:C:H2’ 25:BA:2792:G:C8 2.42 0.55
1:CA:297:G:N2 1:CA:300:A:0P2 2.39 0.55
1:CA:1127:G:N2 1:CA:1147:C:H41 2.05 0.55
2:CB:120:ALA:C 2:CB:122:PHE:H 2.13 0.55
4:CD:96:LEU:HD12 4:CD:139:ARG:HH21 1.71 0.55
24:CX:19:G:H4’ 24:CX:20:U:0P2 2.06 0.55
25:DA:2821:A:H2’ 25:DA:2822:G:C8 2.42 0.55
26:DB:13:A:C2 26:DB:16:G:H1’ 2.42 0.55
30:DG:112:PRO:HB3 50:D4:35:VAL:HG22 1.87 0.55
1:AA:186:C:H2’ 1:AA:187:C:C6 2.41 0.55
1:AA:942:G:H21 9:AL:124:GLN:NE2 2.04 0.55
4:AD:98:GLU:OE1 4:AD:107:ARG:NH1 2.40 0.55
9:Al:24:GLY:HA2 9:Al:59:PHE:O 2.07 0.55
10:AJ:16:LEU:HD22 10:AJ:68:HIS:HB2 1.89 0.55
13:AM:3:ARG:HD2 13:AM:9:ILE:HG13 1.88 0.55
15:A0:74:ASP:HB3 15:A0:77:ARG:HB2 1.87 0.55
25:BA:607:U:OP1 29:BF:102:PRO:HA 2.06 0.55
25:BA:657:U:H2’ 25:BA:658:C:C6 2.42 0.55
25:BA:1636:C:02’ 25:BA:1760:A:N3 2.37 0.55
1:CA:1028:C:N3 1:CA:1033:G:06 2.40 0.55
25:DA:2135:A:H2’ 25:DA:2136:C:C6 2.41 0.55
25:DA:2406:U:OP1 60:DA:4156:HOH:O 2.18 0.55
25:DA:2526:G:H5’ 25:DA:2742:C:02’ 2.07 0.55
26:DB:66:A:N6 26:DB:108:U:H3’ 2.22 0.55
55:D9:25:VAL:HB 55:D9:34:GLN:HB2 1.88 0.55
1:AA:1189:C:0OP1 10:AJ:51:ARG:NH2 2.36 0.55
1:AA:1510:U:H2’ 1:AA:1511:G:C8 2.42 0.55
16:AP:22: THR:HA 16:AP:33:ILE:HG12 1.89 0.55
25:BA:2849:U:0P2 39:BT:95:ARG:NH1 2.40 0.55
26:BB:105:A:P 45:B7Z:72:ARG:HH12 2.29 0.55
27:BD:12:SER:HB3 27:BD:208:LYS:HB3 1.88 0.55
52:B6:6:ARG:NH1 52:B6:26:ASN:HB2 2.22 0.55
1:CA:1010:G:N2 1:CA:1020:U:H1’ 2.22 0.55
1:CA:1025:U:N3 1:CA:1036:G:N1 2.55 0.55
1:CA:1155:G:H2’ 1:CA:1156:G:04’ 2.07 0.55
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Atom-1 Atom-2 distance (A) overlap (A)
2:CB:162:ILE:HD11 2:CB:184:VAL:HG22 1.89 0.55
3:CC:43:LEU:HD21 3:CC:55:VAL:HG21 1.87 0.55
3:CC:156:ARG:H 3:CC:196:LEU:HD22 1.72 0.55
25:DA:391:G:02’ 25:DA:410:G:OP1 2.16 0.55
25:DA:979:G:H5” 25:DA:980:A:H5” 1.88 0.55
25:DA:1227:G:H2’ 25:DA:1228:G:04’ 2.07 0.55
25:DA:1250:G:0P2 35:DP:21:ARG:NH1 2.40 0.55
30:DG:83:ARG:N 30:DG:86:MET:SD 2.70 0.55
32:DI:130: TYR:CE2 32:DI:132:PRO:HB3 2.42 0.55
34:D0:63:VAL:HG11 34:D0O:85:VAL:HG23 1.87 0.55
45:DZ:6:LYS:HE3 45:DZ:43:GLU:OE1 2.07 0.55
1:AA:954:G:H21 1:AA:1227:A:H62 1.55 0.54
1:AA:1095:U:P 1:AA:1108:G:H1 2.30 0.54
2:AB:21:ARG:HB3 2:AB:38:GLY:O 2.07 0.54
2:AB:47:-THR:HA 2:AB:202:PRO:HG2 1.88 0.54
12:AL:34:ARG:NH2 60:AL:301:HOH:O 2.39 0.54
24:AX:7:G:02 24:AX:49:G:H5’ 2.07 0.54
25:BA:1045:A:0P1 25:BA:1046:A:H3’ 2.06 0.54
25:BA:1107:G:N2 25:BA:1108:U:04 2.40 0.54
31:BH:159:GLU:HG2 | 31:BH:169:VAL:HG11 1.89 0.54
16:CP:22:THR:HA 16:CP:33:ILE:HG13 1.88 0.54
25:DA:286:C:H2’ 25:DA:287:C:C6 2.41 0.54
25:DA:1561:G:H2’ 25:DA:1562:A:C8 2.41 0.54
25:DA:2115:G:HT’ 25:DA:2117:A:H62 1.71 0.54
1:AA:270:A:H2 1:AA:271:C:C6 2.41 0.54
1:AA:1346:A:N1 1:AA:1374:A:H5” 2.22 0.54
10:AJ:49:VAL:HG23 14:AN:41:ARG:HB2 1.90 0.54
12:AL:24:VAL:HG11 12:AL:27:LEU:HD22 1.89 0.54
1:CA:410:G:OP1 4:CD:30:LYS:NZ 2.27 0.54
1:CA:1288:A:N3 1:CA:1352:C:02’ 2.39 0.54
4:CD:61:LYS:NZ 4:CD:72:GLU:OE1 2.39 0.54
25:DA:1019:U:H3 25:DA:1142(A):A:N6 2.03 0.54
25:DA:2150:U:H2’ 25:DA:2151:G:HS 1.73 0.54
26:DB:42:C:02 30:DG:93: THR:N 2.34 0.54
26:DB:42:C:02’ 30:DG:67:LYS:O 2.19 0.54
30:DG:68:PRO:HG2 30:DG:90:LEU:HD22 1.89 0.54
35:DP:121:LYS:HG2 35:DP:122:PRO:HD2 1.89 0.54
38:DS:8:GLU:H 38:DS:8:GLU:CD 2.15 0.54
1:AA:1112:C:02 3:AC:179:ARG:HG3 2.06 0.54
24:AX:59:A:C2’ 24:AX:60:U:H5’ 2.38 0.54
25:BA:10:G:N2 25:BA:2802:G:OP1 2.40 0.54
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Atom-1 Atom-2 distance (A) overlap (A)
25:BA:784:A:HY’ 25:BA:785:G:OP1 2.08 0.54
25:BA:1380:G:N2 25:BA:1570:A:N1 2.54 0.54
36:BQ:18:LYS:O 36:BQ:98:LYS:NZ 2.21 0.54
47:B1:85:LEU:HB3 47:B1:89:GLU:HG3 1.88 0.54
1:CA:1305:G:N2 1:CA:1331:G:HT’ 2.23 0.54
1:CA:1442(A):G:C8 39:DT:118:ARG:HG2 2.42 0.54
2:CB:127:ILE:O 2:CB:128:GLU:HB2 2.05 0.54
4:CD:162:LEU:HD22 4:CD:178:VAL:HG13 1.87 0.54
23:CW:76:PPU:H92 25:DA:2584:U:H4’ 1.90 0.54
25:DA:861:A:N3 26:DB:79:C:02’ 2.35 0.54
1:AA:347:G:H2’ 1:AA:348:G:C8 2.42 0.54
1:AA:677:U:H3 1:AA:713:G:H22 1.56 0.54
1:AA:1296:C:0OP1 13:AM:44:ARG:NH2 2.40 0.54
13:AM:9:ILE:HB 13:AM:18:ALA:HB1 1.89 0.54
24:AX:19:G:H4’ 24:AX:20:U:OP2 2.07 0.54
25:BA:55:G:02’ 25:BA:127:A:N1 2.38 0.54
25:BA:586:A:H5’ 29:BF:89:VAL:HG21 1.87 0.54
25:BA:880:G:H2’ 25:BA:881:G:C8 2.42 0.54
25:BA:2110:G:OP2 25:BA:2118:U:N3 2.41 0.54
25:BA:2248:C:0P2 60:BA:4101:HOH:O 2.18 0.54
1:CA:982:U:H4’ 1:CA:983:A:05’ 2.08 0.54
12:CL:60:LEU:HD21 12:CL:66:VAL:HG22 1.89 0.54
25:DA:2136:C:02’ 25:DA:2137:C:05’ 2.21 0.54
25:DA:2139:C:H42 25:DA:2152:G:H1 1.56 0.54
26:DB:32:C:H42 26:DB:50:G:H1 1.55 0.54
30:DG:111:LEU:HA 30:DG:114:ILE:HG13 1.88 0.54
32:DI:40: THR:HG23 32:DI:43:ASN:ND2 2.22 0.54
44:DY:37:VAL:O 44:DY:67:LEU:N 2.40 0.54
50:D4:33:VAL:HG12 50:D4:35:VAL:H 1.71 0.54
1:AA:518:C:02’ 1:AA:1492:A:N6 2.37 0.54
1:AA:877:C:H5” 8:AH:88:LYS:HD3 1.89 0.54
1:AA:1039:C:H2’ 1:AA:1040:U:04’ 2.06 0.54
2:AB:95:GLN:HG3 2:AB:147:-LYS:HG2 1.88 0.54
5:AE:92:LYS:HD3 5:AE:119:LEU:HD12 1.90 0.54
25:BA:226:G:H21 25:BA:228:A:H62 1.54 0.54
25:BA:456:C:H4’ 60:BA:3733:HOH:O 2.08 0.54
25:BA:2690:C:OP1 37:BR:17:ARG:NH1 2.27 0.54
1:CA:981:U:05’ 1:CA:981:U:H6 1.90 0.54
1:CA:1275:A:H2’ 1:CA:1276:G:04’ 2.08 0.54
1:CA:1330:U:H4’ 13:CM:23:TYR:CZ 2.42 0.54
3:CC:181:ASN:HD21 3:CC:204:LEU:HD12 1.72 0.54
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Atom-1 Atom-2 distance (A) overlap (A)

25:DA:218:A:C2 25:DA:235:U:H4’ 2.43 0.54
25:DA:463:G:N2 25:DA:466:A:0P2 2.29 0.54
25:DA:1446:C:H42 25:DA:1465:G:H1 1.56 0.54
25:DA:2314:C:H2’ 25:DA:2315:G:C8 2.43 0.54
25:DA:2726:U:H4’ 34:DO:1:MET:HE1 1.89 0.54
36:DQ:32:TYR:CE1 36:DQ:133:ARG:HG3 2.42 0.54
1:AA:1005:A:H1’ 1:AA:1036:G:H22 1.72 0.54
8:AH:83:ILE:HG13 8:AH:137:VAL:HG22 1.88 0.54
29:BF:149:ASP:OD1 29:BF:149:ASP:N 2.38 0.54
1:CA:1412:C:H?2’ 1:CA:1413:A:C8 2.42 0.54
25:DA:134:C:H2’ 25:DA:135:G:C8 2.42 0.54
25:DA:352:G:N2 25:DA:429:A:H5” 2.23 0.54
25:DA:1031:G:H5” 55:D9:8:LYS:HE3 1.89 0.54
25:DA:2391:G:02’ 25:DA:2422:A:NT 2.41 0.54
27:DD:10:THR:OG1 27:DD:13:ARG:HG2 2.07 0.54
32:DI:38:LEU:HB2 32:DI:40: THR:HG22 1.90 0.54
1:AA:159:G:H2’ 1:AA:161:A:0P2 2.08 0.54
25:BA:887:A:02’ 25:BA:888:C:0P2 2.24 0.54
25:BA:1237:A:0P1 60:BA:4542:HOH:O 2.19 0.54
25:BA:2312:U:H5’ 30:BG:88:ILE:HD11 1.89 0.54
38:BS:83:LYS:HG2 38:BS:111:GLU:HG3 1.88 0.54
1:CA:1298:C:0OP2 7:CG:114:ARG:NH2 2.41 0.54
1:CA:1318:A:H5” 19:CS:3:ARG:NH2 2.22 0.54
1:CA:1376:U:H2’ 1:CA:1377:A:C8 2.43 0.54
5:CE:57:LYS:HG2 5:CE:61:TYR:HE2 1.73 0.54
25:DA:885:C:H3’ 25:DA:886:C:H5” 1.90 0.54
25:DA:1609:A:0P2 60:DA:4280:HOH:O 2.18 0.54
28:DE:36:ARG:NH1 28:DE:85:ASN:OD1 2.41 0.54
31:DH:28:GLY:N 31:DH:31:GLY:O 2.41 0.54
37:DR:38:VAL:HG12 37:DR:42:LYS:HE3 1.89 0.54
38:DS:67:ARG:HG3 38:DS:71:ARG:HD2 1.90 0.54
41:DV:21:ARG:HG2 41:DV:91:TYR:CD2 2.43 0.54
1:AA:147:G:H2’ 1:AA:148:G:H8 1.71 0.54
1:AA:890:G:02’ 1:AA:906:G:06 2.23 0.54
1:AA:1106:G:H5” 3:AC:172:ARG:HG2 1.90 0.54
12:AL:54:LYS:N 12:AL:54:LYS:HD2 2.23 0.54
18:AR:58:LEU:HB3 18:AR:62:GLU:HG3 1.90 0.54
25:BA:1593:G:H2’ 25:BA:1594:G:C8 2.43 0.54
26:BB:12:C:H2’ 46:B0:73:GLY:HA3 1.90 0.54
1:CA:1367:C:H4’ 10:CJ:48: THR:HG21 1.89 0.54
1:CA:1392:G:N2 1:CA:1502:A:H8 2.04 0.54
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Atom-1 Atom-2 distance (A) overlap (A)

2:CB:217:ARG:HA 2:CB:220:ASP:HB2 1.90 0.54
7:CG:51:GLN:HA 7:CG:55:GLY:HA2 1.90 0.54
25:DA:459:U:H5” 53:D7:40: TRP:CD2 2.43 0.54
28:DE:72:VAL:HG13 28:DE:73:GLU:O 2.08 0.54
31:DH:69:ARG:HG3 31:DH:70: THR:N 2.23 0.54
32:DI:1:MET:N 32:DI:20:ASP:0OD1 2.26 0.54
10:AJ:16:LEU:HD21 10:AJ:70:ARG:HG2 1.90 0.54
13:AM:65:LYS:O 13:AM:70:LEU:HD12 2.08 0.54
21:AU:12:LYS:HB3 21:AU:22:ARG:HD2 1.90 0.54
25:BA:692:C:02’ 25:BA:1354:A:02’ 2.24 0.54
25:BA:848:G:H2’ 25:BA:849:A:C8 2.42 0.54
25:BA:2168:G:C6 25:BA:2171:A:C8 2.95 0.54
27:BD:71:ASP:CB 27:BD:103:ARG:HH22 2.19 0.54
28:BE:174:ASP:OD1 28:BE:175:VAL:N 2.41 0.54
1:CA:156:G:N2 1:CA:165:C:02 2.40 0.54
1:CA:1376:U:H3’ 7:CG:94:ARG:HH21 1.72 0.54
2:CB:91:PRO:HG3 2:CB:154:LEU:HB3 1.89 0.54
25:DA:1023:U:0OP2 60:DA:4482:HOH:O 2.18 0.54
25:DA:2042:A:0P1 60:DA:4137:HOH:O 2.19 0.54
25:DA:2173:A:H3’ 25:DA:2173:A:0P2 2.08 0.54
27:DD:182:LEU:HB2 27:-DD:272:ALA:HB3 1.89 0.54
24:AX:33:U:02’ 24:AX:35:A:N7 2.37 0.54
25:BA:36:G:N3 25:BA:450:G:02’ 2.40 0.54
25:BA:1421:G:02’ 25:BA:1494:A:N6 2.41 0.54
25:BA:2031:A:C6 25:BA:2498:C:H1’ 2.43 0.54
26:BB:50:G:OP1 38:BS:63: THR:OG1 2.26 0.54
34:B0O:80:ASP:0OD2 39:BT:64:ARG:NH2 2.41 0.54
1:CA:598:U:H2’ 1:CA:599:C:C6 2.43 0.54
25:DA:1169:G:H1 25:DA:1180:C:N4 1.92 0.54
25:DA:1509(B):A:H2’ 25:DA:1510:G:C8 2.42 0.54
25:DA:1894:C:H2’ 25:DA:1895:C:H6 1.72 0.54
25:DA:2086:U:H2’ 25:DA:2087:G:C8 2.42 0.54
31:DH:97:ARG:HE 31:DH:104:GLU:CD 2.16 0.54
1:AA:164:U:H2’ 1:AA:165:C:C6 2.42 0.53
1:AA:299:G:H2’ 1:AA:300:A:C8 2.43 0.53
1:AA:662:G:02’ 1:AA:836:G:OP1 2.26 0.53
1:AA:1099:G:0OP2 2:AB:144:ARG:NH2 2.40 0.53
4:AD:119:GLN:HG2 4:AD:123:HIS:CD2 2.44 0.53
41:BV:98:GLU:OE1 41:BV:100:ARG:NH1 2.37 0.53
45:BZ:7:ALA:HB3 45:BZ:61:LEU:HD12 1.90 0.53
45:B7Z:111:VAL:C 45:B7:113:ALA:H 2.15 0.53
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Atom-1 Atom-2 distance (A) overlap (A)
1:CA:1120:G:C6 1:CA:1121:U:C4 2.96 0.53
1:CA:1245:A:H2 1:CA:1246:C:04’ 2.07 0.53
4:CD:88:VAL:HG22 5:CE:96:PRO:HB2 1.90 0.53
15:CO:87:ILE:HG22 15:C0O:88:ARG:N 2.23 0.53
25:DA:871:U:OP1 36:DQ:5:ARG:HG2 2.08 0.53
25:DA:1031:G:H21 55:D9:36:GLN:HE22 1.56 0.53
25:DA:1114:G:H2’ 25:DA:1115:G:C8 2.42 0.53
25:DA:2588:G:OP1 60:DA:4367:HOH:O 2.18 0.53
27:DD:69:ARG:NH2 27:DD:128:GLY:O 2.42 0.53
30:DG:115:ARG:HG3 | 30:DG:136:ARG:HH21 1.73 0.53
40:DU:83:LEU:HD12 40:DU:88.ILE:HB 1.90 0.53
49:D3:6:VAL:HG13 49:D3:56:VAL:HG22 1.90 0.53
10:AJ:61:GLU:OE2 14:AN:45:ARG:NE 2.33 0.53
25:BA:528:A:C2 25:BA:2043:C:H4’ 2.43 0.53
25:BA:548:A:02’ 25:BA:549:G:OP1 2.23 0.53
25:BA:647:G:HS 25:BA:647:G:05’ 1.91 0.53
25:BA:1371:G:H2’ 25:BA:1372:U:H5 1.73 0.53
25:BA:2893:G:H4’ 25:BA:2894:G:05’ 2.08 0.53
33:BN:58:ASP:N 33:BN:58:ASP:0OD1 2.41 0.53
1:CA:977:A:N1 1:CA:1224:G:N7 2.55 0.53
1:CA:1014:A:H5’ 19:CS:18:LYS:HZ2 1.73 0.53
1:CA:1080:A:H5’ 5:CE:14:ARG:HH21 1.73 0.53
1:CA:1244:C:N4 1:CA:1293:G:H1 2.04 0.53
1:CA:1323:G:H2’ 1:CA:1324:A:C8 2.42 0.53
10:CJ:43:ARG:HB2 10:CJ:67:THR:HG23 1.90 0.53
12:CL:113:ARG:NH2 60:CL:201:HOH:O 2.41 0.53
16:CP:21:VAL:HG22 16:CP:33:ILE:HB 1.89 0.53
24:CX:19:G:H1 24:CX:56:C:N4 2.03 0.53
25:DA:7:G:H2’ 25:DA:8:A:HS8 1.73 0.53
25:DA:1427:A:H4’ 25:DA:1428:C:05’ 2.08 0.53
1:AA:184:G:H2’ 1:AA:185:A:HS8 1.72 0.53
9:AI:20:ARG:O 9:AI:60:ASP:N 2.42 0.53
25:BA:278:A:02’ 25:BA:279:C:0OP1 2.24 0.53
25:BA:1405:U:H2’ 25:BA:1406:U:C6 2.44 0.53
1:CA:412:A:04’ 4:CD:35:ARG:NH2 2.41 0.53
1:CA:920:U:H2’ 1:CA:921:U:C6 2.43 0.53
2:CB:178:ARG:NH1 2:CB:196:LEU:O 2.41 0.53
4:CD:175:SER:OG 4:CD:184:LYS:HB2 2.07 0.53
9:CI:99:LEU:HB3 9:CI:101:PHE:HE1 1.73 0.53
25:DA:7:G:H1 25:DA:2896:C:N4 2.06 0.53
25:DA:797:C:H2’ 25:DA:798:G:04’ 2.08 0.53
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25:DA:1653:G:H3’ 37:DR:2:ARG:HD3 1.89 0.53
25:DA:2156:G:H5” 25:DA:2157:G:0P2 2.08 0.53
32:DI:56:LYS:O 32:DI:60:GLU:N 2.40 0.53
48:D2:1:MET:HB2 48:D2:52:ASP:0OD1 2.09 0.53
1:AA:769:G:H4’ 1:AA:1513:A:H4’ 1.89 0.53
1:AA:1253:G:H1 1:AA:1284:C:H42 1.55 0.53
3:AC:15:THR:HG21 3:AC:181:ASN:HA 1.91 0.53
9:Al:86:VAL:HG13 9:Al:96:LEU:HD12 1.91 0.53
25:BA:910:A:H62 36:BQ:12:GLN:HA 1.73 0.53
25:BA:2635:C:02’ 28:BE:80:GLU:OE1 2.23 0.53
28:BE:47:VAL:HG12 28:BE:49:LEU:HD12 1.89 0.53
1:CA:1013:G:N2 1:CA:1015:A:H3’ 2.23 0.53
2:CB:216:SER:O 2:CB:220:ASP:N 2.42 0.53
10:CJ:35:SER:HB3 10:CJ:73:ASP:HB2 1.90 0.53
13:CM:19:LEU:HD21 13:CM:56:LEU:HD21 1.90 0.53
24:CX:16:C:H3’ 24:CX:17:C:02 2.08 0.53
25:DA:212:G:H2’ 25:DA:213:A:04’ 2.07 0.53
25:DA:903:C:H2’ 25:DA:904:C:C6 2.43 0.53
25:DA:2698:U:H2’ 25:DA:2699:C:C6 2.44 0.53
26:DB:90:A:C5H 26:DB:91:C:HY1’ 2.43 0.53
41:DV:8:GLY:O 41:DV:10:LYS:NZ 2.41 0.53
1:AA:167:G:H2’ 1:AA:168:G:C8 2.43 0.53
25:BA:1322:A:N1 25:BA:1333:C:02’ 2.38 0.53
25:BA:2111:C:N3 25:BA:2145:C:02’ 2.38 0.53
25:BA:2627:G:02’ 25:BA:2781:A:N1 2.30 0.53
31:BH:117:PRO:HG3 31:BH:123:PHE:CD2 2.44 0.53
39:BT:85:LYS:NZ 39:BT:87:ASP:0OD2 2.26 0.53
43:BX:50:LYS:N 43:BX:87:GLN:OE1 2.41 0.53
46:B0:40:GLN:HE21 46:B0:57:PHE:HB3 1.74 0.53
1:CA:337:C:H2 1:CA:338:A:C8 2.44 0.53
1:CA:406:G:H2’ 1:CA:407:G:HS8 1.73 0.53
1:CA:977:A:HO2’ 1:CA:981:U:H3 1.55 0.53
1:CA:1000:U:H3 1:CA:1041:A:H61 1.55 0.53
1:CA:1023:G:H3’ 1:CA:1024:G:HS 1.73 0.53
5:CE:33:VAL:HA 5:CE:43:LEU:HA 1.90 0.53
25:DA:1120:G:H2’ 25:DA:1121:C:04’ 2.09 0.53
25:DA:2312:U:HY’ 30:DG:88:ILE:HD11 1.91 0.53
26:DB:24:G:H5’ 26:DB:25:A:N7 2.24 0.53
27:DD:242:ARG:N 27:DD:242:ARG:HD3 2.23 0.53
42:DW:88:ARG:NH1 42:DW:94:ASP:0OD2 2.38 0.53
44:DY:23:ARG:HG2 44:DY:42:VAL:HG22 1.90 0.53
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Atom-1 Atom-2 distance (A) overlap (A)
1:AA:940:C:OP1 7:AG:29:LYS:NZ 2.41 0.53
24:AX:66:C:H2’ 24:AX:67:C:04’ 2.07 0.53
25:BA:578:A:0P2 60:BA:3879:HOH:O 2.19 0.53
25:BA:2418:A:H2’ 25:BA:2419:U:C6 2.43 0.53
28:BE:2:LYS:NZ 28:BE:95:ILE:O 2.40 0.53
31:BH:102:ALA:HA 31:BH:117:PRO:HD3 1.91 0.53
34:BO:79:PHE:CD1 39:BT:72:VAL:HG22 2.44 0.53
44:BY:7:VAL:HG21 44:BY:72:VAL:HG12 1.89 0.53
54:B&:39:LYS:O 54:B8:43:GLN:HG3 2.09 0.53
1:CA:67:C:H2’ 1:CA:68:G:C8 2.44 0.53
1:CA:1023:G:C4 1:CA:1024:G:C8 2.97 0.53
6:CF:14:LEU:HD22 6:CF:18:GLN:HB2 1.91 0.53
9:CI:99:LEU:HB3 9:CI:101:PHE:CE1 2.44 0.53
11:CK:58:PRO:O 11:CK:62:GLN:N 2.41 0.53
14:CN:48:ALA:HB2 14:CN:53:LEU:HD12 1.90 0.53
25:DA:10:G:H2’ 25:DA:11:G:C8 2.44 0.53
25:DA:197:A:N6 25:DA:2430:A:02’ 2.41 0.53
25:DA:996:A:0P2 40:DU:93:LYS:NZ 2.26 0.53
25:DA:2218:U:N3 47:D1:55:GLY:O 2.42 0.53
29:DF:157:VAL:HB 29:DF:194:MET:HG2 1.90 0.53
30:DG:136:ARG:HD2 30:DG:137:GLU:N 2.23 0.53
1:AA:1027:C:N3 1:AA:1034:G:C6 2.76 0.53
1:AA:1168:A:H2’ 1:AA:1169:A:C8 2.43 0.53
5:AE:95:ALA:HB1 5:AE:96:PRO:HD2 1.90 0.53
6:AF:20:ALA:O 6:AF:24:GLU:N 2.39 0.53
25:BA:189:G:0P2 47:B1:39:LYS:NZ 2.42 0.53
1:CA:975:A:N6 1:CA:1367:C:04’ 2.42 0.53
21:CU:12:LYS:HB3 21:CU:22:ARG:HD2 1.91 0.53
25:DA:806:C:02 25:DA:2444:G:02’ 2.27 0.53
25:DA:2136:C:02’ 25:DA:2137:C:H6 1.91 0.53
25:DA:2302:G:H2’ 25:DA:2303:G:H5’ 1.90 0.53
26:DB:70:C:H2’ 26:DB:71:C:H6 1.73 0.53
26:DB:95:C:H2’ 26:DB:96:U:H6 1.73 0.53
53:D7:12:ARG:HD3 53:D7:46:VAL:HB 1.91 0.53
2:AB:88:ALA:HB2 2:AB:219:VAL:HG13 1.91 0.53
2:AB:119:GLU:OE2 2:AB:153:ARG:NH2 2.38 0.53
3:AC:148:GLY:HA3 3:AC:172:ARG:O 2.09 0.53
25:BA:1713:U:H2’ 25:BA:1714:G:C8 2.42 0.53
40:BU:50:ARG:HG2 40:BU:53:ARG:NH2 2.23 0.53
51:B5:16:ARG:HG3 51:B5:17:ASP:N 2.23 0.53
1:CA:411:A:0OP1 4:CD:30:LYS:NZ 2.26 0.53
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Atom-1 Atom-2 distance (A) overlap (A)
4:CD:199:ASN:HB3 4:CD:202:LEU:HG 1.91 0.53
7:CG:138:LYS:HD3 7:CG:139:GLU:HG3 1.91 0.53
25:DA:220:G:02’ 25:DA:233:A:N3 2.37 0.53
25:DA:495:G:N3 42:DW:61:ASN:ND2 2.56 0.53
25:DA:642:G:H21 25:DA:646:A:H2 1.56 0.53
25:DA:2163:C:0OP1 25:DA:2165:G:N2 2.42 0.53
25:DA:2547:U:02 34:D0O:23:ARG:NH2 2.41 0.53
26:DB:2:C:H2’ 26:DB:3:C:C6 2.44 0.53
28:DE:52:LEU:HD22 28:DE:77:1LE:HD11 1.90 0.53
45:D7:102:LEU:HD11 45:D7:124:.1LE:HB 1.91 0.53
51:D5:41:PRO:O 51:D5:44: THR:0OG1 2.25 0.53
1:AA:599:C:HO2’ 8:AH:130:GLY:H 1.57 0.53
1:AA:826:C:H2’ 1:AA:827:U:C6 2.44 0.53
11:AK:62:GLN:O 11:AK:66:LEU:HG 2.09 0.53
24:AX:4:G:H2’ 24:AX:5:G:C8 2.44 0.53
25:BA:873:G:H1 25:BA:904:C:H42 1.57 0.53
25:BA:2271:G:C5’ 46:B0:20:ARG:HE 2.22 0.53
28:BE:9:VAL:HB 39:BT:3:ARG:HG2 1.91 0.53
32:BI:72:LEU:C 32:BI:74:ASN:H 2.17 0.53
33:BN:34:LEU:HD21 33:BN:120:LEU:HB2 1.91 0.53
36:BQ:109:VAL:HG22 | 36:BQ:113:GLN:OE1 2.09 0.53
45:BZ:151:HIS:O 45:BZ:153:SER:N 2.42 0.53
1:CA:600:C:H5” 8:CH:129:VAL:HA 1.89 0.53
1:CA:1004:A:HY 1:CA:1024:G:H22 1.73 0.53
1:CA:1219:U:02’ 19:CS:34:TRP:O 2.25 0.53
1:CA:1268:A:H2’ 1:CA:1269:A:C8 2.44 0.53
2:CB:208:ILE:O 2:CB:212:GLN:HB2 2.09 0.53
5:CE:34:VAL:N 5:CE:42:GLY:O 2.27 0.53
23:CW:76:PPU:02’ 25:DA:2585:U:04 2.18 0.53
25:DA:963:U:OP1 60:DA:4035:HOH:O 2.19 0.53
25:DA:2103:C:C2’ 25:DA:2104:G:H5’ 2.39 0.53
25:DA:2695:C:H2’ 25:DA:2696:U:C6 2.44 0.53
25:DA:2886:G:H2’ 25:DA:2887:U:H6 1.74 0.53
26:DB:68:C:H2’ 26:DB:69:G:HS8 1.73 0.53
37:DR:29:LEU:HD23 37:DR:70:LEU:HD11 1.89 0.53
52:D6:25:LYS:NZ 52:D6:51:GLU:OE2 2.39 0.53
1:AA:661:G:H1 1:AA:744:C:H42 1.55 0.53
1:AA:714:G:H2’ 1:AA:715:A:C8 2.44 0.53
1:AA:1216:G:H5” 14:AN:5:ALA:HB2 1.90 0.53
25:BA:2102:U:H3 25:BA:2187:G:H1 1.56 0.53
25:BA:2788:C:0OP1 28:BE:61:ARG:NH2 2.42 0.53
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Atom-1 Atom-2 distance (A) overlap (A)
30:BG:41:GLN:HG3 30:BG:60:LEU:HD21 1.91 0.53
36:BQ:82:ARG:CZ 46:B0:4:LYS:HE3 2.39 0.53
45:B7:29:TYR:HA 45:B7:33:LEU:HD12 1.90 0.53
1:CA:589:C:C2’ 1:CA:590:C:HY’ 2.39 0.53
1:CA:985:C:H2’ 1:CA:986:A:HS 1.73 0.53
10:CJ:51:ARG:HD3 14:CN:45:ARG:NH2 2.23 0.53
24:CX:10:G:06 24:CX:25:C:N3 2.42 0.53
25:DA:140:G:N2 25:DA:1596:A:H4’ 2.24 0.53
25:DA:1447:G:02’ 25:DA:1544:A:N3 2.37 0.53
25:DA:2032:G:H1’ 28:DE:145:LYS:HD3 1.91 0.53
25:DA:2116:G:N7 25:DA:2166:G:N2 2.44 0.53
25:DA:2725:A:H1’ 25:DA:2726:U:H2’ 1.90 0.53
1:AA:765:G:N1 1:AA:812:C:02’ 2.40 0.52
6:AF:18:GLN:N 6:AF:18:GLN:CD 2.66 0.52
12:AL:25:PRO:HG2 12:AL:97:ARG:HH21 1.74 0.52
13:AM:88:ARG:HG3 13:AM:98:VAL:HG11 1.91 0.52
25:BA:573:G:02’ 25:BA:574:C:H3 2.09 0.52
25:BA:2648:C:H2’ 25:BA:2649:U:C6 2.44 0.52
28:BE:28:ALA:HB3 28:BE:93:VAL:HG12 1.89 0.52
43:BX:27:-THR:HG23 43:BX:80:ILE:HG13 1.90 0.52
54:B8:40:GLU:HG2 54:B8:44:LYS:HE2 1.90 0.52
13:CM:50:GLU:HG2 13:CM:54:VAL:HG13 1.91 0.52
13:CM:65:LYS:HB2 50:D4:50:VAL:HG21 1.91 0.52
19:CS:28:LYS:HB2 19:CS:29:ARG:CB 2.39 0.52
25:DA:538:G:H2’ 25:DA:539:G:H8 1.73 0.52
25:DA:2203:U:H2’ 25:DA:2205:C:H6 1.73 0.52
25:DA:2378:A:H4’ 38:DS:23:ARG:HD2 1.90 0.52
36:DQ:37:LEU:HD21 36:DQ:130:LYS:HE2 1.91 0.52
41:DV:40:LEU:HB2 41:DV:46:VAL:HG13 1.90 0.52
45:DZ:7:ALA:HB3 45:D7:61:LEU:HD12 1.91 0.52
1:AA:57:G:H? 1:AA:58:C:C6 2.45 0.52
1:AA:619:U:N3 4:AD:134:ASP:OD1 2.37 0.52
1:AA:673:G:H1 1:AA:717:C:H42 1.56 0.52
2:AB:7:VAL:HG11 2:AB:221:LEU:HD22 1.91 0.52
10:AJ:65:LEU:HD13 14:AN:56:VAL:HG22 1.91 0.52
25:BA:861:A:0P2 60:BA:4253:HOH:O 2.19 0.52
25:BA:2074:U:OP1 60:BA:4051:HOH:O 2.18 0.52
34:BO:115:VAL:HG13 | 34:BO:121:VAL:HG21 1.90 0.52
1:CA:626:U:H2’ 1:CA:627:G:H5” 1.92 0.52
16:CP:52:ASP:O 16:CP:54:GLU:N 2.37 0.52
25:DA:1359:A:H2’ 25:DA:1360:A:H5’ 1.91 0.52
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Atom-1 Atom-2 distance (A) overlap (A)
25:DA:1913:A:H4’ 25:DA:1914:C:.CY’ 2.39 0.52
26:DB:101:G:H2’ 26:DB:102:A:04’ 2.09 0.52
1:AA:562:C:HY’ 12:AL:15:ARG:HB3 1.92 0.52
1:AA:922:G:N3 1:AA:1398:A:H2 2.06 0.52
8:AH:84:ARG:NH1 8:AH:136:GLU:OE2 2.42 0.52
9:Al:85:LEU:HB3 9:AI:92:TYR:CD2 2.45 0.52
1:CA:955:U:04 1:CA:1225:A:N1 2.42 0.52
1:CA:1024:G:H2’ 1:CA:1025:U:H5” 1.90 0.52
1:CA:1053:G:N7 1:CA:1200:C:H5” 2.24 0.52
1:CA:1328:C:02’ 13:CM:29:ARG:NH2 2.42 0.52
1:CA:1342:C:H1’ 9:CI:124:GLN:NE2 2.23 0.52
4:CD:3:ARG:HD3 4:CD:118:ARG:HD3 1.91 0.52
25:DA:1186:G:C2 25:DA:1187:G:HT’ 2.44 0.52
25:DA:2376:A:H3’ 25:DA:2377:A:HS 1.74 0.52
25:DA:2784:C:02’ 28:DE:42:ASP:OD1 2.15 0.52
30:DG:122:PRO:HG3 30:DG:180:PHE:HB3 1.91 0.52
2:AB:212:GLN:O 2:AB:216:SER:OG 2.17 0.52
6:AF:33:TYR:CD2 6:AF:75:LEU:HD23 2.44 0.52
8:AH:45:ILE:HG21 8:AH:61:VAL:HG13 1.91 0.52
25:BA:2023:G:H5’ 25:BA:2617:C:H4’ 1.92 0.52
25:BA:2142:C:H2’ 25:BA:2143:C:C6 2.44 0.52
1:CA:76:C:N3 1:CA:93:G:N2 2.47 0.52
1:CA:258:G:H1 1:CA:268:C:H42 1.58 0.52
1:CA:1002:G:C2 1:CA:1003:G:H8 2.27 0.52
1:CA:1004:A:H62 1:CA:1037:C:H3’ 1.75 0.52
3:CC:8:ILE:HG23 3:CC:16:ARG:HG2 1.90 0.52
9:CIL:.47.LEU:HB3 9:CI:50:LEU:HD12 1.91 0.52
13:CM:23:TYR:HE1 13:CM:70:LEU:HD22 1.73 0.52
24:CX:52:G:H2’ 24:CX:53:G:C8 2.42 0.52
25:DA:2172:U:02’ 25:DA:2173:A:05’ 2.26 0.52
25:DA:2261:C:HY’ 25:DA:2388:A:N3 2.23 0.52
25:DA:2345:G:H5’ 25:DA:2347:C:04’ 2.09 0.52
26:DB:92:C:H5” 45:D7:79:ARG:HH22 1.73 0.52
27:DD:264:LYS:O 27:-DD:267:SER:OG 2.27 0.52
30:DG:32:PRO:HB2 30:DG:172:LEU:HD22 1.92 0.52
1:AA:1260:C:05’ 1:AA:1284:C:H4’ 2.10 0.52
5:AE:74:GLY:HA3 5:AE:116:THR:HG22 1.91 0.52
25:BA:330:A:H2 25:BA:1210:A:HO2’ 1.57 0.52
25:BA:1464:C:H2’ 25:BA:1465:G:C8 2.45 0.52
25:BA:2127:G:N2 25:BA:2173:A:H1’ 2.25 0.52
1:CA:187:C:02’ 20:CT:89:ARG:NH2 2.38 0.52
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Atom-1 Atom-2 distance (A) overlap (A)
1:CA:352:C:02’ 1:CA:354:G:OP1 2.26 0.52
1:CA:835:U:H3 1:CA:851:G:H1 1.56 0.52
1:CA:1118:C:N3 1:CA:1156:G:N2 2.57 0.52
1:CA:1387:G:H2’ 1:CA:1388:C:C6 2.45 0.52
5:CE:93:PRO:HG2 8:CH:105:ARG:NE 2.25 0.52
13:CM:23:TYR:CE1 13:CM:70:LEU:HD22 2.43 0.52
24:CX:23:C:H2’ 24:CX:24:U.C6 2.40 0.52
25:DA:2556:C:H2’ 25:DA:2557:G: 04’ 2.09 0.52
35:DP:97:PRO:HD3 35:DP:126:VAL:O 2.10 0.52
45:DZ:45:ASP:O 45:D7Z:49:ARG:HG3 2.10 0.52
50:D4:1:MET:HE2 50:D4:6:HIS:CE1 2.44 0.52
1:AA:269:C:H2’ 1:AA:270:A:C8 2.44 0.52
1:AA:279:A:C5 17:AQ:98:LEU:HD23 2.44 0.52
1:AA:1239:A:02’ 7:AG:114:ARG:O 2.24 0.52
4:AD:178:VAL:C 4:AD:180:GLY:H 2.18 0.52
25:BA:2086:U:H2’ 25:BA:2087:G:C8 2.45 0.52
30:BG:108:ASN:OD1 30:BG:108:ASN:N 2.41 0.52
1:CA:757:U:H2 1:CA:758:G:04’ 2.09 0.52
1:CA:922:G:N3 1:CA:1398:A:H2 2.08 0.52
1:CA:985:C:N4 1:CA:1220:G:H1 2.06 0.52
1:CA:1084:G:HY’ 1:CA:1102:A:0P2 2.10 0.52
1:CA:1226:C:0P2 13:CM:91:ARG:NH2 2.43 0.52
4:CD:31:CYS:O 4:CD:35:ARG:HG3 2.10 0.52
9:CI:23:ASN:ND2 9:CI:25:LYS:H 2.08 0.52
14:CN:47:LEU:HD12 14:CN:53:LEU:HD21 1.92 0.52
16:CP:51:VAL:HG12 16:CP:53:VAL:N 2.22 0.52
24:CX:7:G:02’ 24:CX:49:G:HY’ 2.09 0.52
25:DA:224:G:N7 25:DA:420:C:H4’ 2.24 0.52
25:DA:236:C:H2’ 25:DA:237:C:C6 2.45 0.52
25:DA:514:A:N3 25:DA:581:C:02’ 2.40 0.52
25:DA:857:C:0P2 46:D0:77:ARG:NH2 2.41 0.52
25:DA:1496:A:N3 25:DA:1577:C:02’ 2.41 0.52
28:DE:72:VAL:HG13 28:DE:73:GLU:C 2.34 0.52
29:DF:110:LEU:HD21 29:DF:181:LEU:HG 1.92 0.52
31:DH:103:LEU:HD13 | 31:DH:125:VAL:HG21 1.92 0.52
35:DP:1:MET:HG2 35:DP:5:ASP:HB2 1.91 0.52
1:AA:630:G:H2’ 1:AA:631:G:C8 2.43 0.52
2:AB:118:LEU:HD21 2:AB:138:LEU:HD22 1.92 0.52
4:AD:3:ARG:HD3 4:AD:118:ARG:HD2 1.92 0.52
5:AE:145:LYS:0O 5:AE:149:GLU:HG2 2.09 0.52
9:AI:99:LEU:HB3 9:AI:101:PHE:CE1 2.45 0.52
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Atom-1 Atom-2 distance (A) overlap (A)
24:AX:49:G:H1 24:AX:65:C:N4 2.04 0.52
25:BA:882:G:H1 25:BA:894:C:H42 1.55 0.52
25:BA:952:G:OP1 36:BQ:16:ARG:NH2 2.43 0.52
25:BA:2492:U:H2’ 25:BA:2493:U:H6 1.74 0.52
26:BB:12:C:02’ 46:B0:74:ARG:HG2 2.09 0.52
32:BI:60:GLU:HG3 32:BI:61:ARG:HH12 1.75 0.52
35:BP:97:PRO:HD3 35:BP:126:VAL:O 2.10 0.52
46:B0:46:LYS:NZ 46:B0:75:LEU:O 2.42 0.52
1:CA:593:G:H1 1:CA:646:U:H3 1.58 0.52
1:CA:1063:C:0P2 1:CA:1064:G:02’ 2.25 0.52
2:CB:207:ALA:O 2:CB:210:SER:HB3 2.09 0.52
4:CD:63:LYS:O 4:CD:67:ILE:HG13 2.10 0.52
25:DA:574:C:N3 28:DE:145:LYS:NZ 2.52 0.52
25:DA:1639:U:OP1 60:DA:4253:HOH:O 2.19 0.52
25:DA:2518:A:0P2 60:DA:4239:HOH:O 2.19 0.52
27:DD:148:GLU:HB2 27:DD:151:LYS:HD2 1.92 0.52
28:DE:67:PHE:HB3 28:DE:72:VAL:HG12 1.91 0.52
29:DF:130:ALA:H 29:DF:142: TRP:HD1 1.57 0.52
39:DT:53:ARG:HB3 39:DT:53:ARG:HH11 1.75 0.52
1:AA:737:A:H5” 6:AF:92:LYS:HG3 1.91 0.52
1:AA:1346:A:02’ 7:AG:10:ARG:NH2 2.43 0.52
50:B4:44:THR:0G1 50:B4:47:GLN:OE1 2.28 0.52
1:CA:946:A:02’ 1:CA:1333:A:N3 2.31 0.52
1:CA:1218:C:H2’ 1:CA:1219:U:C6 2.44 0.52
1:CA:1329:A:H5’ 13:CM:29:ARG:HG3 1.91 0.52
25:DA:1264:G:H2’ 25:DA:2014:A:N6 2.24 0.52
25:DA:2142:C:H2’ 25:DA:2143:C:04’ 2.09 0.52
26:DB:37:C:N3 26:DB:48:A:02’ 2.42 0.52
34:DO:76:ALA:HB3 39:DT:75:ILE:HB 1.92 0.52
1:AA:158:G:H21 1:AA:162:A:N6 2.08 0.52
1:AA:1016:A:H2’ 1:AA:1017:G:04’ 2.10 0.52
4:AD:188:LEU:H 4:AD:188:LEU:CD2 2.23 0.52
25:BA:1309:G:P 53:B7:9:ARG:HD3 2.50 0.52
25:BA:1935:G:H1’ 25:BA:1964:G:N2 2.25 0.52
27:BD:132:PRO:HD3 27:BD:190:TYR:CZ 2.45 0.52
29:BF:155:LEU:HB2 29:BF:189: THR:HG21 1.92 0.52
1:CA:409:G:H1 1:CA:433:C:H42 1.58 0.52
1:CA:972:C:0OP2 10:CJ:57:LYS:HE2 2.10 0.52
1:CA:975:A:N6 10:CJ:60:ARG:HH12 2.08 0.52
19:CS:27:GLU:HG2 19:CS:47:HIS:CE1 2.44 0.52
21:CU:3:LYS:HD3 21:CU:14:TRP:CD1 2.45 0.52
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Atom-1 Atom-2 distance (A) overlap (A)
25:DA:479:A:H4’ 25:DA:480:A:0P1 2.09 0.52
25:DA:1742:G:H2’ 25:DA:1743:C:C6 2.45 0.52
25:DA:2166:G:H2’ 25:DA:2167:U:C2 2.44 0.52
25:DA:2400:G:03’ 52:D6:18:ARG:NH1 2.43 0.52
25:DA:2752:C:H3’ 25:DA:2753:A:HS8 1.75 0.52
30:DG:167:GLU:OE1 30:DG:167:GLU:N 2.39 0.52
36:DQ:36:ALA:HB2 36:DQ:103:MET:SD 2.50 0.52
38:DS:44:1L.YS:HZ2 38:DS:44:LYS:H 1.58 0.52
39:DT:77:PRO:HB2 39:DT:80:SER:HB2 1.90 0.52
1:AA:693:G:H2’ 1:AA:694:A:C8 2.45 0.52
1:AA:1445:C:H42 1:AA:1457:G:H1 1.56 0.52
3:AC:36:ASP:OD1 3:AC:59:ARG:NH2 2.34 0.52
17:AQ:59:ILE:HG22 17:AQ:73:VAL:HA 1.91 0.52
25:BA:1250:G:N7 35:BP:18:ARG:NH2 2.58 0.52
25:BA:2198:A:H4’ 25:BA:2199:A:0P1 2.10 0.52
26:BB:1:U:02’ 26:BB:2:C:OP1 2.27 0.52
1:CA:998:G:H1 1:CA:1043:C:H42 1.58 0.52
3:CC:66:VAL:HG21 3:CC:91:LEU:HD21 1.92 0.52
13:CM:10:PRO:HG2 13:CM:21:TYR:CD2 2.44 0.52
25:DA:817:C:H2’ 25:DA:818:G:04’ 2.10 0.52
25:DA:1753:G:OP1 39:DT:95:ARG:HD3 2.09 0.52
1:AA:631:G:H2’ 1:AA:632:A:C8 2.45 0.51
1:AA:730:G:H5” 1:AA:731:G:OP2 2.09 0.51
1:AA:1457:G:H2’ 1:AA:1458:G:C8 2.45 0.51
1:AA:1503:A:H1’ 22:AV:13:A:H61 1.75 0.51
25:BA:242:G:C8 54:B8:5:LYS:HG2 2.44 0.51
25:BA:689:A:N3 25:BA:779:U:02’ 2.39 0.51
25:BA:796:C:H2’ 25:BA:797:C:C6 2.45 0.51
25:BA:942:G:0P2 35:BP:39:LYS:NZ 2.31 0.51
25:BA:2123:G:H1 25:BA:2175:C:N4 2.07 0.51
25:BA:2569:G:06 60:BA:4451:HOH:O 2.19 0.51
25:BA:2830:G:OP1 28:BE:76:ARG:NH2 2.43 0.51
43:BX:49:VAL:HG11 43:BX:89:ILE:HG12 1.92 0.51
1:CA:838:G:H1 1:CA:848:C:N4 2.08 0.51
1:CA:959:A:02’ 1:CA:984:C:02’ 2.20 0.51
1:CA:1316:G:H4’ 14:CN:18:VAL:HG13 1.92 0.51
1:CA:1346:A:N1 1:CA:1374:A:H5” 2.26 0.51
25:DA:18:C:H2’ 25:DA:19:C:C6 2.46 0.51
25:DA:455:C:N3 25:DA:472:A:H2 2.25 0.51
25:DA:658:C:H2’ 25:DA:659:C:C6 2.44 0.51
25:DA:1024:G:C8 25:DA:1025:G:H2’ 2.45 0.51
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Atom-1 Atom-2 distance (A) overlap (A)
25:DA:1248:G:C5H 40:DU:3:ARG:HB2 2.45 0.51
25:DA:1796:U:H2’ 25:DA:1797:C:C6 2.45 0.51
29:DF:150:GLY:HA2 29:DF:172: TRP:CD2 2.45 0.51
31:DH:159:GLU:HG2 | 31:DH:169:VAL:HG11 1.92 0.51
39:DT:59: THR:HG23 39:DT:78:LEU:HB3 1.92 0.51
1:AA:193:C:H2’ 1:AA:194:C:C6 2.45 0.51
1:AA:689:C:OP1 11:AK:27:ASN:ND2 2.38 0.51
24:AX:6:G:H1 24:AX:67:C:H42 1.58 0.51
25:BA:1688:U:02 25:BA:1700:A:H5’ 2.10 0.51
25:BA:1993:U:H4’ 28:BE:128:SER:HB3 1.92 0.51
25:BA:2567:G:H2’ 25:BA:2568:C:C6 2.45 0.51
25:BA:2735:G:H2’ 25:BA:2736:G:C8 2.45 0.51
28:BE:143:ASN:HD22 28:BE:147:PRO:HD2 1.75 0.51
41:BV:76:LYS:HB2 41:BV:81:TYR:HB3 1.90 0.51
50:B4:48:ARG:NH1 50:B4:48:ARG:HA 2.24 0.51
1:CA:344:A:H4’ 1:CA:345:C:0OP2 2.10 0.51
1:CA:540:G:H2’ 1:CA:541:G:C8 2.45 0.51
3:CC:50:ALA:HB1 3:CC:72:LYS:O 2.10 0.51
14:CN:12:ARG:HG2 14:CN:13:THR:N 2.26 0.51
25:DA:686:G:OP1 53:D7:11:LYS:NZ 2.43 0.51
25:DA:2206:G:H5” 25:DA:2207:G:N7 2.25 0.51
27:DD:164:GLN:NE2 27:DD:166:GLN:OE1 2.41 0.51
1:AA:324:G:OP1 20:AT:22:ARG:NE 2.38 0.51
1:AA:1130:A:HY’ 9:AL:18:PHE:CE2 2.46 0.51
2:AB:142:LEU:O 2:AB:146:GLN:N 2.31 0.51
8:AH:112:LEU:HB3 8:AH:133:LEU:HA 1.91 0.51
12:AL:53:ARG:HG2 12:AL:69:TYR:CE1 2.45 0.51
13:AM:6:GLY:O 30:BG:115:ARG:NH2 2.42 0.51
20:AT:47:GLY:HA2 20:AT:48:LYS:HB2 1.91 0.51
25:BA:29:U:H2’ 25:BA:30:G:C8 2.46 0.51
25:BA:139:G:N3 43:BX:41:ASN:ND2 2.53 0.51
25:BA:251:A:C5 25:BA:252:G:H1’ 2.45 0.51
25:BA:1266:G:05’ 42:BW:15:ARG:NH2 2.43 0.51
25:BA:2161:C:02’ 25:BA:2173:A:H4’ 2.09 0.51
25:BA:2272:U:H5” 25:BA:2273:A:0P1 2.10 0.51
29:BF:31:HIS:NE2 29:BF:35:GLU:OE2 2.43 0.51
32:BI:91:SER:HB3 32:BI:119:PRO:HB2 1.93 0.51
1:CA:336:C:H2’ 1:CA:337:C:C6 2.46 0.51
1:CA:601:C:H2’ 1:CA:602:A:HS 1.76 0.51
1:CA:1010:G:H2’ 1:CA:1011:G:HS 1.74 0.51
2:CB:211:ILE:O 2:CB:215:LEU:HB2 2.08 0.51
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
9:CI:17:VAL:HG11 9:CI:80:GLY:C 2.35 0.51
12:CL:53:ARG:NH1 12:CL:92:ASP:0D2 2.37 0.51
25:DA:262:A:H2’ 25:DA:263:C:04’ 2.10 0.51
25:DA:370:G:OP1 25:DA:403:U:N3 2.26 0.51
25:DA:839:U:H2’ 25:DA:840:C:C6 2.46 0.51
25:DA:1226:A:H5” 40:DU:16:LYS:NZ 2.24 0.51
25:DA:1710:C:H2’ 25:DA:1711:C:C6 2.45 0.51
25:DA:2430:A:N3 25:DA:2430:A:H2’ 2.25 0.51
25:DA:2722:G:H2’ 25:DA:2723:C:C6 2.45 0.51
30:DG:23:PHE:HB2 30:DG:25:TYR:CZ 2.45 0.51
43:DX:11:PRO:HG3 48:D2:37:PHE:CD2 2.46 0.51
1:AA:1030(C):G:H2’ 1:AA:1030(D):A:HS8 1.75 0.51
2:AB:121:LEU:HD13 2:AB:126:GLU:HG2 1.92 0.51
11:AK:98:LEU:O 11:AK:101:SER:OG 2.23 0.51
25:BA:880:G:H2’ 25:BA:881:G:HS8 1.75 0.51
25:BA:958:U:0P2 36:BQ:14:ARG:NH1 2.44 0.51
25:BA:1359:A:H2’ 25:BA:1360:A:H5’ 1.92 0.51
44:BY:11:ASP:OD1 44:BY:97:ARG:NH2 2.41 0.51
46:B0:40: GLN:HE22 46:B0:43: THR:HA 1.75 0.51
1:CA:1122:U:04 1:CA:1123:A:N6 2.43 0.51
10:CJ:38:ILE:HG12 10:CJ:71:LEU:O 2.11 0.51
12:CL:102:ARG:HB3 12:CL:108:ALA:O 2.10 0.51
21:CU:5:ASP:O 21:CU:11:GLY:HA3 2.10 0.51
25:DA:651:G:H4’ 54:D8:18:ALA:HB3 1.92 0.51
25:DA:2742:C:0OP1 55:D9:35:ARG:HD3 2.10 0.51
29:DF:20:LEU:HD22 29:DF:21:ALA:H 1.76 0.51
1:AA:166:G:H2’ 1:AA:167:G:C8 2.45 0.51
1:AA:342:C:H2’ 1:AA:343:U:H5” 1.93 0.51
1:AA:1427:U:H2 1:AA:1428:A:C8 2.45 0.51
1:AA:1525:G:0P2 11:AK:120:ARG:NH2 2.43 0.51
4:AD:166:LYS:HB2 4:AD:168:ARG:NH1 2.25 0.51
7:AG:113:GLU:HG2 7:AG:119:ARG:HG2 1.91 0.51
17:AQ:52:LYS:HG2 17:AQ:53:LEU:N 2.25 0.51
25:BA:1210:A:H5” 25:BA:1212:G:04’ 2.10 0.51
25:BA:1338:G:02’ 25:BA:1393:A:N1 2.37 0.51
25:BA:1527:G:H5” 25:BA:1528:A:0P1 2.10 0.51
25:BA:1833:U:02’ 25:BA:1969:A:N1 2.36 0.51
25:BA:2134:A:0P2 25:BA:2157:G:N2 2.43 0.51
33:BN:42: TRP:CD1 33:BN:48:MET:HE1 2.46 0.51
44:BY:87:LYS:HD2 44:BY:95:LYS:HD3 1.92 0.51
1:CA:460:G:N2 1:CA:471:G:0P2 2.37 0.51
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Atom-1 Atom-2 distance (A) overlap (A)
1:CA:976:G:0OP2 1:CA:1358:U:02’ 2.23 0.51
1:CA:986:A:H1’ 19:CS:54:GLY:O 2.11 0.51
1:CA:1118:C:H1’ 1:CA:1179:A:C5H 2.46 0.51
1:CA:1249:C:H5’ 9:CI:70:LYS:HE2 1.92 0.51
4:CD:150:GLU:HA 4:CD:153:ARG:HG3 1.93 0.51
19:CS:40:ILE:HB 19:CS:67:VAL:O 2.11 0.51
25:DA:2113:U:H3 25:DA:2170:A:H61 1.58 0.51
25:DA:2151:G:H2’ 25:DA:2152:G:H8 1.76 0.51
25:DA:2347:C:H2’ 25:DA:2348:U:C6 2.46 0.51
1:AA:1149:C:02’ 1:AA:1280:A:N1 2.43 0.51
14:AN:29:ARG:HH21 14:AN:31:ARG:HB2 1.75 0.51
23:AW:76:PPU:HM2 25:BA:2452:C:N3 2.26 0.51
25:BA:350:U:H2’ 25:BA:351:G:04’ 2.10 0.51
1:CA:542:G:P 4:CD:10:ARG:HH12 2.33 0.51
2:CB:19:HIS:CD2 2:CB:20:GLU:H 2.29 0.51
13:CM:92:HIS:CE1 13:CM:98:VAL:HG21 2.46 0.51
23:CW:76:PPU:N 24:CX:76:31H:02’ 2.44 0.51
25:DA:172:C:H2’ 25:DA:173:G:C8 2.46 0.51
25:DA:323:G:H5’ 29:DF:169:ASN:HD21 1.76 0.51
25:DA:370:G:N7 60:DA:4068:HOH:O 2.34 0.51
25:DA:442:G:N2 29:DF:48: THR:HB 2.26 0.51
25:DA:601:C:02 25:DA:605:C:H4’ 2.11 0.51
25:DA:1364:G:0OP2 47:D1:3:LYS:HG3 2.10 0.51
25:DA:1593:G:H2’ 25:DA:1594:G:HS8 1.76 0.51
25:DA:1791:A:H3’ 25:DA:1792:G:C8 2.46 0.51
26:DB:80:U:H2’ 26:DB:81:G:C8 2.45 0.51
30:DG:165:THR:HB 30:DG:167:GLU:OE1 2.10 0.51
1:AA:240:C:H2’ 1:AA:241:C:C6 2.45 0.51
1:AA:1118:C:HYT’ 1:AA:1179:A:C5H 2.46 0.51
3:AC:22: TRP:CH2 3:AC:32:LEU:HB3 2.46 0.51
6:AF:14:.LEU:HD22 6:AF:18:GLN:HE21 1.76 0.51
12:AL:84:LEU:HB2 12:AL:105:TYR:CE2 2.46 0.51
25:BA:453:C:02 25:BA:457:A:02’ 2.29 0.51
25:BA:1518:U:H2’ 25:BA:1519:G:04’ 2.10 0.51
25:BA:2336:A:H61 46:B0:43: THR:CG2 2.23 0.51
25:BA:2387:U:OP1 46:B0:55:ARG:NH2 2.43 0.51
25:BA:2687:U:H2’ 25:BA:2688:U:04’ 2.09 0.51
32:BI:92:VAL:HG11 32:BI:144:VAL:HG11 1.93 0.51
38:BS:39:ILE:HB 38:BS:49:VAL:HG12 1.93 0.51
55:B9:16:VAL:HG22 55:B9:25:VAL:HG22 1.92 0.51
1:CA:505:G:H2’ 1:CA:506:G:C8 2.45 0.51
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Atom-1 Atom-2 distance (A) overlap (A)
1:CA:1307:U:0OP1 13:CM:101:GLN:NE2 2.43 0.51
8:CH:4:ASP:0O 8:CH:8:ASP:HB3 2.11 0.51
25:DA:859:G:N2 25:DA:917:A:OP2 2.39 0.51
26:DB:27:C:C4 26:DB:28:C:C4 2.99 0.51
28:DE:36:ARG:HG2 28:DE:47:VAL:HG12 1.92 0.51
28:DE:54:GLN:HE22 28:DE:58:ARG:HG2 1.75 0.51
1:AA:1003:G:N2 1:AA:1038:C:N3 2.59 0.51
1:AA:1302:U:OP1 13:AM:13:LYS:HE3 2.11 0.51
1:AA:1531:A:H2 1:AA:1532:U:C4 2.46 0.51
3:AC:172:ARG:HB3 3:AC:174:PRO:HD3 1.92 0.51
S:AH:86:ILE:HG21 8:AH:133:LEU:HD13 1.91 0.51
14:AN:24:CYS:HB2 14:AN:40:CYS:HB3 1.92 0.51
19:AS:9:VAL:HG21 50:B4:61:ARG:HH12 1.74 0.51
25:BA:1021:A:02’ 25:BA:1123:C:0OP1 2.22 0.51
25:BA:1881:C:H2’ 25:BA:1882:C:C6 2.46 0.51
25:BA:2139:C:C2 25:BA:2152:G:N2 2.79 0.51
32:BI:68:LEU:HD22 32:BI:72:LEU:HG 1.92 0.51
40:BU:17:ILE:HG13 40:BU:32:PHE:HE1 1.76 0.51
1:CA:959:A:HO2’ 1:CA:984:C:HO2’ 1.52 0.51
2:CB:71:VAL:HB 2:CB:164:VAL:HA 1.92 0.51
14:CN:37:PHE:HE2 14:CN:53:LEU:HD13 1.74 0.51
25:DA:1379:A:H4’ 25:DA:1380:G:0OP2 2.11 0.51
25:DA:2296:U:0OP2 38:DS:9:ARG:NH2 2.43 0.51
30:DG:64: THR:HG21 30:DG:92:VAL:HG11 1.91 0.51
31:DH:122: THR:O 31:DH:134:SER:OG 2.29 0.51
44:DY:44:1ILE:HD13 44:DY:64:GLU:HG3 1.93 0.51
1:AA:1179:A:H4’ 9:AI:103:THR:HA 1.92 0.51
7:AG:138:LYS:NZ 7:AG:142:GLU:OE2 2.43 0.51
15:A0:82:ILE:O 15:A0:86:GLY:N 2.44 0.51
19:AS:19:VAL:HG11 19:AS:44:-MET:HA 1.92 0.51
25:BA:957:A:HY 36:BQ:76:LYS:HG3 1.92 0.51
25:BA:1045:A:0P1 25:BA:1045:A:H4’ 2.11 0.51
26:BB:7:G:H1 26:BB:114:C:N4 2.08 0.51
26:BB:66:A:H61 26:BB:108:U:H2’ 1.76 0.51
30:BG:47:LYS:HG3 30:BG:48:GLU:H 1.76 0.51
53:B7:34:ARG:NH1 53:B7:41:ARG:O 2.44 0.51
1:CA:505:G:H2’ 1:CA:506:G:HS 1.75 0.51
1:CA:522:C:H?’ 1:CA:523:A:04’ 2.11 0.51
1:CA:994:A:C5H 1:CA:1216:G:H4’ 2.46 0.51
2:CB:177:ALA:HB1 2:CB:182:ILE:HB 1.92 0.51
2:CB:220:ASP:O 2:CB:223:ILE:HG13 2.11 0.51
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Atom-1 Atom-2 distance (A) overlap (A)
3:CC:73:PRO:O 3:CC:TT:ILE:HG12 2.11 0.51
16:CP:17:TYR:HE1 16:CP:41:PRO:HG3 1.76 0.51
25:DA:30:G:H2’ 25:DA:31:C:C6 2.45 0.51
25:DA:172:C:H2’ 25:DA:173:G:HS 1.74 0.51
25:DA:2172:U:H1’ 25:DA:2173:A:0P1 2.11 0.51
28:DE:111:ARG:HG3 28:DE:160: TYR:CD2 2.46 0.51
35:DP:138:LEU:HD23 | 35:DP:145:PRO:HG3 1.93 0.51
1:AA:692:U:02’ 1:AA:694:A:N7 2.34 0.51
1:AA:1047:G:H5” 14:AN:4:LYS:HD?2 1.93 0.51
3:AC:58:GLU:HB3 10:AJ:92: THR:HG21 1.93 0.51
9:AIL:9:ARG:HG2 9:Al:14:VAL:HG12 1.93 0.51
15:A0:62:GLN:HA 15:A0:65:ARG:NH1 2.25 0.51
25:BA:536:A:H5’ 40:BU:53:ARG:HD3 1.92 0.51
25:BA:1226:A:0P1 41:BV:84:LYS:HE2 2.10 0.51
25:BA:2600:A:N6 60:BA:4071:HOH:O 2.37 0.51
38:BS:3:ARG:HE 38:BS:4:LEU:H 1.59 0.51
43:BX:65:ARG:NH1 43:BX:70:LEU:HD21 2.26 0.51
1:CA:1097:C:H2’ 1:CA:1098:C:H6 1.74 0.51
1:CA:1198:G:H2’ 1:CA:1199:U:C6 2.46 0.51
8:CH:51:VAL:HG21 8:CH:60:ARG:HB2 1.93 0.51
25:DA:780:G:02’ 25:DA:783:A:N6 2.44 0.51
25:DA:797:C:OP1 29:DF:60:SER:OG 2.18 0.51
25:DA:1021:A:H62 25:DA:1141:U:H3 1.58 0.51
25:DA:1239:G:H2’ 25:DA:1240:U:04’ 2.09 0.51
25:DA:2591:C:0OP1 27:DD:239:ARG:HD2 2.11 0.51
46:D0:53:MET:HG3 46:D0:59:LEU:HD23 1.92 0.51
52:D6:25:LYS:HE2 52:D6:30:THR:O 2.11 0.51
2:AB:12:GLU:HA 2:AB:213:LEU:HD11 1.93 0.50
24:AX:23:C:H2’ 24:AX:24:U:H6 1.75 0.50
25:BA:877:U:H3 25:BA:899:A:H2 1.59 0.50
25:BA:2000:G:OP1 37:BR:5:LYS:NZ 2.44 0.50
25:BA:2100:G:H1 25:BA:2189:U:H3 1.58 0.50
25:BA:2439:A:H5’ 25:BA:2439:A:H8 1.76 0.50
15:CO:5:LYS:H 15:CO:5:LYS:HD3 1.76 0.50
24:CX:52:G:H1 24:CX:62:C:N4 2.08 0.50
24:CX:55:PSU:N3 24:CX:58:A:0P2 2.31 0.50
25:DA:362:U:02’ 25:DA:363:G:HY’ 2.11 0.50
25:DA:1819:A:H2 27:DD:274:ARG:HD3 1.77 0.50
25:DA:2180:U:H2’ 25:DA:2181:G:04’ 2.11 0.50
25:DA:2483:C:N3 36:DQ:124:LYS:NZ 2.53 0.50
30:DG:80:PHE:C 30:DG:82:LEU:H 2.18 0.50

Continued on next page...




Page 128

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
31:DH:104:GLU:HA 31:DH:113:VAL:O 2.11 0.50
45:D7:22:GLY:O 45:D7:23:LYS:HE3 2.10 0.50
1:AA:376:G:H1 1:AA:387:U:H3 1.59 0.50
1:AA:982:U:H4’ 1:AA:983:A:05 2.11 0.50
1:AA:1038:C:H2’ 1:AA:1039:C:C6 2.47 0.50
1:AA:1278:U:H5’ 1:AA:1279:A:C5’ 2.40 0.50
1:AA:1513:A:H2’ 1:AA:1514:C:C6 2.46 0.50
6:AF:2:ARG:HB2 6:AF:4:TYR:CZ 2.45 0.50
11:AK:32:ILE:O 11:AK:40:ILE:N 2.30 0.50
25:BA:411:G:ChH 35:BP:72:PRO:HB3 2.47 0.50
25:BA:592:G:HO2’ 54:B8&:64:TYR:HH 1.59 0.50
25:BA:2022:U:02’ 25:BA:2617:C:HY’ 2.11 0.50
25:BA:2107:C:N4 25:BA:2182:G:H1 2.04 0.50
50:B4:41:PRO:HG3 50:B4:49:PHE:CE1 2.46 0.50
1:CA:901:A:H5” 1:CA:902:G:0P2 2.10 0.50
1:CA:1186:G:H4’ 9:CI:110:GLU:CD 2.36 0.50
25:DA:724:U:H2’ 25:DA:725:G:04’ 2.10 0.50
25:DA:2687:U:H2’ 25:DA:2688:U:04’ 2.11 0.50
30:DG:101:ILE:HD13 50:D4:25:TYR:HB2 1.92 0.50
33:DN:30:ILE:O 33:DN:34:LEU:HD22 2.11 0.50
41:DV:57:-VAL:HG12 41:DV:99:ILE:HG23 1.93 0.50
43:DX:5:TYR:CE1 48:D2:30:ARG:HB2 2.46 0.50
1:AA:444.C:H2’ 1:AA:445:G:C8 2.46 0.50
1:AA:573:A:N3 1:AA:883:C:02’ 2.44 0.50
1:AA:900:A:H2’ 1:AA:901:A:C8 2.46 0.50
1:AA:1064:G:H4’ 1:AA:1065:U:OP1 2.11 0.50
4:AD:155:LEU:HD22 4:AD:157:LEU:H 1.74 0.50
25:BA:7:G:H2’ 25:BA:8:A:04’ 2.10 0.50
25:BA:1143:A:0P1 33:BN:25:ARG:NH2 2.44 0.50
27:BD:132:PRO:HG2 27:BD:135:PHE:HD2 1.76 0.50
28:BE:101:ARG:CZ 28:BE:171:GLU:HB2 2.42 0.50
1:CA:1016:A:H2’ 1:CA:1017:G:04’ 2.10 0.50
1:CA:1034:G:H5” 1:CA:1035:A:0P2 2.11 0.50
1:CA:1517:G:HT’ 25:DA:1919:A:03’ 2.10 0.50
11:CK:62:GLN:HG3 11:CK:97:ALA:HB2 1.94 0.50
25:DA:1450(A):C:N4 25:DA:1451:C:H41 2.09 0.50
25:DA:2747:G:H1 25:DA:2754:U:H2’ 1.76 0.50
30:DG:106:LEU:O 30:DG:111:LEU:HD22 2.10 0.50
32:DI:14:ASP:N 32:DI:17:GLN:OE1 2.41 0.50
37:DR:36: THR:HG22 37:DR:37:THR:H 1.76 0.50
37:DR:83:ILE:O 37:DR:86:ARG:HG2 2.10 0.50
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Atom-1 Atom-2 distance (A) overlap (A)
45:D7:105:VAL:O 45:D7:141:VAL:HG22 2.12 0.50
54:D8:6: THR:HG23 54:D8&:64:TYR:HD2 1.77 0.50
1:AA:1179:A:03’ 9:AI:103: THR:HB 2.12 0.50
2:AB:78:GLN:NE2 2:AB:94:ASN:O 2.44 0.50
3:AC:157:ILE:HD12 3:AC:164:ARG:HB3 1.91 0.50
4:AD:107:ARG:NH2 4:AD:194:LEU:HD21 2.26 0.50
6:AF:50:TYR:OH 18:AR:74:ARG:O 2.26 0.50
10:AJ:44:VAL:HG22 10:AJ:66:ARG:HE 1.75 0.50
12:AL:8:ASN:O 12:AL:12:ARG:HG3 2.12 0.50
16:AP:48: TRP:HH?2 16:AP:76:GLN:HE22 1.57 0.50
25:BA:2553:G:H1’ 25:BA:2582:G:H21 1.77 0.50
27:BD:175:LEU:HD12 | 27:BD:185:VAL:HG21 1.93 0.50
1:CA:448:A:P 1:CA:485:G:H22 2.34 0.50
1:CA:693:G:H2’ 1:CA:694:A:HS 1.75 0.50
1:CA:768:A:H4’ 1:CA:1523:G:N2 2.26 0.50
1:CA:1010:G:H22 1:CA:1020:U:HYT’ 1.76 0.50
2:CB:71:VAL:HA 2:CB:93:VAL:HG23 1.93 0.50
4:CD:208:SER:OG 5:CE:101:ILE:HD12 2.11 0.50
11:CK:34:ASP:HB3 11:CK:40:1ILE:HD11 1.93 0.50
25:DA:83:G:HO2’ 25:DA:84:A:H8 1.59 0.50
25:DA:450:G:OP1 25:DA:1248:G:N2 2.43 0.50
25:DA:1784:A:N7 60:DA:4017:HOH:O 2.35 0.50
25:DA:2286:A:P 52:D6:29:ASN:HD22 2.34 0.50
25:DA:2370:G:C6 25:DA:2371:G:C6 3.00 0.50
26:DB:20:C:C2’ 26:DB:21:G:HY’ 2.42 0.50
1:AA:1089:G:H1 1:AA:1096:C:H42 1.60 0.50
2:AB:143:GLU:HA 2:AB:146:GLN:HB3 1.93 0.50
16:AP:38:TYR:OH 16:AP:47:ASP:0D2 2.20 0.50
25:BA:228:A:H8 25:BA:229:A:H5’ 1.76 0.50
25:BA:1426:G:02’ 25:BA:1572:A:N6 2.45 0.50
25:BA:2712:U:0OP1 25:BA:2714:G:H4’ 2.11 0.50
1:CA:343:U:H2’ 1:CA:345:C:C5 2.46 0.50
24:CX:67:C:C2’ 24:CX:68:C:H5’ 2.41 0.50
25:DA:536:A:H2’ 25:DA:537:C:C6 2.47 0.50
25:DA:2119:A:C2 25:DA:2171:A:H5’ 2.42 0.50
26:DB:33:G:C6 26:DB:34:U:N3 2.80 0.50
26:DB:40:U:02’ 26:DB:42:C:H5’ 2.11 0.50
31:DH:118:PRO:HD2 31:DH:121:ILE:HG21 1.94 0.50
39:DT:26:ASP:O 39:DT:49:VAL:HG12 2.11 0.50
1:AA:601:C:H2’ 1:AA:602:A:C8 2.46 0.50
1:AA:1264:C:H42 1:AA:1271:G:H1 1.59 0.50
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
2:AB:16:HIS:CD2 2:AB:17:PHE:H 2.29 0.50
9:AIL:4:TYR:CD1 9:AI:88:TYR:HA 2.47 0.50
10:AJ:17:ASP:OD1 10:AJ:70:ARG:NH1 2.45 0.50
25:BA:855:G:02’ 46:B0:27:GLU:OE2 2.25 0.50
25:BA:2670:A:H2’ 25:BA:2671:A:04’ 2.11 0.50
1:CA:1015:A:HT’ 1:CA:1219:U:H5’ 1.94 0.50
1:CA:1065:U:H6 1:CA:1190:G:H21 1.57 0.50
1:CA:1224:G:N1 1:CA:1322:C:04’ 2.45 0.50
24:CX:59:A:C2’ 24:CX:60:U:HY’ 2.40 0.50
25:DA:859:G:02’ 25:DA:916:G:06 2.27 0.50
25:DA:1011:G:0OP2 40:DU:66:ASN:ND2 2.42 0.50
25:DA:2815:C:C5’ 51:D5:29:THR:HG21 2.41 0.50
26:DB:5:C:H42 26:DB:116:G:H1 1.59 0.50
31:DH:3:ARG:HB3 31:DH:3:ARG:NH1 2.24 0.50
38:DS:15:ARG:HD3 38:DS:25:ARG:HH21 1.76 0.50
1:AA:261:U:.02’ 1:AA:263:A:N7 2.42 0.50
1:AA:1218:C:H?’ 1:AA:1219:U:C6 2.47 0.50
25:BA:2206:G:H5’ 25:BA:2207:G:N7 2.27 0.50
26:BB:31:C:H4’ 30:BG:29: TRP:CH2 2.47 0.50
27:BD:142:VAL:HG22 27:BD:193:VAL:HA 1.94 0.50
30:BG:67:LYS:HE2 50:B4:5:ILE:HD12 1.94 0.50
2:CB:78:GLN:NE2 2:CB:95:GLN:HE22 2.09 0.50
2:CB:144:ARG:HB3 2:CB:144:ARG:HH11 1.76 0.50
4:CD:85:LYS:HG3 4:CD:86:LYS:H 1.75 0.50
15:C0O:82:ILE:O 15:C0O:86:GLY:N 2.45 0.50
25:DA:272(E):G:C2 25:DA:364:C:C2 3.00 0.50
25:DA:459:U:H2’ 25:DA:460:A:HS8 1.77 0.50
25:DA:1289:C:H2’ 25:DA:1290:C:H6 1.77 0.50
25:DA:1412:A:H2’ 25:DA:1413:G:C8 2.46 0.50
25:DA:1639:U:H2’ 25:DA:1640:C:H5” 1.92 0.50
25:DA:2646:C:H2’ 25:DA:2647:U:04’ 2.11 0.50
26:DB:16:G:H1 26:DB:68:C:H42 1.59 0.50
28:DE:101:ARG:HB2 | 28:DE:201:THR:HG21 1.94 0.50
30:DG:61:ALA:HA 30:DG:66:GLN:O 2.12 0.50
31:DH:70: THR:O 31:DH:74:ASN:N 2.39 0.50
32:DI:72:LEU:HD21 32:DI:107:VAL:HG11 1.93 0.50
34:D0O:68:GLU:HB3 34:D0O:78:ARG:HB2 1.94 0.50
1:AA:69:G:H2’ 1:AA:70:G:C8 2.47 0.50
1:AA:532:A:N6 3:AC:156:ARG:HH12 2.10 0.50
1:AA:718:G:06 18:AR:74:ARG:NH1 2.45 0.50
1:AA:1323:G:H2’ 1:AA:1324:A:C8 2.47 0.50
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
2:AB:71:VAL:HG12 2:AB:170:GLU:HG3 1.94 0.50
3:AC:13:GLY:HA3 14:AN:57:ARG:HH21 1.76 0.50
24:AX:21:A:N6 24:AX:46:G:H2’ 2.26 0.50
25:BA:1173:G:N1 25:BA:1176:G:OP2 2.44 0.50
25:BA:1187:G:H5” 41:BV:81:TYR:CE1 2.47 0.50
25:BA:2036:C:N4 60:BA:4309:HOH:O 2.45 0.50
25:BA:2038:G:H2’ 25:BA:2039:C:04’ 2.12 0.50
25:BA:2364:C:H2’ 25:BA:2365:G:04’ 2.12 0.50
30:BG:173:LEU:O 30:BG:178:PHE:HB2 2.11 0.50
36:BQ:85:LYS:HG2 46:B0:7:LEU:HB3 1.92 0.50
52:B6:33:LYS:HA 52:B6:33:LYS:HE3 1.92 0.50
1:CA:571:U:02 1:CA:918:A:HY’ 2.12 0.50
1:CA:973:G:OP1 10:CJ:57:LYS:HD3 2.12 0.50
1:CA:1062:U:H2’ 1:CA:1063:C:C6 2.47 0.50
1:CA:1154:G:N7 1:CA:1155:G:C4 2.79 0.50
1:CA:1492:A:02’ 1:CA:1493:A:05’ 2.26 0.50
3:CC:15:THR:HG21 3:CC:181:ASN:HA 1.94 0.50
11:CK:98:LEU:O 11:CK:101:SER:OG 2.20 0.50
25:DA:235:U:H2’ 25:DA:236:C:C6 2.47 0.50
25:DA:1557:C:0OP2 25:DA:1558:A:02’ 2.24 0.50
25:DA:1853:A:N3 25:DA:2233:U:02’ 2.42 0.50
25:DA:2136:C:N4 25:DA:2156:G:H21 2.10 0.50
29:DF:102:PRO:HB2 29:DF:105:VAL:HG23 1.93 0.50
42:DW:70:TYR:OH 42:DW:72:LYS:HG3 2.12 0.50
1:AA:45:U:H2’ 1:AA:46:G:C8 2.47 0.50
1:AA:972:C:03’ 10:AJ:57:LYS:HD3 2.12 0.50
1:AA:1067:A:02’ 1:AA:1068:G:0OP2 2.25 0.50
13:AM:96:LEU:HB3 13:AM:97:PRO:HD2 1.93 0.50
20:AT:10:LEU:HB3 20:AT:12:ALA:H 1.76 0.50
25:BA:1930:G:02’ 25:BA:1968:G:06 2.22 0.50
25:BA:1992:G:N7 60:BA:4121:HOH:O 2.34 0.50
47:B1:60:PHE:HE2 47:B1:95:LEU:HD11 1.76 0.50
50:B4:61:ARG:HG3 50:B4:62:ARG:H 1.77 0.50
1:CA:36:C:H5” 12:CL:123:LYS:HD3 1.94 0.50
3:CC:6:HIS:CE1 14:CN:50:LYS:HG3 2.46 0.50
14:CN:47:LEU:HB2 14:CN:53:LEU:HG 1.93 0.50
19:CS:68:GLY:H 50:D4:58:ARG:NH1 2.08 0.50
24:CX:36:U:H2’ 24:CX:37:A:C8 2.46 0.50
25:DA:195:A:H2’ 25:DA:198:C:N4 2.27 0.50
25:DA:249:C:02 54:D8:12:LYS:NZ 2.43 0.50
25:DA:459:U:H2’ 25:DA:460:A:C8 2.47 0.50
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Atom-1 Atom-2 distance (A) overlap (A)
25:DA:1250:G:N7 35:DP:18:ARG:NH2 2.60 0.50
25:DA:2299:G:N1 25:DA:2318:G:N7 2.59 0.50
25:DA:2540:C:H2’ 25:DA:2541:A:04’ 2.11 0.50
27:DD:133:LEU:HB3 | 27:DD:173:VAL:HG11 1.94 0.50
31:DH:20:ALA:HB1 31:DH:21:PRO:HD2 1.94 0.50
35:DP:85:LEU:HA 35:DP:&8:LEU:HD12 1.94 0.50
1:AA:166:G:H2’ 1:AA:167:G:H8 1.76 0.49
1:AA:373:A:H2’ 1:AA:374:A:H8 1.75 0.49
1:AA:503:C:C2’ 1:AA:504:C:H5’ 2.42 0.49
1:AA:584:G:H5’ 17:AQ:91:ARG:NH2 2.27 0.49
1:AA:584:G:H2’ 1:AA:585:G:C8 2.47 0.49
1:AA:1075:C:0OP1 2:AB:179:LYS:NZ 2.26 0.49
1:AA:1125:U:H1’ 1:AA:1126:U:H2’ 1.94 0.49
2:AB:115:LEU:HD13 2:AB:145:LEU:HG 1.94 0.49
12:AL:53:ARG:HG2 12:AL:69:TYR:HE1 1.76 0.49
25:BA:272(G):C:H42 25:BA:363(C):G:H1 1.60 0.49
25:BA:1213:A:HY’ 25:BA:1238:G:N3 2.28 0.49
25:BA:1664:A:H1’ 25:BA:2685:G:02’ 2.12 0.49
25:BA:2382:G:H21 54:B8:42:ARG:NH2 2.10 0.49
28:BE:7:VAL:HG23 28:BE:51:PHE:HE?2 1.77 0.49
1:CA:129(A):G:C6 1:CA:189(E):U:H4’ 2.47 0.49
1:CA:674:.G:H2’ 1:CA:675:A:H8 1.76 0.49
1:CA:701:C:OP1 1:CA:702:A:02’ 2.15 0.49
1:CA:1002:G:N2 1:CA:1039:C:C4 2.80 0.49
1:CA:1002:G:C2 1:CA:1003:G:C8 3.00 0.49
1:CA:1376:U:05’ 7:CG:94:ARG:NH2 2.45 0.49
1:CA:1412:C:H42 1:CA:1488:G:H1 1.59 0.49
1:CA:1458:G:C2’ 1:CA:1459:C:HY’ 2.42 0.49
3:CC:39:ILE:HG22 3:CC:43:LEU:HD13 1.93 0.49
9:CI:65:VAL:HG21 9:CI:73:GLN:HB3 1.92 0.49
12:CL:110:VAL:HG23 12:CL:120: TYR:HB3 1.93 0.49
25:DA:957:A:H5’ 36:DQ:76:LYS:HG3 1.93 0.49
29:DF:13:SER:OG 29:DF:16:GLY:O 2.22 0.49
29:DF:184:TYR:O 29:DF:188:ARG:HG3 2.12 0.49
1:AA:757:U:02’ 1:AA:879:C:02 2.29 0.49
1:AA:1036:G:HY’ 1:AA:1037:C:0OP2 2.12 0.49
1:AA:1125:U:02 1:AA:1126:U:02’ 2.23 0.49
3:AC:22: TRP:HA 10:AJ:93:GLY:HA2 1.94 0.49
25:BA:1113:U:H2’ 25:BA:1114:G:HS 1.77 0.49
25:BA:2369:A:H2’ 25:BA:2370:G:HS 1.76 0.49
29:BF:102:PRO:HB2 29:BF:105:VAL:HG23 1.94 0.49
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Atom-1 Atom-2 distance (A) overlap (A)
34:B0O:64:ARG:NH1 34:B0O:81:ASP:OD1 2.45 0.49
39:BT:24:PRO:HD3 39:BT:52:ILE:HD12 1.94 0.49
1:CA:826:C:H2’ 1:CA:827:U:C6 2.46 0.49
1:CA:1279:A:0P1 10:CJ:7:-LYS:NZ 2.45 0.49
1:CA:1318:A:H1’ 19:CS:37:ARG:HD3 1.94 0.49
2:CB:121:LEU:O 2:CB:127:ILE:HB 2.12 0.49
3:CC:54:ARG:HG3 3:CC:69:HIS:HB2 1.94 0.49
3:CC:83:ARG:O 3:CC:87:LEU:N 2.42 0.49
6:CF:37:VAL:HA 6:CF:65:VAL:HG12 1.92 0.49
12:CL:24:VAL:HG13 12:CL:98:TYR:CE1 2.39 0.49
15:C0O:64:ARG:O 15:C0O:68:ARG:N 2.45 0.49
18:CR:29:PHE:HE1 18:CR:31:LEU:HD13 1.77 0.49
25:DA:479:A:N3 25:DA:481:G:H5” 2.27 0.49
25:DA:652(A):A:N3 25:DA:652(A):A:H2’ 2.26 0.49
25:DA:1016:G:H2’ 25:DA:1017:G:04’ 2.12 0.49
25:DA:1028:A:N3 25:DA:2486:G:02’ 2.45 0.49
25:DA:2123:G:H2’ 25:DA:2124:G:C8 2.46 0.49
26:DB:6:C:C2 26:DB:116:G:N2 2.80 0.49
31:DH:27:LYS:HA 31:DH:32:GLU:HA 1.94 0.49
34:D0:119:PRO:HB2 39:DT:68: TYR:CE2 2.48 0.49
38:DS:44:LYS:NZ 38:DS:44:LYS:H 2.10 0.49
39:DT:51:ARG:HG3 39:DT:98:LYS:HD2 1.95 0.49
40:DU:109:LEU:HA 40:DU:112:ARG:HG3 1.93 0.49
1:AA:111:G:H5” 16:AP:27:LYS:HG2 1.94 0.49
1:AA:510:A:N3 1:AA:543:C:H1’ 2.27 0.49
1:AA:1347:G:N2 1:AA:1373:G:H2’ 2.27 0.49
6:AF:65:VAL:HG21 6:AF:67:-MET:HE3 1.94 0.49
7:AG:27:ILE:HD12 7:AG:40:ALA:HA 1.94 0.49
12:AL:28:LYS:HB2 12:AL:33:ARG:HH12 1.77 0.49
25:BA:792:G:02’ 25:BA:2440:C:N3 2.39 0.49
25:BA:1342:A:0P2 60:BA:3971:HOH:O 2.20 0.49
25:BA:2118:U:0OP1 25:BA:2148:G:H4’ 2.12 0.49
25:BA:2138:C:N4 25:BA:2153:G:H1 2.09 0.49
27:BD:127:VAL:HA 27:BD:193:VAL:HG23 1.94 0.49
32:BI:104:GLN:O 32:BI:106:GLY:N 2.40 0.49
33:BN:47:ALA:HB2 33:BN:112:LEU:HD11 1.94 0.49
41:BV:55:ALA:HB2 41:BV:101:GLY:HA2 1.95 0.49
1:CA:691:G:06 11:CK:52:GLY:HA2 2.12 0.49
1:CA:1190:G:H5’ 3:CC:176:HIS:CE1 2.48 0.49
1:CA:1227:A:C2 19:CS:83:HIS:HB3 2.48 0.49
3:CC:181:ASN:ND2 3:CC:204:LEU:HD12 2.27 0.49
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Atom-1 Atom-2 distance (A) overlap (A)
25:DA:855:G:H2’ 25:DA:856:C:C6 2.47 0.49
25:DA:1023:U:02’ 25:DA:1122:G:HY’ 2.11 0.49
28:DE:34:VAL:HG22 28:DE:48:GLN:HB3 1.95 0.49
38:DS:50:SER:O 38:DS:76:LYS:NZ 2.34 0.49
45:D7:157:LEU:HD11 45:D7:163:LEU:HB2 1.94 0.49
54:D&:33:ASN:HA 54:D8:36:LYS:HD2 1.93 0.49
1:AA:560:U:H5’ 1:AA:566:G:N2 2.27 0.49
1:AA:1343:G:H2’ 1:AA:1344:C:C6 2.47 0.49
2:AB:155:LEU:HD21 2:AB:159:PRO:HG3 1.94 0.49
3:AC:17:ASP:HB3 3:AC:21:ARG:HH21 1.77 0.49
10:AJ:26:ALA:HB1 10:AJ:84:GLN:NE2 2.28 0.49
25:BA:897:C:H2’ 25:BA:898:C:C6 2.47 0.49
25:BA:1204:A:N6 25:BA:1240:U:H2’ 2.27 0.49
25:BA:1688:U:H1’ 25:BA:1701:A:C6 2.47 0.49
25:BA:1881:C:H2’ 25:BA:1882:C:H6 1.77 0.49
25:BA:2097:C:H2’ 25:BA:2098:U:04’ 2.13 0.49
25:BA:2493:U:OP1 60:BA:4231:HOH:O 2.20 0.49
32:BI:93: THR:HG22 32:BI:119:PRO:HB3 1.94 0.49
35:BP:62:LEU:O 54:B8:13:ARG:HD3 2.12 0.49
39:BT:60: THR:HG22 39:BT:77:PRO:HA 1.92 0.49
44:BY:6:HIS:H 44:BY:6:HIS:CD2 2.31 0.49
1:CA:353:A:H5’ 1:CA:353:A:H8 1.77 0.49
1:CA:418:C:H2’ 1:CA:419:C:C6 2.46 0.49
1:CA:495:A:H4’ 1:CA:496:A:0P1 2.13 0.49
1:CA:1273:G:H3’ 1:CA:1274:G:C8 2.46 0.49
2:CB:69:LEU:HB3 2:CB:162:ILE:HG22 1.94 0.49
4:CD:65:ARG:HG2 4:CD:75:PHE:CD1 2.46 0.49
25:DA:62:C:H42 25:DA:93:G:H1 1.60 0.49
25:DA:275:G:H2’ 25:DA:276:A:04 2.12 0.49
25:DA:340:A:H2’ 25:DA:341:G:04’ 2.12 0.49
25:DA:579:G:H2’ 25:DA:580:C:C6 2.48 0.49
25:DA:896:A:N6 45:DZ:146:1LE:HD13 2.27 0.49
25:DA:1022:G:N2 25:DA:1142(A):A:H2 2.05 0.49
25:DA:1316:U:H2’ 25:DA:1317:A:HS 1.77 0.49
25:DA:2022:U:02’ 25:DA:2617:C:H5’ 2.12 0.49
25:DA:2471:C:H2’ 25:DA:2472:G:04’ 2.12 0.49
46:D0:38:VAL:HG12 46:D0:40:GLN:HG2 1.95 0.49
48:D2:65:ASN:OD1 48:D2:69:ARG:NH1 2.46 0.49
1:AA:524:G:H2’ 1:AA:525:C:C6 2.48 0.49
1:AA:1328:C:0OP1 21:AU:21:TYR:OH 2.30 0.49
2:AB:112:VAL:O 2:AB:116:GLU:N 2.31 0.49
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Atom-1 Atom-2 distance (A) overlap (A)
25:BA:309:G:H4’ 44:BY:18:GLY:HA2 1.95 0.49
25:BA:687:C:H2’ 25:BA:688:U:04’ 2.12 0.49
25:BA:1035:U:H2’ 25:BA:1036:G:C8 2.47 0.49
25:BA:1186:G:H2’ 25:BA:1187:G:04’ 2.13 0.49
25:BA:1651:G:H5’ 37:BR:39:PRO:HG2 1.94 0.49
25:BA:2207:G:02’ 25:BA:2208:A:0P1 2.27 0.49
28:BE:18:ASP:0D2 39:BT:33:LYS:NZ 2.36 0.49
31:BH:56:SER:HB3 31:BH:61:HIS:ND1 2.28 0.49
34:BO:97:ARG:NH2 34:B0O:99:PHE:HE1 2.10 0.49
37:BR:51:LEU:HD22 37:BR:66:VAL:HG13 1.94 0.49
1:CA:364:A:H2’ 1:CA:365:U:C6 2.48 0.49
1:CA:1106:G:H5” 3:CC:172:ARG:HG2 1.95 0.49
4:CD:17:VAL:HG13 4:CD:19:LEU:HD22 1.94 0.49
19:CS:40:ILE:HD11 19:CS:74:PHE:CE2 2.47 0.49
25:DA:1462:C:H4’ 25:DA:2703:C:H5’ 1.95 0.49
25:DA:1674:G:H21 25:DA:1677:A:H61 1.58 0.49
25:DA:1813:G:H1’ 27:DD:50: THR:OG1 2.12 0.49
25:DA:2176:A:H2’ 25:DA:2177:C:C5H 2.48 0.49
25:DA:2351:G:0O5’ 25:DA:2351:G:HS 1.95 0.49
28:DE:54:GLN:HE22 28:DE:58:ARG:HB3 1.77 0.49
30:DG:114:ILE:HA 30:DG:140:1ILE:HD11 1.94 0.49
1:AA:558:G:0OP1 60:AA:4061:HOH:O 2.20 0.49
1:AA:589:C:C2’ 1:AA:590:C:H5’ 2.43 0.49
1:AA:749:C:H2’ 1:AA:750:G:HS8 1.77 0.49
1:AA:1226:C:02’ 13:AM:111:LYS:NZ 2.45 0.49
1:AA:1366:C:H2’ 1:AA:1367:C:H6 1.78 0.49
4:AD:188:LEU:H 4:AD:188:LEU:HD23 1.77 0.49
10:AJ:69:ASN:O 10:AJ:70:ARG:HD3 2.12 0.49
15:A0:16:ALA:HB1 15:A0:21:ASP:HB3 1.95 0.49
25:BA:184:C:H2’ 25:BA:185:U:H6 1.75 0.49
25:BA:340:A:H2’ 25:BA:341:G:04’ 2.13 0.49
25:BA:459:U:H2’ 25:BA:460:A:HS 1.77 0.49
25:BA:1266:G:06 42:BW:13:SER:OG 2.23 0.49
25:BA:2735:G:H2’ 25:BA:2736:G:HS 1.78 0.49
25:BA:2791:C:02 25:BA:2807:G:N1 2.45 0.49
25:BA:2863:C:0OP1 39:BT:93:ARG:NH2 2.45 0.49
54:B8:42: ARG:NH1 60:B&:5105:HOH:O 2.25 0.49
1:CA:96:U:.02’ 1:CA:97:G:H5’ 2.12 0.49
1:CA:406:G:H2’ 1:CA:407:G:C8 2.48 0.49
1:CA:690:G:0O5’ 1:CA:690:G:HS 1.96 0.49
1:CA:1151:A:N3 10:CJ:39:PRO:HG3 2.28 0.49
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Atom-1 Atom-2 distance (A) overlap (A)
1:CA:1279:A:02’ 1:CA:1281:U:0P2 2.21 0.49
1:CA:1390:U:H2’ 1:CA:1391:U:C6 2.47 0.49
2:CB:68:ILE:HG12 2:CB:161:ALA:HB3 1.94 0.49
3:CC:142:MET:HG3 3:CC:170:GLN:HB3 1.93 0.49
9:CIL:85:LEU:HB3 9:CI:92:TYR:CD2 2.48 0.49
25:DA:614:U:H2’ 25:DA:614(A):U:04 2.12 0.49
25:DA:895:U:H3 25:DA:897:C:N4 2.10 0.49
25:DA:935:C:H2’ 25:DA:936:C:C6 2.48 0.49
25:DA:1005:C:H2’ 25:DA:1006:C:H6 1.78 0.49
25:DA:1204:A:H2 25:DA:1241:A:N6 2.09 0.49
25:DA:1503:U:H2’ 25:DA:1504:C:C6 2.48 0.49
25:DA:1623:G:H2’ 25:DA:1624:G:HS 1.77 0.49
25:DA:2134:A:N3 25:DA:2159:G:02’ 2.40 0.49
25:DA:2683:C:0P1 39:DT:53:ARG:NH2 2.46 0.49
38:DS:10:ARG:O 38:DS:14:VAL:HG12 2.12 0.49
1:AA:69:G:H2’ 1:AA:70:G:HS 1.78 0.49
1:AA:976:G:0OP2 1:AA:1358:U:02’ 2.28 0.49
1:AA:1131:G:HS8 1:AA:1131:G:0O5’ 1.95 0.49
1:AA:1295:G:C2’ 1:AA:1296:C:H5’ 2.42 0.49
3:AC:56:ASP:HB2 3:AC:67:-THR:HB 1.94 0.49
3:AC:73:PRO:O 3:AC:7T:ILE:HG12 2.12 0.49
3:AC:193:TYR:HE2 3:AC:196:LEU:HD11 1.78 0.49
20:AT:43:LEU:HD13 20:AT:51:GLU:HB3 1.94 0.49
21:AU:3:LYS:HD3 21:AU:14: TRP:CD1 2.47 0.49
25:BA:1021:A:H62 25:BA:1141:U:H3 1.59 0.49
25:BA:2223:G:OP1 27:BD:172:TYR:OH 2.29 0.49
37:BR:36:THR:HG22 37:BR:37:THR:H 1.77 0.49
55:B9:7:-VAL:HG12 55:B9:34:GLN:HB3 1.95 0.49
1:CA:967:C:H3’ 1:CA:968:A:H2’ 1.93 0.49
1:CA:1014:A:05’ 1:CA:1014:A:HS 1.95 0.49
1:CA:1226:C:H4’ 19:CS:80: TYR:CZ 2.47 0.49
1:CA:1226:C:H4’ 19:CS:80:TYR:OH 2.12 0.49
1:CA:1366:C:H2’ 1:CA:1367:C:H6 1.78 0.49
2:CB:7:VAL:HG12 2:CB:8:LYS:H 1.77 0.49
11:CK:21:ILE:HB 11:CK:84:VAL:HG22 1.95 0.49
25:DA:1359:A:N6 25:DA:1372:U:H3 2.11 0.49
25:DA:2106:G:06 25:DA:2183:C:N3 2.45 0.49
25:DA:2657:A:H3’ 25:DA:2658:C:H6 1.78 0.49
29:DF:101:LEU:HD12 29:DF:102:PRO:HD2 1.95 0.49
30:DG:15:VAL:HG22 30:DG:175:LEU:HB3 1.95 0.49
34:DO:76:ALA:O 39:DT:74:ARG:HD2 2.13 0.49
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
47:D1:54:ALA:HB1 47:D1:83:GLU:HG3 1.95 0.49
1:AA:346:G:OP1 39:BT:41:ARG:NH1 2.46 0.49
1:AA:520:A:02 12:AL:73:GLU:OE1 2.24 0.49
5:AE:77:PRO:HG2 5:AE:142:LEU:HD22 1.95 0.49
12:AL:69:TYR:CD1 12:AL:90:VAL:HG21 2.48 0.49
25:BA:250:G:P 54:B&:13:ARG:HH22 2.34 0.49
25:BA:301:G:0P2 44:BY:84:ARG:NH2 2.45 0.49
25:BA:330:A:H2 25:BA:1210:A:02’ 1.96 0.49
25:BA:613:G:02’ 25:BA:614(C):A:N1 2.36 0.49
25:BA:1268:A:H2’ 25:BA:1269:A:04’ 2.11 0.49
25:BA:1899:G:H2’ 25:BA:1899:G:N3 2.27 0.49
29:BF:33:LEU:HB3 35:BP:6:LEU:HD21 1.94 0.49
4:CD:64:LEU:HB2 4:CD:198:VAL:HG21 1.95 0.49
4:CD:76:ARG:NE 4:CD:80:GLU:OE1 2.41 0.49
7:CG:153:HIS:CE1 11:CK:58:PRO:HD2 2.48 0.49
14:CN:45:ARG:O 14:CN:49:HIS:HD2 1.96 0.49
24:CX:29:G:C2’ 24:CX:30:G:HY’ 2.42 0.49
24:CX:36:U:H2’ 24:CX:37:A:HS8 1.78 0.49
25:DA:35:G:H1’ 25:DA:454:A:C4 2.47 0.49
25:DA:247:G:H4’ 25:DA:386:G:C5H 2.48 0.49
25:DA:888:C:H2’ 25:DA:889:C:C4 2.48 0.49
25:DA:1028:A:N6 25:DA:1125:G:H2’ 2.28 0.49
25:DA:1336:A:H2’ 25:DA:1337:G:C8 2.47 0.49
25:DA:1514:U:H2’ 25:DA:1515:G:C8 2.48 0.49
25:DA:1721:G:HY’ 25:DA:1722:A:H5” 1.95 0.49
25:DA:1971:A:OP1 60:DA:4205:HOH:O 2.19 0.49
26:DB:14:U:03’ 26:DB:108:U:02’ 2.30 0.49
35:DP:52:GLU:HB3 35:DP:55:ARG:NH1 2.27 0.49
36:DQ:52:VAL:O 36:DQ:56:ARG:HB2 2.12 0.49
45:DZ:30:ASN:ND2 45:DZ:90:VAL:O 2.38 0.49
25:BA:142:A:HO2’ 25:BA:1407:C:HO2’ 1.56 0.49
25:BA:831:G:N2 35:BP:53:GLY:O 2.46 0.49
30:BG:43:LEU:C 30:BG:45:GLU:H 2.20 0.49
31:BH:113:VAL:HG11 | 31:BH:151:ILE:HD13 1.94 0.49
39:BT:53:ARG:HB3 39:BT:53:ARG:CZ 2.42 0.49
40:BU:76:TYR:OH 40:BU:92:ARG:NH1 2.39 0.49
1:CA:20:U:H2’ 1:CA:21:G:04’ 2.12 0.49
1:CA:1127:G:H21 1:CA:1147:C:H41 1.61 0.49
5:CE:80:ILE:HG22 5:CE:91:LEU:HB2 1.94 0.49
25:DA:7:G:H2’ 25:DA:8:A:C8 2.47 0.49
37:DR:88:ARG:NH2 37:DR:89:ASP:0OD2 2.46 0.49
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
43:DX:12:VAL:HG21 43:DX:27:- THR:HG22 1.95 0.49
48:D2:10:LEU:O 48:D2:14:ARG:HB2 2.12 0.49
1:AA:425:G:C2’ 1:AA:426:G:HY 2.43 0.49
1:AA:737:A:OP2 6:AF:92:LYS:NZ 2.40 0.49
1:AA:998:G:H1 1:AA:1043:C:N4 2.10 0.49
4:AD:138:TYR:HD1 4:AD:139:ARG:N 2.11 0.49
20:AT:10:LEU:HD23 20:AT:11:SER:H 1.76 0.49
20:AT:53:LEU:HD13 20:AT:100:ILE:O 2.13 0.49
25:BA:470:A:0P1 29:BF:59:TYR:HE1 1.95 0.49
31:BH:5:GLY:HA2 31:BH:69:ARG:HB3 1.95 0.49
45:BZ:151:HIS:C 45:BZ:153:SER:H 2.21 0.49
49:B3:8:LEU:O 49:B3:32:GLN:N 2.34 0.49
51:B5:16:ARG:O 51:B5:20:ARG:HG3 2.13 0.49
1:CA:390:C:H2’ 1:CA:391:G:C8 2.48 0.49
1:CA:1004:A:C8 1:CA:1005:A:H4’ 2.45 0.49
2:CB:212:GLN:O 2:CB:216:SER:OG 2.21 0.49
14:CN:24:CYS:O 14:CN:28:GLY:N 2.37 0.49
19:CS:53:ASN:HB2 19:CS:77: THR:HA 1.94 0.49
25:DA:86:C:H4’ 25:DA:104:U:HT’ 1.95 0.49
25:DA:566:U:P 41:DV:80:GLN:HE21 2.34 0.49
25:DA:570:G:H2’ 25:DA:2030:A:C5 2.48 0.49
25:DA:1495:A:H2’ 25:DA:1496:A:C8 2.48 0.49
25:DA:1675:C:05’ 25:DA:1675:C:H6 1.96 0.49
25:DA:1798:U:HY’ 27:DD:259: THR:HG22 1.95 0.49
25:DA:2123:G:H2’ 25:DA:2124:G:HS 1.78 0.49
25:DA:2230:G:H1’ 47:D1:45:ASN:CG 2.38 0.49
28:DE:127:ASP:0OD2 60:DE:3105:HOH:O 2.19 0.49
32:DI:123:LEU:HD23 32:DI:123:LEU:H 1.77 0.49
33:DN:47:ALA:HB2 33:DN:112:LEU:HD11 1.95 0.49
1:AA:376:G:OP2 16:AP:67:-THR:HG21 2.13 0.48
1:AA:593:G:H2’ 1:AA:594:G:04’ 2.13 0.48
1:AA:1149:C:0OP2 9:AI:9:ARG:NH2 2.38 0.48
2:AB:27:LYS:O 2:AB:30:ARG:NH1 2.46 0.48
3:AC:8:ILE:HG23 3:AC:16:ARG:HG2 1.95 0.48
9:Al:85:LEU:HB3 9:AL:92:TYR:HD2 1.76 0.48
25:BA:813:U:H2’ 25:BA:814:C:C6 2.48 0.48
25:BA:875:G:H1 25:BA:902:C:N4 2.11 0.48
25:BA:987:G:02’ 25:BA:1000:A:N3 2.43 0.48
25:BA:2356:C:H2’ 25:BA:2357:U:04’ 2.13 0.48
25:BA:2506:U:0OP1 28:BE:144:ARG:NH2 2.46 0.48
1:CA:399:G:H2’ 1:CA:400:C:C6 2.48 0.48
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Atom-1 Atom-2 distance (A) overlap (A)
1:CA:405:U:P 4:CD:3:ARG:HH21 2.35 0.48
1:CA:1114:C:HY’ 14:CN:60:SER:HB3 1.94 0.48
1:CA:1353:G:H2’ 1:CA:1354:C:C6 2.48 0.48
4:CD:129:ASN:HD21 4:CD:144:ASP:HA 1.77 0.48
10:CJ:5:ARG:N 60:CJ:5101:HOH:O 2.46 0.48
12:CL:27:LEU:O 12:CL:33:ARG:NE 2.32 0.48
13:CM:107:ALA:O 13:CM:111:LYS:HB2 2.13 0.48
23:CW:76:PPU:HD2 25:DA:2451:A:C4 2.48 0.48
25:DA:1365:A:04’ 47:D1:41:ARG:NH2 2.46 0.48
25:DA:2070:G:C2 25:DA:2442:C:C2 3.01 0.48
25:DA:2345:G:0OP1 52:D6:38:LYS:NZ 2.45 0.48
26:DB:55:U:H1’ 30:DG:29:TRP:HD1 1.78 0.48
30:DG:108:ASN:O 50:D4:36:CYS:HA 2.13 0.48
31:DH:28:GLY:HA3 31:DH:79:VAL:HB 1.94 0.48
45:D7:150:LEU:HA 45:D7:150:LEU:HD13 1.65 0.48
1:AA:946:A:H2’ 1:AA:947:G:C8 2.49 0.48
1:AA:1121:U:C2’ 1:AA:1122:U:HY’ 2.43 0.48
5:AE:105:VAL:HB 5:AE:106:PRO:HD3 1.94 0.48
6:AF:10:LEU:HB2 6:AF:59:TYR:HB3 1.95 0.48
25:BA:458:G:C8 53:B7:37:LYS:HG2 2.49 0.48
25:BA:587:C:C6 25:BA:671:C:H1’ 2.49 0.48
25:BA:1019:U:02’ 25:BA:1021:A:H2 1.96 0.48
25:BA:1786:A:H1’ 25:BA:1938:A:H61 1.78 0.48
25:BA:2273:A:H2’ 25:BA:2274:A:C8 2.48 0.48
27:BD:8:PRO:HB3 27:BD:14:ARG:HG3 1.95 0.48
31:BH:56:SER:OG 31:BH:58:GLU:HG2 2.13 0.48
38:BS:10:ARG:O 38:BS:14:VAL:HG13 2.12 0.48
1:CA:413:G:H21 1:CA:428:G:HY’ 1.78 0.48
1:CA:502:G:OP1 12:CL:118:SER:OG 2.30 0.48
1:CA:1157:A:H4’ 1:CA:1158:C:0%’ 2.13 0.48
1:CA:1258:G:H2’ 1:CA:1259:C:C6 2.48 0.48
1:CA:1492:A:H2’ 1:CA:1493:A:C8 2.48 0.48
19:CS:38:SER:O 19:CS:71:LEU:HB2 2.13 0.48
25:DA:964:C:02’ 25:DA:2273:A:N3 2.40 0.48
25:DA:1541:G:0P2 25:DA:1542:A:02’ 2.30 0.48
25:DA:1607:C:H4’ 25:DA:1608:A:05’ 2.12 0.48
25:DA:1899:G:N3 25:DA:1899:G:H2’ 2.27 0.48
25:DA:2128:C:N4 25:DA:2160:G:N1 2.43 0.48
25:DA:2562:U:H1’ 34:D0O:23:ARG:NH1 2.28 0.48
25:DA:2693:A:H2’ 25:DA:2694:G:C8 2.46 0.48
25:DA:2756:U:H3’ 55:D9:20:HIS:CD2 2.48 0.48
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Atom-1 Atom-2 distance (A) overlap (A)
28:DE:72:VAL:HA 28:DE:73:GLU:CG 2.43 0.48
34:D0O:34:THR:OG1 34:D0O:35:VAL:N 2.46 0.48
35:DP:50:ARG:HG2 54:D&:61:LEU:HD11 1.96 0.48
1:AA:922:G:H4’ 5:AE:20:GLN:HA 1.93 0.48
1:AA:1014:A:H2’ 1:AA:1015:A:C8 2.48 0.48
1:AA:1030(D):A:H2’ 1:AA:1031:G:04’ 2.13 0.48
1:AA:1376:U:H2’ 1:AA:1377:A:C8 2.48 0.48
28:BE:128:SER:OG 28:BE:129:HIS:N 2.45 0.48
48:B2:9:GLN:HE22 48:B2:56:GLN:HG2 1.78 0.48
1:CA:139:G:N2 1:CA:224:C:02 2.43 0.48
1:CA:359:U:H2’ 1:CA:360:A:C8 2.47 0.48
1:CA:375:U:H5” 16:CP:6:LEU:HD23 1.96 0.48
1:CA:719:C:02’ 18:CR:49:LYS:HB3 2.13 0.48
10:CJ:45:ARG:O 10:CJ:65:LEU:N 2.42 0.48
25:DA:921:G:H2’ 25:DA:922:U:C6 2.48 0.48
25:DA:2151:G:H2’ 25:DA:2152:G:C8 2.48 0.48
25:DA:2285:C:0P2 52:D6:6:ARG:NH1 2.45 0.48
25:DA:2287:A:02’ 25:DA:228R8:A:H5” 2.13 0.48
26:DB:24:G:H21 26:DB:27:C:N4 2.11 0.48
28:DE:34:VAL:HG21 28:DE:78:LEU:HD11 1.95 0.48
30:DG:3:LEU:HD11 30:DG:5:VAL:HG12 1.95 0.48
35:DP:2:LYS:HZ3 35:DP:4:SER:HG 1.56 0.48
35:DP:64:LYS:HA 54:D8:13:ARG:HB3 1.94 0.48
37:DR:66:VAL:HG11 37:-DR:79:LEU:HD12 1.96 0.48
1:AA:667:G:OP1 1:AA:732:C:02’ 2.20 0.48
1:AA:1151:A:02’ 1:AA:1152:A:05’ 2.26 0.48
2:AB:33:TYR:HB2 2:AB:43:ASP:HB2 1.93 0.48
4:AD:186:LEU:HB2 4:AD:187:ARG:NH2 2.25 0.48
8:AH:14:ARG:O R:AH:18:ARG:HD3 2.12 0.48
25:BA:1011:G:OP2 40:BU:70:ARG:NH2 2.45 0.48
26:BB:8:U:03’ 38:BS:25:ARG:NH2 2.45 0.48
1:CA:559:A:H4’ 1:CA:560:U:H3’ 1.93 0.48
1:CA:1227:A:N3 19:CS:83:HIS:HB3 2.27 0.48
1:CA:1422:G:H5” 34:D0O:48:PRO:HB3 1.94 0.48
2:CB:82:ARG:HG3 2:CB:92:TYR:OH 2.14 0.48
9:CIL:6:GLY:HA3 9:CIL:80:GLY:O 2.13 0.48
9:CL:77:ILE:O 9:CI:81:1ILE:HG22 2.14 0.48
25:DA:80:G:H1 25:DA:106:C:H42 1.60 0.48
25:DA:117:G:OP2 25:DA:119:A:02’ 2.26 0.48
25:DA:583:G:0OP2 40:DU:10:ARG:NH1 2.47 0.48
25:DA:615:G:OP1 29:DF:40:GLN:HG2 2.12 0.48
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Atom-1 Atom-2 distance (A) overlap (A)
25:DA:729:G:C5H 27:DD:208:LYS:HB2 2.49 0.48
25:DA:975(A):G:02’ 25:DA:1156:A:N1 2.45 0.48
25:DA:2849:U:H4’ 25:DA:2868:A:C2 2.48 0.48
45:DZ:7:ALA:O 45:DZ:62:PRO:HD3 2.13 0.48
1:AA:165:C:H2’ 1:AA:166:G:C8 2.49 0.48
2:AB:51:LEU:HD23 2:AB:201:ILE:HD12 1.96 0.48
3:AC:62:ASP:O 3:AC:97:LYS:HB3 2.14 0.48
25:BA:875:G:03’ 45:BZ:151:HIS:HE1 1.96 0.48
25:BA:1028:A:N6 25:BA:1125:G:H2’ 2.29 0.48
25:BA:1524:G:H2’ 25:BA:1525:G:04’ 2.14 0.48
25:BA:1826:G:H4’ 27:BD:242:ARG:CZ 2.43 0.48
25:BA:2809:A:H62 25:BA:2891:G:H2’ 1.78 0.48
32:BI:40: THR:O 32:BI:44:LEU:N 2.43 0.48
37:BR:55:ALA:HB2 37:BR:79:LEU:HD13 1.94 0.48
1:CA:674:G:H2’ 1:CA:675:A:C8 2.49 0.48
1:CA:1023:G:H3’ 1:CA:1024:G:C8 2.48 0.48
1:CA:1120:G:C6 1:CA:1154:G:C2 3.01 0.48
7:CG:26:PHE:CE1 7:CG:30:ILE:HD11 2.49 0.48
10:CJ:45:ARG:HB3 10:CJ:65:LEU:HB3 1.94 0.48
12:CL:82:VAL:O 12:CL:106:ASP:HB2 2.13 0.48
13:CM:16:ASP:0OD1 13:CM:16:ASP:N 2.46 0.48
14:CN:29:ARG:HG2 14:CN:31:ARG:H 1.79 0.48
25:DA:639:U:H2’ 25:DA:640:C:C6 2.49 0.48
25:DA:2392:A:03’ 54:D&:27:-THR:HB 2.13 0.48
26:DB:42:C:C4 26:DB:43:C:C4 3.02 0.48
29:DF:80:ALA:HB3 29:DF:83:PHE:HD1 1.78 0.48
35:DP:21:ARG:HD3 35:DP:21:ARG:HA 1.51 0.48
36:DQ:30:GLY:O 36:DQ:134:ARG:HD3 2.14 0.48
45:D7:69: THR:HG22 45:D7:90:VAL:HG22 1.95 0.48
1:AA:352:C:02’ 1:AA:354:G:OP1 2.24 0.48
5:AE:137:GLU:HG2 5:AE:140:ARG:NH1 2.28 0.48
7:AG:89:MET:SD 7:AG:155:ARG:HB2 2.53 0.48
15:A0:18:PHE:HB2 15:A0:19:PRO:HD2 1.95 0.48
25:BA:363(A):A:H2’ 25:BA:363(B):G:C8 2.49 0.48
25:BA:1798:U:H5’ 27:BD:259:THR:CG2 2.42 0.48
25:BA:2080:G:OP1 47:B1:35:THR:HG21 2.13 0.48
25:BA:2250:G:02’ 25:BA:2496:C:OP1 2.24 0.48
1:CA:1151:A:02’ 1:CA:1152:A:05’ 2.32 0.48
1:CA:1295:G:C2’ 1:CA:1296:C:H5’ 2.42 0.48
1:CA:1328:C:03’ 13:CM:29:ARG:HG3 2.13 0.48
1:CA:1516:G:H2’ 1:CA:1518:A:0P2 2.13 0.48
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Atom-1 Atom-2 distance (A) overlap (A)

2:CB:80:ILE:HD12 2:CB:208:ILE:HG23 1.95 0.48
2:CB:142:LEU:HA 2:CB:145:LEU:HD22 1.96 0.48
13:CM:65:LYS:O 13:CM:70:LEU:HD12 2.14 0.48
19:CS:28:LYS:HB2 19:CS:29:ARG:CA 2.43 0.48
25:DA:271(U):G:H2’ 25:DA:271(V):G:C8 2.48 0.48
25:DA:272(B):G:H2’ 25:DA:272(C):G:HS8 1.79 0.48
25:DA:619:G:H3’ 25:DA:620:G:H21 1.78 0.48
25:DA:820:A:H2’ 25:DA:821:A:04 2.14 0.48
25:DA:1328:G:02’ 25:DA:1329:U:H2’ 2.13 0.48
25:DA:1467:C:C5H 25:DA:1546:C:H2’ 2.48 0.48
25:DA:1486:A:02’ 25:DA:1487:G:H5’ 2.14 0.48
25:DA:1509(A):A:N3 | 25:DA:1509(A):A:H5” 2.29 0.48
29:DF:111:ALA:HB2 29:DF:206:ILE:HG21 1.96 0.48
36:DQ:54:MET:HE1 36:DQ:104:PHE:HB3 1.96 0.48
39:DT:92:GLY:0O 39:DT:120:ARG:NH2 2.46 0.48
47:D1:50:ARG:HG2 47:D1:59: THR:HG22 1.95 0.48
1:AA:448:A:05 1:AA:485:G:N2 2.42 0.48
1:AA:1070:U:H2’ 1:AA:1071:C:H6 1.78 0.48
2:AB:32:ILE:HD13 2:AB:40:HIS:CD2 2.48 0.48
22:AV:22:U:H2’ 22:AV:23:A:C8 2.48 0.48
25:BA:646:A:H2’ 25:BA:647:G:04’ 2.14 0.48
26:BB:14:U:0OP2 26:BB:70:C:02’ 2.16 0.48
34:B0O:34:THR:0G1 34:B0O:35:VAL:N 2.45 0.48
35:BP:65:ARG:HG3 54:B&:25:MET:HG3 1.96 0.48
1:CA:407:G:H5” 4:CD:115:ARG:HB3 1.96 0.48
3:CC:61:ALA:C 3:CC:63:ASN:H 2.22 0.48
8:CH:73:ASP:0OD1 8:CH:75:ARG:NH1 2.46 0.48
10:CJ:37:PRO:HA 10:CJ:72:VAL:HG12 1.96 0.48
17:CQ:43:LEU:HD12 17:CQ:68:ARG:HB3 1.95 0.48
19:CS:30:LEU:HD11 19:CS:32:LYS:HG3 1.95 0.48
25:DA:475:U:H4’ 25:DA:510:C:H5’ 1.96 0.48
25:DA:1139:G:03’ 33:DN:24:GLY:HA3 2.14 0.48
25:DA:1155:A:H5” 40:DU:55:ARG:HD3 1.95 0.48
28:DE:2:LYS:HG3 28:DE:200:GLU:HB2 1.94 0.48
34:D0O:120:GLU:HB2 39:DT:68:TYR:HE2 1.79 0.48
41:DV:25:LEU:H 41:DV:92: THR:HG1 1.61 0.48
46:D0:34:GLY:N 46:D0:61:ALA:O 2.37 0.48
50:D4:58:ARG:HG2 50:D4:59:PHE:HD1 1.79 0.48
53:D7:24:THR:O 53:D7:28:ARG:HG3 2.13 0.48
1:AA:625:G:H4’ 16:AP:16:HIS:CG 2.49 0.48
1:AA:1229:A:03’ 24:AX:30:G:H5” 2.14 0.48
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Atom-1 Atom-2 distance (A) overlap (A)
25:BA:2291:U:0OP1 25:BA:2380:C:02’ 2.31 0.48
25:BA:2311:A:N1 30:BG:47:LYS:NZ 2.61 0.48
1:CA:8:A:NG6 4:CD:209:ARG:HB2 2.28 0.48
1:CA:66:G:HS8 1:CA:66:G:OP1 1.95 0.48
1:CA:442:C:H42 1:CA:492:G:H1 1.61 0.48
1:CA:696:A:HS8 1:CA:696:A:05’ 1.97 0.48
1:CA:1456:G:06 20:CT:54:LYS:HE3 2.13 0.48
2:CB:158:LEU:HD12 2:CB:158:LEU:H 1.78 0.48
25:DA:1416:G:02’ 25:DA:1417:C:0OP2 2.21 0.48
25:DA:1665:A:0P2 60:DA:4604:HOH:O 2.20 0.48
25:DA:1927:A:H2’ 25:DA:1928:A:C8 2.49 0.48
25:DA:2469:A:02’ 36:DQ:56:ARG:HD2 2.13 0.48
25:DA:2515:C:H2’ 25:DA:2516:G:C8 2.48 0.48
25:DA:2786:U:02’ 28:DE:62:PRO:O 2.24 0.48
26:DB:3:C:H2’ 26:DB:4:C:C6 2.48 0.48
26:DB:46:A:H2’ 26:DB:47:C:C6 2.49 0.48
31:DH:76:VAL:HA 31:DH:79:VAL:HG22 1.96 0.48
38:DS:23:ARG:NH2 38:DS:84:GLN:HG2 2.29 0.48
40:DU:20:LEU:HB3 40:DU:39:LEU:HD11 1.96 0.48
1:AA:405:U:0P2 4:AD:3:ARG:CZ 2.61 0.48
12:AL:27:LEU:HD23 12:AL:30:ALA:O 2.14 0.48
16:AP:54:GLU:O 16:AP:57:ARG:HB3 2.13 0.48
17:AQ:6:LEU:HG 17:AQ:23:VAL:HG11 1.93 0.48
19:AS:50:ALA:HB1 19:AS:57:HIS:HB3 1.95 0.48
25:BA:27:G:N2 25:BA:512:G:HY1’ 2.29 0.48
25:BA:247:G:H4’ 25:BA:386:G:C5H 2.49 0.48
25:BA:2632:A:02’ 25:BA:2811:G:02’ 2.20 0.48
26:BB:75:G:N2 45:BZ:87:ASP:OD1 2.44 0.48
44:BY:92:ASN:HD22 44:BY:92:ASN:H 1.61 0.48
1:CA:1004:A:HY 1:CA:1024:G:N2 2.29 0.48
1:CA:1246:C:H2’ 1:CA:1247:U:H6 1.79 0.48
1:CA:1353:G:H2’ 1:CA:1354:C:H6 1.79 0.48
10:CJ:47.:PHE:HB2 10:CJ:63:PHE:HB2 1.94 0.48
25:DA:271(K):U:H4’ 25:DA:271(L):U:0OP2 2.13 0.48
25:DA:1260:G:C6 25:DA:1261:C:C4 3.01 0.48
25:DA:2348:U:04 25:DA:2382:G:N1 2.46 0.48
25:DA:2533:A:0P1 25:DA:2665:A:02’ 2.31 0.48
30:DG:171:ALA:O 30:DG:175:LEU:N 2.45 0.48
35:DP:63:PRO:HG2 54:D8&:25:-MET:HB2 1.96 0.48
36:DQ:97:VAL:HG21 36:DQ:103:MET:HE3 1.95 0.48
1:AA:551:U:H2’ 1:AA:552:U:C6 2.49 0.48

Continued on next page...




Page 144

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:AA:1252:A:H61 1:AA:1285:A:H61 1.61 0.48
1:AA:1320:C:N4 19:AS:36:ARG:HB2 2.29 0.48
2:AB:187:LEU:HD23 2:AB:201:ILE:O 2.13 0.48
3:AC:35:GLU:CD 3:AC:59:ARG:HH12 2.20 0.48
25:BA:648:G:02’ 25:BA:2351:G:OP1 2.27 0.48
25:BA:772:C:H2’ 25:BA:773:U:H6 1.79 0.48
25:BA:1639:U:H4’ 25:BA:2699:C:H4’ 1.95 0.48
25:BA:2116:G:N2 25:BA:2162:G:OP1 2.34 0.48
25:BA:2492:U:H2’ 25:BA:2493:U:C6 2.48 0.48
1:CA:6:G:02’ 1:CA:7:G:H5’ 2.14 0.48
1:CA:105:G:H2’ 1:CA:106:C:C6 2.49 0.48
1:CA:131:C:H2’ 1:CA:132:C:C6 2.49 0.48
1:CA:382:A:H2’ 1:CA:383:A:HS 1.79 0.48
1:CA:447:G:06 60:CA:4099:HOH:O 2.17 0.48
2:CB:213:LEU:HD13 2:CB:214:ILE:HD13 1.95 0.48
5:CE:36:ASP:C 5:CE:38:GLN:H 2.22 0.48
R:CH:37:ARG:HH21 8:CH:38:ILE:HD11 1.78 0.48
12:CL:11:VAL:HGI11 17:CQ:36:1LE:HG21 1.96 0.48
25:DA:595:C:H42 25:DA:662:G:H1 1.60 0.48
25:DA:1791:A:H3’ 25:DA:1792:G:HS8 1.79 0.48
25:DA:1803:A:H4’ 27:DD:259: THR:HG23 1.96 0.48
35:DP:44:GLY:CA 35:DP:45:LEU:HB2 2.43 0.48
1:AA:662:G:H2’ 1:AA:663:A:H8 1.75 0.47
1:AA:1200:C:OP1 60:AA:4099:HOH:O 2.20 0.47
3:AC:81:GLY:O 3:AC:85:ARG:HG3 2.14 0.47
20:AT:86:ARG:O 20:AT:90:GLN:NE2 2.47 0.47
20:AT:87:LYS:O 20:AT:91:LEU:HG 2.13 0.47
25:BA:103:A:HS 25:BA:103:A:05’ 1.97 0.47
25:BA:569:U:02’ 25:BA:983:A:N1 2.33 0.47
25:BA:1045:A:HY’ 25:BA:1047:G:N3 2.29 0.47
25:BA:1796:U:H2’ 25:BA:1797:C:H6 1.77 0.47
25:BA:1817:G:OP1 27:BD:88:ARG:NH2 2.47 0.47
25:BA:1825:A:0P1 27:BD:249:PRO:HD3 2.14 0.47
25:BA:2103:C:C2 25:BA:2187:G:C2 3.02 0.47
25:BA:2424:C:02 25:BA:2429:G:02’ 2.18 0.47
34:B0O:36:GLY:HA2 34:BO:106:LEU:HD23 1.96 0.47
1:CA:193:C:H2 1:CA:194:C:H6 1.78 0.47
1:CA:397:A:H3’ 1:CA:397:A:N3 2.29 0.47
1:CA:1323:G:H4’ 1:CA:1363:C:C2 2.49 0.47
5:CE:34:VAL:O 5:CE:42:GLY:N 2.45 0.47
11:CK:33: THR:C 11:CK:40:1LE:HG12 2.38 0.47
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Atom-1 Atom-2 distance (A) overlap (A)
13:CM:10:PRO:HG2 13:CM:21:TYR:HD2 1.79 0.47
15:CO:9:GLN:HA 15:CO:12:ILE:HD12 1.95 0.47
25:DA:289:A:H2’ 25:DA:290:G:04’ 2.14 0.47
25:DA:317:G:H2’ 25:DA:318:C:04’ 2.14 0.47
25:DA:390:A:H4’ 25:DA:391:G:H5’ 1.96 0.47
25:DA:686:G:N2 25:DA:788:A:H61 2.12 0.47
25:DA:1012:U:C5 33:DN:28: THR:HG21 2.47 0.47
25:DA:1638:C:H5” 25:DA:2710:C:02’ 2.14 0.47
30:DG:179:PRO:HB2 50:D4:42:PHE:CE1 2.48 0.47
36:DQ:138:ASP:OD2 45:D7:81:ARG:NH1 2.47 0.47
46:D0:19:LYS:HE2 46:D0:19:LYS:HB2 1.65 0.47
1:AA:35:G:02’ 12:AL:118:SER:O 2.24 0.47
1:AA:339:C:H2’ 1:AA:340:U:C6 2.50 0.47
1:AA:429:U:H3’ 4:AD:9:CYS:SG 2.54 0.47
1:AA:651:C:N4 1:AA:752:G:02’ 2.47 0.47
1:AA:690:G:C6 1:AA:691:G:C6 3.02 0.47
1:AA:1431:C:H2 1:AA:1432:G:04’ 2.14 0.47
1:AA:1456:G:06 20:AT:54:LYS:NZ 2.46 0.47
2:AB:207:ALA:O 2:AB:211:ILE:HG13 2.14 0.47
11:AK:48:ILE:O 11:AK:50: TYR:N 2.47 0.47
26:BB:43:C:0P1 50:B4:6:HIS:NE2 2.40 0.47
1:CA:114:U:H2’ 1:CA:115:G:C8 2.49 0.47
1:CA:926:G:H22 22:CV:16:A:P 2.36 0.47
1:CA:1304:G:C6 1:CA:1305:G:N1 2.82 0.47
1:CA:1509:C:H2’ 1:CA:1510:U:04’ 2.13 0.47
14:CN:3:ARG:O 14:CN:7:ILE:HG23 2.14 0.47
20:CT:50:GLU:HG3 20:CT:100:ILE:HG23 1.96 0.47
25:DA:1188:U:C4’ 41:DV:79:-VAL:HG22 2.43 0.47
25:DA:1481:U:H3 25:DA:1510:G:H1 1.61 0.47
25:DA:1670:C:02 28:DE:129:HIS:NE2 2.40 0.47
25:DA:1959:G:0OP2 60:DA:4575:HOH:O 2.20 0.47
25:DA:2296:U:OP2 38:DS:6:ALA:HB2 2.14 0.47
25:DA:2468:G:OP1 36:DQ:119:ARG:NH2 2.45 0.47
25:DA:2572:A:NT 28:DE:144:ARG:HD2 2.28 0.47
25:DA:2710:C:H2’ 25:DA:2711:A:C8 2.50 0.47
26:DB:24:G:N2 26:DB:27:C:H42 2.11 0.47
29:DF:183:VAL:O 29:DF:187:VAL:HG23 2.14 0.47
46:D0:82:ARG:HA 46:D0:83:PRO:HD3 1.71 0.47
55:D9:4:ARG:HD3 55:D9:6:SER:O 2.14 0.47
1:AA:1179:A:H2’ 1:AA:1180:A:04’ 2.13 0.47
4:AD:107:ARG:HH22 4:AD:194:LEU:HD21 1.80 0.47
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Atom-1 Atom-2 distance (A) overlap (A)
4:AD:173:TRP:HA 4:AD:187:ARG:NH2 2.28 0.47
7:AG:16:LEU:HD11 9:Al:45:ALA:HB2 1.96 0.47
25:BA:1047:G:H2’ 25:BA:1110:G:H1 1.79 0.47
25:BA:1400:G:H2’ 25:BA:1401:G:C8 2.49 0.47
34:BO:77:ILE:HD12 39:BT:74:ARG:HD3 1.97 0.47
45:BZ:137:1LE:HA 45:B7:156:LYS:NZ 2.28 0.47
52:B6:35:GLU:CD 52:B6:50:ARG:HH11 2.22 0.47
1:CA:643:C:H2’ 1:CA:644:G:H8 1.78 0.47
1:CA:1057:G:H2’ 1:CA:1058:G:04’ 2.13 0.47
1:CA:1427:U:H2 1:CA:1428:A:C8 2.48 0.47
6:CF:97:PHE:HD2 18:CR:31:LEU:HD23 1.79 0.47
8:CH:28:ALA:HB3 8:CH:57:PRO:HB2 1.96 0.47
25:DA:1224:C:02’ 41:DV:86:GLY:N 2.42 0.47
25:DA:1292:U:H2’ 25:DA:1293:C:C6 2.49 0.47
25:DA:2137:C:C2 25:DA:2155:G:C6 3.02 0.47
29:DF:24:LEU:HD23 29:DF:115:ALA:HA 1.95 0.47
30:DG:12: TYR:HA 30:DG:16:ARG:HG3 1.96 0.47
50:D4:57:GLU:HA 50:D4:58:ARG:HA 1.70 0.47
1:AA:129(A):G:02 1:AA:189(F):U:0OP1 2.24 0.47
1:AA:130:A:C8 17:AQ:63:ARG:HB2 2.49 0.47
1:AA:974:A:0P2 14:AN:41:ARG:NH1 2.46 0.47
2:AB:184:VAL:HG12 2:AB:197:VAL:HG13 1.96 0.47
2:AB:189:ASP:0OD1 2:AB:189:ASP:N 2.31 0.47
5:AE:113:ALA:HB3 5:AE:115:VAL:HG23 1.96 0.47
6:AF:2:ARG:NE 6:AF:69:GLU:HG2 2.29 0.47
6:AF:7:ASN:HD21 18:AR:34:TYR:HE1 1.62 0.47
19:AS:3:ARG:NH1 19:AS:8:GLY:O 2.47 0.47
25:BA:278:A:H2’ 25:BA:279:C:Ch 2.49 0.47
25:BA:971:C:H2’ 25:BA:972:G:04’ 2.14 0.47
25:BA:1178:C:H2’ 25:BA:1179:C:H6 1.79 0.47
25:BA:1403:C:C5’ 25:BA:1471:A:HY’ 2.44 0.47
25:BA:2144:U:H2’ 25:BA:2146:C:C5 2.49 0.47
25:BA:2287:A:N6 25:BA:2344:U:H3 2.04 0.47
33:BN:15:LEU:HD12 33:BN:137:LYS:HG2 1.97 0.47
36:BQ:12:GLN:HG2 36:BQ:73:PRO:HD2 1.95 0.47
1:CA:56:U:H2’ 1:CA:57:G:HS 1.80 0.47
1:CA:1004:A:C6 1:CA:1037:C:C2 3.02 0.47
1:CA:1329:A:0P2 21:CU:7:ARG:NH2 2.47 0.47
1:CA:1347:G:N2 1:CA:1373:G:H2’ 2.29 0.47
2:CB:172:ILE:HG22 2:CB:176:GLU:HG3 1.96 0.47
6:CF:14:LEU:HD13 6:CF:19:LEU:HA 1.96 0.47
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Atom-1 Atom-2 distance (A) overlap (A)
9:CI:55:ALA:HA 9:CI:58:HIS:CD2 2.49 0.47
25:DA:192:C:02’ 25:DA:802:A:N3 2.40 0.47
25:DA:235:U:H2’ 25:DA:236:C:H6 1.79 0.47
25:DA:585:G:H2’ 25:DA:1251:C:H42 1.79 0.47
25:DA:1300:U:H4’ 25:DA:1301:A:C5’ 2.43 0.47
25:DA:1613:G:C2 25:DA:1619:G:C5 3.02 0.47
25:DA:2171:A:H1’ 25:DA:2172:U:C2 2.49 0.47
25:DA:2371:G:C2 25:DA:2372:G:C8 3.03 0.47
29:DF:53: THR:HG22 29:DF:56:GLU:HG3 1.95 0.47
30:DG:14:GLU:C 30:DG:17:PRO:HD2 2.38 0.47
33:DN:36:GLY:HA2 33:DN:38:HIS:CE1 2.49 0.47
35:DP:121:LYS:HB3 35:DP:123:LEU:HG 1.96 0.47
36:DQ:29:PHE:HB2 36:DQ:105:GLU:OE2 2.14 0.47
38:DS:74:ALA:HB3 38:DS:108:GLY:HA3 1.95 0.47
4:AD:201:GLN:HE22 4:AD:204:1ILE:HD12 1.79 0.47
15:A0:84:LYS:O 15:A0:84:LYS:HD3 2.14 0.47
25:BA:694:U:OP1 27:BD:59:LYS:NZ 2.42 0.47
25:BA:747:U:02 25:BA:2014:A:HY’ 2.14 0.47
25:BA:900:A:H2’ 25:BA:901:A:04’ 2.14 0.47
25:BA:1050:A:H2’ 25:BA:1051:G:C8 2.49 0.47
25:BA:1173:G:HO2’ 25:BA:1174:A:C5’ 2.27 0.47
25:BA:1913:A:H4’ 25:BA:1914:C:C5’ 2.45 0.47
25:BA:2324:C:H5” 25:BA:2325:G:H5’ 1.96 0.47
25:BA:2660:A:H2’ 25:BA:2661:G:04’ 2.14 0.47
25:BA:2815:C:H2’ 25:BA:2816:C:C6 2.49 0.47
26:BB:24:G:N7 26:BB:56:G:H2’ 2.29 0.47
30:BG:18:GLU:HG2 30:BG:175:LEU:HD21 1.96 0.47
31:BH:98:LEU:HD13 | 31:BH:125:VAL:HG23 1.97 0.47
36:BQ:31:ASP:N 36:BQ:106:VAL:O 2.40 0.47
1:CA:143:A:H5” 1:CA:144:G:H5’ 1.95 0.47
1:CA:576:G:06 1:CA:880:C:02’ 2.23 0.47
1:CA:878:G:OP1 8:CH:88:LYS:HB3 2.14 0.47
2:CB:73:THR:0OG1 2:CB:95:GLN:O 2.12 0.47
2:CB:98:LEU:HB2 2:CB:101:MET:HE3 1.95 0.47
3:CC:20:SER:HB2 3:CC:40:ARG:NH1 2.28 0.47
6:CF:97:PHE:CZ 18:CR:61:LYS:HE3 2.49 0.47
13:CM:14:ARG:HG3 13:CM:44:ARG:NH1 2.29 0.47
13:CM:81:LEU:HD21 13:CM:88:ARG:NH2 2.29 0.47
14:CN:22: THR:HB 14:CN:33:VAL:HG21 1.96 0.47
19:CS:40:ILE:HA 19:CS:44:MET:SD 2.54 0.47
25:DA:208:C:H2’ 25:DA:209:C:C6 2.49 0.47
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Atom-1 Atom-2 distance (A) overlap (A)
25:DA:311:A:C6 25:DA:328:U:C4 3.02 0.47
25:DA:652(T):C:H2’ 25:DA:652(U):G:C8 2.50 0.47
25:DA:1160:G:N2 41:DV:10:LYS:HZ2 2.13 0.47
25:DA:2154:G:H2’ 25:DA:2154:G:N3 2.29 0.47
25:DA:2156:G:N7 25:DA:2157:G:N1 2.62 0.47
26:DB:29:A:P 38:DS:31:SER:HB2 2.54 0.47
28:DE:170:LEU:HB3 28:DE:184:VAL:CG2 2.45 0.47
40:DU:82:GLY:O 40:DU:86:ALA:N 2.42 0.47
45:D7:24:LEU:HD12 45:DZ:25:PRO:HD2 1.96 0.47
55:D9:3:VAL:HA 55:D9:35:ARG:O 2.15 0.47
1:AA:189(D):C:02 1:AA:189(H):G:N1 2.48 0.47
1:AA:376:G:02’ 16:AP:5:ARG:NH2 2.47 0.47
1:AA:1183:A:HO2’ 1:AA:1184:G:P 2.35 0.47
3:AC:123:GLN:HB3 3:AC:128:PHE:HD2 1.80 0.47
7:AG:15:ASP:OD1 7:AG:20:ASP:N 2.46 0.47
8:AH:87:SER:HA S:AH:93:VAL:HG23 1.95 0.47
25:BA:279:C:H2’ 25:BA:280:C:HY’ 1.97 0.47
25:BA:652(C):G:N2 25:BA:653:A:H1’ 2.29 0.47
25:BA:2439:A:H5’ 25:BA:2439:A:C8 2.49 0.47
25:BA:2882:A:0P1 37:BR:96:ARG:NE 2.40 0.47
27:BD:13:ARG:HD2 27:BD:13:ARG:HA 1.67 0.47
27:BD:162:SER:HB3 27:BD:195:ALA:HB2 1.96 0.47
41:BV:72:VAL:HG13 41:BV:85:LYS:HB3 1.97 0.47
2:CB:158:LEU:HA 2:CB:159:PRO:HD3 1.80 0.47
25:DA:582:G:H2’ 25:DA:583:G:C8 2.50 0.47
25:DA:971:C:OP1 25:DA:989:G:N1 2.33 0.47
25:DA:2103:C:H2’ 25:DA:2104:G:HY’ 1.97 0.47
25:DA:2615:U:C2 51:D5:7:PRO:HA 2.49 0.47
29:DF:40:GLN:NE2 29:DF:184:TYR:H 2.12 0.47
54:D8:54:GLU:O 54:D8:58:ILE:HG13 2.15 0.47
1:AA:38:G:02’ 1:AA:39:G:H5” 2.15 0.47
1:AA:78:G:N2 1:AA:91:C:C2 2.83 0.47
1:AA:134:A:H61 16:AP:25:ARG:NH1 2.13 0.47
1:AA:171:A:H2 1:AA:172:A:C8 2.49 0.47
1:AA:266:G:H5” 1:AA:268:C:H41 1.79 0.47
1:AA:542:G:P 4:AD:10:ARG:HH22 2.38 0.47
1:AA:975:A:N6 1:AA:1367:C:04’ 2.48 0.47
1:AA:1103:C:H2’ 1:AA:1104:G: 04’ 2.14 0.47
2:AB:100:GLY:N 2:AB:176:GLU:OE2 2.30 0.47
2:AB:211:ILE:O 2:AB:215:LEU:HB2 2.14 0.47
3:AC:47:LEU:HD13 3:AC:68:VAL:HG11 1.97 0.47
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Atom-1 Atom-2 distance (A) overlap (A)
9:Al:49:PRO:HG2 9:AL:81:ILE:HG23 1.96 0.47
9:AI:53:VAL:HG11 9:AI:92:TYR:CE1 2.50 0.47
9:AI:118:LYS:HG3 9:AI:121:ARG:HB3 1.97 0.47
20:AT:56:MET:HE1 20:AT:85:MET:HA 1.97 0.47
25:BA:7:G:H5” 33:BN:121:LYS:NZ 2.28 0.47
25:BA:192:C:02’ 25:BA:802:A:N3 2.47 0.47
25:BA:444:C:H4’ 29:BF:49:ALA:HB2 1.96 0.47
25:BA:589:C:H2’ 25:BA:590:A:C8 2.50 0.47
25:BA:2066:C:C2’ 25:BA:2067:G:H5’ 2.45 0.47
25:BA:2162:G:H5” 25:BA:2172:U:H2’ 1.96 0.47
25:BA:2531:A:N7 31:BH:175:LYS:HD2 2.30 0.47
28:BE:25:VAL:HG22 28:BE:183:LEU:HD11 1.96 0.47
30:BG:145: THR:HB 30:BG:148:MET:HG3 1.97 0.47
31:BH:3:ARG:HD3 31:BH:54:ARG:HH12 1.79 0.47
32:BI:123:LEU:HA 32:BI:144:VAL:HG23 1.97 0.47
36:BQ:21:THR:0OG1 36:BQ:99:PRO:0O 2.32 0.47
44:BY:92:ASN:HB2 44:BY:94:LYS:N 2.28 0.47
45:B7:72:ARG:HG2 45:B7:72:ARG:HH11 1.80 0.47
48:B2:33:MET:HE3 48:B2:37:PHE:CZ 2.50 0.47
1:CA:176:C:H2’ 1:CA:177:C:H6 1.79 0.47
1:CA:438:G:N1 1:CA:495:A:0P2 2.36 0.47
1:CA:503:C:C2’ 1:CA:504:C:HY’ 2.44 0.47
1:CA:1264:C:02 1:CA:1272:G:N2 2.48 0.47
3:CC:32:LEU:O 3:CC:36:ASP:HB2 2.13 0.47
3:CC:179:ARG:O 3:CC:206:GLU:HB3 2.15 0.47
4:CD:19:LEU:HD13 4:CD:19:LEU:HA 1.72 0.47
5:CE:82:VAL:HG21 5:CE:138:ALA:HA 1.96 0.47
5:CE:139:LEU:HA 5:CE:142:LEU:HD12 1.97 0.47
17:CQ:59:ILE:HG22 17:CQ:73:VAL:HA 1.96 0.47
19:CS:37:ARG:O 19:CS:70:LYS:NZ 2.44 0.47
24:CX:10:G:N2 24:CX:26:G:HYI’ 2.30 0.47
25:DA:442:G:H4’ 29:DF:46:ARG:HG3 1.96 0.47
25:DA:450:G:P 25:DA:1248:G:H22 2.38 0.47
25:DA:1188:U:H4’ 41:DV:79:-VAL:HG22 1.96 0.47
25:DA:1446:C:02 25:DA:1545:A:02’ 2.32 0.47
25:DA:1448:G:02’ 25:DA:1528(A):A:N1 2.43 0.47
25:DA:2850:A:N7 25:DA:2868:A:02’ 2.37 0.47
26:DB:2:C:02’ 26:DB:3:C:HY’ 2.14 0.47
26:DB:110:G:H2’ 26:DB:111:G:HS8 1.80 0.47
27:DD:111:LEU:HD22 | 27:DD:115:GLN:NE2 2.30 0.47
28:DE:143:ASN:HD22 | 28:DE:147:PRO:HD3 1.80 0.47
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Atom-1 Atom-2 distance (A) overlap (A)
28:DE:181:LEU:HD11 39:DT:6:LEU:HG 1.97 0.47
29:DF:116:ASP:O 29:DF:120:GLU:HG2 2.15 0.47
30:DG:138:GLN:HB3 30:DG:153:ARG:O 2.15 0.47
32:DI:66:GLU:OE2 32:DI:69:LYS:HD3 2.13 0.47
33:DN:67:LEU:O 33:DN:88:GLU:HG3 2.15 0.47
36:DQ:85:LYS:HG2 46:D0:7:LEU:HB3 1.96 0.47
54:D&:10:ALA:HB3 54:D8:62:LEU:HD21 1.97 0.47
1:AA:96:U:H2’ 1:AA:97:G:C8 2.50 0.47
1:AA:431:A:H2’ 1:AA:432:A:04 2.15 0.47
2:AB:180:LEU:C 2:AB:182:1LE:H 2.21 0.47
2:AB:210:SER:O 2:AB:214:ILE:HG12 2.15 0.47
4:AD:155:LEU:CD2 4:AD:157:LEU:H 2.28 0.47
7:AG:26:PHE:O 7:AG:30:ILE:HG13 2.15 0.47
14:AN:4:LYS:HA 14:AN:7:ILE:HG22 1.97 0.47
16:AP:52:ASP:CG 16:AP:55:ARG:HB2 2.40 0.47
25:BA:526:A:N3 25:BA:2044:C:H1’ 2.30 0.47
25:BA:657:U:H2’ 25:BA:658:C:H6 1.80 0.47
25:BA:1032:A:H2 25:BA:1122:G:H22 1.63 0.47
25:BA:1475:G:H2’ 25:BA:1476:C:C6 2.50 0.47
25:BA:2729:G:H2’ 25:BA:2730:C:04’ 2.14 0.47
36:BQ:23:GLY:O 36:BQ:101:ARG:NH1 2.48 0.47
50:B4:40:HIS:CE1 50:B4:42:PHE:HB3 2.50 0.47
52:B6:40:CYS:HA 52:B6:41:PRO:HD3 1.72 0.47
1:CA:444:.C:H2 1:CA:445:G:C8 2.50 0.47
1:CA:728:A:0P1 15:C0O:54:ARG:NH1 2.48 0.47
1:CA:1028:C:02 1:CA:1033:G:N1 2.48 0.47
1:CA:1187:G:H4’ 9:CI:111:ARG:HH11 1.80 0.47
1:CA:1330:U:H2’ 1:CA:1331:G:HY’ 1.97 0.47
7:CG:144:MET:HE2 7:CG:144:MET:HA 1.96 0.47
15:C0O:5:LYS:O 15:C0O:9:GLN:HG2 2.15 0.47
25:DA:1027:A:N6 25:DA:1126:A:C4 2.83 0.47
25:DA:1608:A:H1’ 25:DA:1610:A:0P2 2.14 0.47
25:DA:1688:U:H2’ 25:DA:1698:A:N6 2.30 0.47
25:DA:2820:A:02’ 25:DA:2821:A:0OP1 2.30 0.47
32:DI:72:LEU:HA 32:DI:75:LEU:HD23 1.97 0.47
47:D1:23:LYS:HB3 47:D1:29:GLY:HA3 1.97 0.47
47:D1:83:GLU:HA 47:D1:84:GLY:HA2 1.65 0.47
1:AA:539:A:H2’ 1:AA:540:G:C8 2.50 0.47
1:AA:636:U:H2’ 1:AA:637:G:C8 2.50 0.47
1:AA:1025:U:C2 1:AA:1036:G:06 2.68 0.47
25:BA:570:G:H2’ 25:BA:2030:A:C5H 2.50 0.47
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Atom-1 Atom-2 distance (A) overlap (A)
25:BA:576:U:05’ 25:BA:576:U:H6 1.98 0.47
25:BA:829:A:N7 25:BA:2248:C:HY’ 2.30 0.47
25:BA:889:C:H2’ 25:BA:889:C:0P2 2.15 0.47
28:BE:34:VAL:HG21 28:BE:78:LEU:HD11 1.96 0.47
44:BY:5:-MET:HG2 44:BY:30:VAL:HG11 1.97 0.47
1:CA:1252:A:H61 1:CA:1285:A:H61 1.61 0.47
2:CB:19:HIS:CE1 2:CB:206:ASP:HB2 2.50 0.47
11:CK:27:ASN:OD1 11:CK:28:THR:N 2.47 0.47
25:DA:385:C:02 35:DP:71:VAL:HG21 2.14 0.47
25:DA:1512:U:H2’ 25:DA:1513:C:C6 2.50 0.47
25:DA:1537:G:H2’ 25:DA:1538:G:C8 2.47 0.47
25:DA:2057:A:H2’ 25:DA:2058:A:C8 2.50 0.47
25:DA:2156:G:HS8 25:DA:2156:G:0O5’ 1.98 0.47
32:DI:12:LEU:HD22 32:DI:19:VAL:HG21 1.97 0.47
1:AA:580:U:H5” 15:A0:58:MET:HG2 1.96 0.47
1:AA:868:C:H2’ 1:AA:869:G:04’ 2.14 0.47
1:AA:1005:A:N3 1:AA:1036:G:N2 2.62 0.47
2:AB:231:GLU:HB2 2:AB:232:PRO:CD 2.38 0.47
19:AS:19:VAL:HG21 19:AS:44:-MET:HG2 1.96 0.47
25:BA:218:A:C2 25:BA:235:U:H4’ 2.50 0.47
25:BA:1607:C:H5” 25:BA:1608:A:H5’ 1.97 0.47
25:BA:1643:G:H2’ 25:BA:1644:C:04’ 2.14 0.47
25:BA:2291:U:H2’ 25:BA:2292:C:C6 2.50 0.47
25:BA:2740:A:H2’ 25:BA:2741:A:C8 2.50 0.47
34:B0O:4:PRO:O 34:BO:5:GLN:HB2 2.15 0.47
49:B3:19:GLN:OE1 49:B3:52:HIS:NE2 2.39 0.47
52:B6:39:TYR:HA 52:B6:46:HIS:HA 1.97 0.47
3:CC:82:GLU:HG2 3:CC:85:ARG:NH2 2.28 0.47
5:CE:94:ALA:HB2 5:CE:119:LEU:HG 1.98 0.47
25:DA:335:C:H4’ 44:DY:73:ARG:HD3 1.97 0.47
25:DA:571:A:N6 25:DA:2499:C:03’ 2.48 0.47
25:DA:1983:C:H2’ 25:DA:1984:G:H5” 1.96 0.47
25:DA:2138:C:H42 25:DA:2153:G:H1 1.62 0.47
30:DG:82:LEU:HA 30:DG:86:MET:SD 2.55 0.47
33:DN:91:LEU:HG 33:DN:98:VAL:HG21 1.97 0.47
45:DZ:54:HIS:HB3 45:DZ:101:PRO:HD3 1.97 0.47
1:AA:438:G:N1 1:AA:495:A:0P2 2.27 0.46
1:AA:798:G:OP1 11:AK:122:LYS:NZ 2.46 0.46
9:AI:49:PRO:HG3 9:AI:101:PHE:CD2 2.50 0.46
13:AM:83:ASP:HA 25:BA:888:C:02 2.15 0.46
25:BA:271(L):U:OP1 32:BI:50:ARG:NH1 2.42 0.46
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Atom-1 Atom-2 distance (A) overlap (A)
25:BA:1429:G:H2’ 25:BA:1430:C:C6 2.51 0.46
25:BA:1641:A:H2’ 25:BA:1642:G:04’ 2.16 0.46
25:BA:2850:A:0P2 25:BA:2866:U:H5 1.98 0.46
28:BE:144:ARG:HB3 28:BE:145:LYS:H 1.50 0.46
31:BH:149:ARG:NH1 31:BH:167:GLU:OE2 2.42 0.46
48:B2:36:ARG:O 48:B2:40:SER:N 2.40 0.46
1:CA:472:A:H5” 16:CP:80:PHE:HB3 1.97 0.46
1:CA:952:U:H2’ 1:CA:953:G:C8 2.50 0.46
1:CA:1028:C:C2 1:CA:1033:G:N1 2.83 0.46
1:CA:1122:U:C4 1:CA:1123:A:N7 2.84 0.46
1:CA:1144:G:N2 1:CA:1146:A:H62 2.13 0.46
1:CA:1468:A:H2’ 1:CA:1469:G:04’ 2.15 0.46
2:CB:207:ALA:HB3 2:CB:210:SER:HB2 1.97 0.46
4:CD:150:GLU:OE2 4:CD:151:LYS:N 2.49 0.46
13:CM:16:ASP:HB3 13:CM:34:LEU:HD11 1.96 0.46
13:CM:90:LEU:HA 13:CM:93:ARG:HG3 1.98 0.46
21:CU:7:ARG:NH1 21:CU:21:TYR:OH 2.48 0.46
25:DA:479:A:HT’ 25:DA:481:G:H5” 1.96 0.46
25:DA:839:U:H2’ 25:DA:840:C:H6 1.80 0.46
25:DA:1493:C:C5H 25:DA:2206:G:H2’ 2.50 0.46
25:DA:2206:G:H3’ 25:DA:2207:G:HS8 1.78 0.46
25:DA:2302:G:C2’ 25:DA:2303:G:H5’ 2.44 0.46
25:DA:2769:C:H2’ 25:DA:2770:G:04’ 2.15 0.46
25:DA:2838:G:C6 25:DA:2839:G:C5H 3.03 0.46
26:DB:50:G:0OP2 38:DS:62:LYS:HB2 2.14 0.46
29:DF:37:VAL:O 29:DF:41:LEU:HG 2.15 0.46
32:DI:40: THR:HG23 32:DI:43:ASN:HD21 1.79 0.46
45:D7:121:HIS:HB3 45:D7:123:ASP:O 2.15 0.46
1:AA:643:C:H2’ 1:AA:644:G:HS 1.79 0.46
1:AA:1097:C:02 1:AA:1169:A:H2 1.98 0.46
2:AB:101:MET:HA 2:AB:108:ILE:HD12 1.95 0.46
4:AD:102:ASP:OD1 4:AD:103:ASN:N 2.48 0.46
20:AT:64:ASP:0D2 20:AT:81:LYS:NZ 2.43 0.46
25:BA:2179:C:H2’ 25:BA:2180:U:C6 2.49 0.46
25:BA:2335:A:02’ 25:BA:2336:A:0P2 2.26 0.46
25:BA:2431:U:02’ 25:BA:2433:A:N7 2.46 0.46
25:BA:2467:C:H4’ 36:BQ:123:HIS:CD2 2.51 0.46
27:BD:221:VAL:HG22 | 27:BD:226:MET:HE2 1.97 0.46
31:BH:69:ARG:HG3 31:BH:70:THR:N 2.30 0.46
39:BT:33:LYS:HB3 39:BT:82:LEU:HD23 1.96 0.46
39:BT:53:ARG:NH1 39:BT:60: THR:OG1 2.48 0.46
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Atom-1 Atom-2 distance (A) overlap (A)
39:BT:112:ARG:HG3 | 39:BT:115:ARG:HH21 1.80 0.46
45:B7:145:GLU:O 45:B7:148:ASP:N 2.48 0.46
1:CA:598:U:H4’ 8:CH:94:TYR:CD2 2.50 0.46
1:CA:664:G:H22 1:CA:741:G:H1 1.62 0.46
1:CA:877:C:02 8:CH:3:THR:OG1 2.32 0.46
1:CA:1344:C:HY’ 9:CI:121:ARG:HA 1.98 0.46
1:CA:1431:C:H42 1:CA:1469:G:H1 1.63 0.46
5:CE:71:LEU:HD11 5:CE:115:VAL:HG22 1.96 0.46
11:CK:85:ARG:HG2 11:CK:112: THR:HA 1.97 0.46
25:DA:817:C:02’ 25:DA:839:U:H5” 2.14 0.46
25:DA:902:C:H2’ 25:DA:903:C:C6 2.50 0.46
25:DA:995:C:02 33:DN:3:THR:0G1 2.24 0.46
25:DA:1938:A:N3 25:DA:2605:U:02’ 2.44 0.46
27:-DD:2:ALA:HB3 27:DD:20:ASP:HB3 1.97 0.46
38:DS:7:-TYR:CE2 38:DS:11:LYS:HE2 2.51 0.46
44:DY:102:CYS:SG 44:DY:104:GLY:N 2.78 0.46
45:DZ:108:PRO:HB3 45:D7:144.LEU:HD12 1.97 0.46
50:D4:26:SER:OG 50:D4:27:- THR:N 2.46 0.46
1:AA:107:G:H2’ 1:AA:108:G:04’ 2.15 0.46
1:AA:278:G:C2 17:AQ:95: TYR:HD2 2.33 0.46
1:AA:429:U:HYT’ 1:AA:430:A:H5” 1.97 0.46
1:AA:430:A:0P2 4:AD:8:VAL:HG12 2.15 0.46
1:AA:1060:C:N4 3:AC:2:GLY:HA3 2.30 0.46
3:AC:114:PRO:HD3 3:AC:183:ASP:OD1 2.16 0.46
25:BA:969:U:H2’ 25:BA:970:C:C6 2.50 0.46
33:BN:42:TRP:HD1 33:BN:48:MET:HE1 1.80 0.46
36:BQ:54:MET:HE2 36:BQ:54:MET:HB2 1.83 0.46
38:BS:15:ARG:O 38:BS:19:LYS:HG2 2.15 0.46
1:CA:193:C:H2’ 1:CA:194:C:C6 2.51 0.46
1:CA:601:C:H2 1:CA:602:A:C8 2.50 0.46
1:CA:673:G:H2’ 1:CA:674:G:C8 2.49 0.46
1:CA:689:C:H42 1:CA:698:G:H1 1.62 0.46
1:CA:1185:G:C2 1:CA:1186:G:H1’ 2.50 0.46
1:CA:1530:G:OP1 1:CA:1530:G:H4’ 2.14 0.46
2:CB:8:LYS:HE2 2:CB:51:LEU:HD13 1.96 0.46
3:CC:45:LYS:H 3:CC:45:LYS:HE3 1.79 0.46
9:CI:23:ASN:HD22 9:CI:25:LYS:H 1.61 0.46
25:DA:415:A:H2’ 25:DA:416:C:H6 1.80 0.46
25:DA:467:G:OP1 53:D7:33:ARG:NH1 2.48 0.46
25:DA:664:C:OP2 60:DA:4171:HOH:O 2.20 0.46
26:DB:90:A:N7 26:DB:91:C:H1’ 2.30 0.46
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Atom-1 Atom-2 distance (A) overlap (A)
38:DS:28:VAL:HG11 38:DS:98:VAL:HG13 1.98 0.46
1:AA:222:U:H2’ 1:AA:223:U:C6 2.50 0.46
1:AA:384:G:H2’ 1:AA:385:C:C6 2.50 0.46
1:AA:958:A:C6 19:AS:55:LYS:HB2 2.51 0.46
1:AA:1414:U:H3 1:AA:1486:G:H1 1.64 0.46
20:AT:45:GLN:HE21 20:AT:45:GLN:HB3 1.54 0.46
25:BA:459:U:H5” 53:B7:40: TRP:CD2 2.50 0.46
25:BA:1675:C:N3 28:BE:128:SER:OG 2.49 0.46
38:BS:62:LYS:HB3 38:BS:97:ARG:NE 2.31 0.46
43:BX:65:ARG:HH11 43:BX:70:LEU:HD21 1.79 0.46
45:B7:28:-MET:HE1 45:B7:61:LEU:HD21 1.98 0.46
1:CA:176:C:H2’ 1:CA:177:C:C6 2.50 0.46
1:CA:922:G:H2’ 1:CA:923:A:C8 2.50 0.46
1:CA:1469:G:H2’ 1:CA:1470:G:C8 2.50 0.46
1:CA:1502:A:H2 1:CA:1505:G:H1 1.63 0.46
1:CA:1510:U:H2’ 1:CA:1511:G:C8 2.51 0.46
4:CD:61:LYS:HZ1 4:.CD:72:GLU:CD 2.22 0.46
9:CI:37:PHE:HB3 9:CI:43:ALA:CB 2.45 0.46
9:CI:70:LYS:O 9:CL:74:ILE:HG13 2.16 0.46
25:DA:528:A:H2 25:DA:2042:A:H2’ 1.79 0.46
25:DA:1336:A:H2’ 25:DA:1337:G:H8 1.81 0.46
25:DA:2392:A:N3 35:DP:61:ARG:HG2 2.31 0.46
25:DA:2630:G:H1 25:DA:2788:C:H42 1.63 0.46
33:DN:123: TYR:CE2 33:DN:129:PRO:HD2 2.51 0.46
34:DO:1:MET:HG3 34:D0O:67:LYS:HG2 1.96 0.46
36:DQ:22:LYS:N 36:DQ:22:LYS:HE2 2.31 0.46
38:DS:15:ARG:HE 38:DS:88:ASP:CG 2.23 0.46
47:D1:53:VAL:HG22 47:D1:74:VAL:HG13 1.97 0.46
49:D3:5:LYS:HE3 49:D3:57:GLU:CD 2.39 0.46
2:AB:24:TRP:CZ3 2:AB:26:PRO:HA 2.50 0.46
3:AC:64:VAL:HG22 3:AC:66:VAL:HG23 1.96 0.46
12:AL:52:LEU:O 12:AL:54:LYS:NZ 2.47 0.46
12:AL:116:SER:OG 60:AL:303:HOH:O 2.21 0.46
25:BA:1204:A:H61 25:BA:1240:U:H2’ 1.80 0.46
25:BA:1448:G:H1’ 25:BA:1528:A:N1 2.31 0.46
25:BA:2438:U:02’ 25:BA:2440:C:OP1 2.29 0.46
26:BB:13:A:N1 26:BB:69:G:02’ 2.45 0.46
43:BX:54:VAL:HG22 43:BX:81:VAL:HG12 1.96 0.46
54:B8:33:ASN:HA 54:B&:36:LYS:HD2 1.97 0.46
1:CA:540:G:H2’ 1:CA:541:G:HS8 1.80 0.46
1:CA:659:U:H2’ 1:CA:660:G:04’ 2.16 0.46
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Atom-1 Atom-2 distance (A) overlap (A)
1:CA:1227:A:H8 1:CA:1227:A:H3’ 1.80 0.46
1:CA:1247:U:HYT’ 1:CA:1291:G:N2 2.30 0.46
1:CA:1298:C:H4’ 1:CA:1299:A:C4 2.50 0.46
3:CC:116:VAL:HG22 3:CC:140:ARG:HH22 1.81 0.46
11:CK:20: TYR:CZ 11:CK:83:ILE:HD12 2.51 0.46
12:CL:109:GLY:HA3 12:CL:121:GLY:O 2.15 0.46
19:CS:50:ALA:HA 19:CS:58:VAL:O 2.15 0.46
25:DA:1230:C:H2’ 25:DA:1231:G:HS8 1.80 0.46
25:DA:2809:A:H2’ 25:DA:2810:A:C8 2.51 0.46
27:DD:164:GLN:NE2 | 27:DD:176:ARG:HH12 2.14 0.46
42:DW:86:LEU:HD22 42:DW:96:1LE:HD11 1.98 0.46
45:D7:69: THR:HG22 45:D7:90:VAL:HA 1.98 0.46
52:D6:35:GLU:HA 52:D6:49:HIS:O 2.16 0.46
1:AA:98:G:H2’ 1:AA:99:U:04’ 2.16 0.46
1:AA:189(A):C:N4 1:AA:189(J):G:H1 2.14 0.46
1:AA:858:G:06 1:AA:869:G:H3’ 2.16 0.46
1:AA:1001(A):G:C6 1:AA:1002:G:C5 3.04 0.46
1:AA:1030(C):G:H2’ 1:AA:1030(D):A:C8 2.50 0.46
1:AA:1318:A:0P1 19:AS:7:LYS:NZ 2.29 0.46
1:AA:1452:C:02’ 1:AA:1456:G:H5” 2.16 0.46
6:AF:11:ASN:HB3 6:AF:14:LEU:HG 1.98 0.46
15:A0:61:GLY:O 15:A0:65:ARG:HG3 2.16 0.46
25:BA:143(A):C:H2’ 25:BA:144:C:H6 1.80 0.46
25:BA:2633:G:H2’ 25:BA:2634:G:04’ 2.16 0.46
27:BD:275:LYS:HB3 27:BD:276:LYS:H 1.37 0.46
28:BE:105: THR:HG21 28:BE:164:ARG:CZ 2.45 0.46
44:BY:9:LYS:HA 44:BY:10:GLY:HA2 1.60 0.46
45:B7:161:VAL:HG13 45:B7:161:VAL:O 2.16 0.46
R:CH:29:SER:HB3 8:CH:32:LYS:HG3 1.96 0.46
14:CN:26:ARG:HB3 14:CN:43:CYS:SG 2.55 0.46
25:DA:1811:G:H2’ 25:DA:1812:A:04’ 2.16 0.46
25:DA:2312:U:H4’ 30:DG:71:THR:HB 1.96 0.46
25:DA:2382:G:H21 54:D&:42:ARG:NH2 2.13 0.46
25:DA:2682:U:H5’ 28:DE:11:MET:O 2.16 0.46
25:DA:2712:U:H2’ 25:DA:2714:G:H5” 1.97 0.46
25:DA:2850:A:H2’ 25:DA:2851:A:C8 2.50 0.46
27:-DD:133:LEU:HD12 27:DD:189:CYS:HB2 1.98 0.46
50:D4:53:GLU:HG2 50:D4:54:GLY:N 2.31 0.46
1:AA:255:G:C6 1:AA:256:U:C4 3.03 0.46
5:AE:51:VAL:O 5:AE:55:VAL:HG23 2.16 0.46
10:AJ:11:PHE:HE1 10:AJ:67:- THR:HG22 1.80 0.46
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Atom-1 Atom-2 distance (A) overlap (A)
13:AM:19:LEU:HA 13:AM:22:ILE:HD12 1.98 0.46
25:BA:84:A:P 44:BY:8:LYS:HD2 2.55 0.46
25:BA:222:A:H5” 25:BA:421:U:0OP1 2.16 0.46
25:BA:848:G:06 25:BA:928:G:H2’ 2.16 0.46
25:BA:2376:A:N3 38:BS:106:ARG:NH2 2.61 0.46
32:BI:1:MET:N 32:BI:21:VAL:O 2.33 0.46
1:CA:707:C:H2’ 1:CA:708:C:C6 2.50 0.46
1:CA:1003:G:H2’ 1:CA:1004:A:H1’ 1.97 0.46
2:CB:16:HIS:O 2:CB:17:PHE:HD1 1.98 0.46
2:CB:54:THR:O 2:CB:57:PHE:HB3 2.15 0.46
4:CD:173: TRP:HB3 4:CD:187:ARG:HE 1.81 0.46
8:CH:46:LYS:HG2 8:CH:64:LYS:HE2 1.97 0.46
9:CI:78:LYS:HE2 9:CI:101:PHE:CD2 2.51 0.46
9:CI:89:ASN:O 9:CI:.92:TYR:HB2 2.16 0.46
15:CO:69:TYR:CZ 15:CO:73:GLU:HG3 2.51 0.46
18:CR:52:PRO:HB2 18:CR:54:ARG:HG2 1.97 0.46
25:DA:952:G:P 36:DQ:16:ARG:HH22 2.38 0.46
25:DA:991:C:H42 25:DA:1163:G:H1 1.63 0.46
25:DA:1301:A:H2 25:DA:1626:G:N3 2.13 0.46
25:DA:1472:A:H2’ 25:DA:1473:G: 04’ 2.16 0.46
25:DA:1619:G:N7 60:DA:4281:HOH:O 2.36 0.46
25:DA:1697:G:OP2 25:DA:1698:A:02’ 2.28 0.46
25:DA:2126:A:H4’ 25:DA:2127:G:OP1 2.15 0.46
30:DG:96:ARG:O 30:DG:99:MET:HB3 2.15 0.46
49:D3:10:LYS:HG2 60:D3:4001:HOH:O 2.15 0.46
1:AA:347:G:02’ 1:AA:348:G:OP1 2.33 0.46
1:AA:1296:C:H5” 13:AM:14:ARG:HD2 1.96 0.46
25:BA:1170:G:C2 25:BA:1171:G:H1’ 2.50 0.46
25:BA:1270:C:02’ 25:BA:1648:C:0P2 2.30 0.46
25:BA:1774:C:05’ 25:BA:1774:C:H6 1.99 0.46
25:BA:2103:C:N4 25:BA:2186:G:H1 2.10 0.46
1:CA:405:U:P 4:CD:3:ARG:NH2 2.89 0.46
1:CA:720:C:H2’ 1:CA:721:G:C8 2.51 0.46
1:CA:1126:U:H4’ 1:CA:1281:U:H1’ 1.97 0.46
1:CA:1352:C:0OP1 21:CU:3:LYS:NZ 2.39 0.46
1:CA:1366:C:H2’ 1:CA:1367:C:C6 2.51 0.46
1:CA:1496:C:H4’ 25:DA:1920:C:02’ 2.16 0.46
2:CB:125:PRO:HB2 2:CB:126:GLU:H 1.56 0.46
8:CH:78:GLN:HG2 8:CH:R0:ILE:O 2.16 0.46
25:DA:78:A:H2’ 25:DA:79:G:HS8 1.80 0.46
25:DA:431:U:H6 25:DA:431:U:05’ 1.98 0.46
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Atom-1 Atom-2 distance (A) overlap (A)
25:DA:875:G:02’ 45:D7:151:HIS:HE1 1.99 0.46
25:DA:1269:A:H2’ 25:DA:1270:C:C6 2.51 0.46
25:DA:1344:G:02’ 25:DA:1385:G:H2’ 2.16 0.46
26:DB:73:A:C4 26:DB:105:A:C2 3.04 0.46
31:DH:89:ILE:O 31:DH:129: THR:HG23 2.16 0.46
37:DR:95:THR:HG22 | 37:DR:116:LEU:HD23 1.98 0.46
45:D7:119:GLU:HB2 45:D7:122:ARG:NH1 2.29 0.46
1:AA:358:U:H2’ 1:AA:359:U:H6 1.81 0.46
1:AA:626:U:H2’ 1:AA:627:G:C8 2.51 0.46
1:AA:924:.C:H2’ 1:AA:925:G:HS8 1.81 0.46
1:AA:946:A:02 1:AA:1333:A:N3 2.40 0.46
1:AA:1006:C:H42 1:AA:1023:G:H1 1.64 0.46
1:AA:1089:G:H1 1:AA:1096:C:N4 2.14 0.46
3:AC:156:ARG:H 3:AC:196:LEU:HD22 1.81 0.46
13:AM:16:ASP:N 13:AM:16:ASP:OD1 2.49 0.46
25:BA:185:U:H4’ 25:BA:218:A:H4’ 1.97 0.46
25:BA:1496:A:N3 25:BA:1577:C:02’ 2.35 0.46
25:BA:18R82:C:H2’ 25:BA:1883:G:04’ 2.15 0.46
25:BA:2055:C:02 60:BA:4028:HOH:O 2.21 0.46
37:BR:44:LEU:HD22 37:BR:48:VAL:HG23 1.98 0.46
44:BY:43:ASN:HD22 44:BY:43:ASN:HA 1.55 0.46
44:BY:56:PRO:C 44:BY:58:GLY:H 2.24 0.46
50:B4:49:PHE:HB3 50:B4:50:VAL:H 1.53 0.46
54:B8:62:LEU:HB3 54:B&:65:GLU:CG 2.41 0.46
1:CA:581:G:N2 1:CA:759:A:0P2 2.41 0.46
1:CA:608:A:H4’ 16:CP:32:TYR:OH 2.15 0.46
1:CA:742:G:0P2 15:C0O:35:ARG:NH2 2.49 0.46
1:CA:1095:U:C4 1:CA:1096:C:C4 3.04 0.46
1:CA:1119:C:N3 1:CA:1154:G:06 2.48 0.46
1:CA:1237:C:H5” 1:CA:1238:A:04’ 2.16 0.46
1:CA:1367:C:02’ 10:CJ:48: THR:OG1 2.34 0.46
7:CG:153:HIS:HE1 11:CK:57:THR:HG22 1.81 0.46
9:CI:15:ALA:HB2 9:CI:65:VAL:HG23 1.97 0.46
10:CJ:16:LEU:HD13 10:CJ:70:ARG:HG2 1.97 0.46
25:DA:796:C:H2’ 25:DA:797:C:C6 2.51 0.46
25:DA:924:C:H2’ 25:DA:925:C:C6 2.51 0.46
25:DA:1803:A:N1 25:DA:1822:G:02’ 2.47 0.46
25:DA:2037:G:02’ 25:DA:2038:G:H5’ 2.16 0.46
25:DA:2165:G:H2’ 25:DA:2166:G:C8 2.51 0.46
25:DA:2330:G:H2’ 25:DA:2331:G:04’ 2.16 0.46
25:DA:2412:A:H2’ 25:DA:2413:G:04’ 2.16 0.46
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Atom-1 Atom-2 distance (A) overlap (A)
25:DA:2747:G:HT’ 25:DA:2757:A:H61 1.81 0.46
25:DA:2773:C:H2’ 25:DA:2774:C:H6 1.81 0.46
25:DA:2889:C:H3’ 25:DA:2891:G:C8 2.51 0.46
32:DI:114:LEU:HD11 32:DI:128:LEU:HB3 1.98 0.46
33:DN:10:GLU:HA 33:DN:11:PRO:HD2 1.70 0.46
46:D0:24:LYS:HE2 46:D0:24:LYS:HA 1.97 0.46
1:AA:126:G:H4’ 1:AA:634:C:02 2.16 0.46
1:AA:266:G:03’ 17:AQ:67:LYS:HB2 2.16 0.46
1:AA:826:C:H2’ 1:AA:R27:U:H6 1.81 0.46
1:AA:999:C:H2’ 1:AA:1000:U:04’ 2.15 0.46
1:AA:1445:C:N4 1:AA:1457:G:H1 2.14 0.46
1:AA:1515:C:H2’ 1:AA:1516:G:C8 2.51 0.46
25:BA:848:G:C4 25:BA:933:A:HS 2.34 0.46
25:BA:1227:G:OP1 40:BU:13:LYS:HE3 2.16 0.46
25:BA:1359:A:N3 25:BA:1359:A:HY’ 2.31 0.46
25:BA:1759:A:H1’ 25:BA:2711:A:C2 2.51 0.46
25:BA:2238:G:H2’ 25:BA:2238:G:N3 2.31 0.46
30:BG:179:PRO:HB2 50:B4:42:PHE:HE1 1.80 0.46
37:BR:26:LYS:HE2 37:BR:70:LEU:O 2.16 0.46
51:B5:11: THR:HG23 51:B5:15:ARG:HB3 1.96 0.46
1:CA:145:G:H1 1:CA:177:C:H42 1.63 0.46
1:CA:926:G:N2 22:CV:16:A:0P1 2.48 0.46
1:CA:1203:C:H2’ 1:CA:1204:A:04 2.15 0.46
2:CB:120:ALA:C 2:CB:122:PHE:N 2.73 0.46
3:CC:38:ARG:O 3:CC:42:LEU:N 2.39 0.46
5:CE:68:GLU:HG3 5:CE:70:PRO:HD3 1.98 0.46
6:CF:67:-MET:HE1 6:CEF:75:LEU-HG 1.97 0.46
16:CP:4:1LE:HG13 16:CP:64:ALA:HB1 1.97 0.46
19:CS:32:LYS:HE2 19:CS:57:HIS:CD2 2.51 0.46
25:DA:251:A:ChH 25:DA:252:G:HT’ 2.51 0.46
25:DA:1319:G:C6 25:DA:1320:C:N4 2.84 0.46
25:DA:1587:A:H2’ 25:DA:1588:C:C6 2.51 0.46
25:DA:1630:G:H2’ 25:DA:1631:C:C6 2.51 0.46
25:DA:2349:G:OP1 60:DA:4065:HOH:O 2.21 0.46
25:DA:2615:U:N1 51:D5:7:PRO:HA 2.31 0.46
26:DB:27:C:03’ 38:DS:36: TYR:OH 2.33 0.46
28:DE:6:GLY:HA2 28:DE:28:ALA:HA 1.98 0.46
31:DH:46:GLU:HB2 31:DH:49:VAL:HG12 1.97 0.46
36:DQ:75: THR:HG21 36:DQ:87:LYS:NZ 2.31 0.46
54:D8:32:LEU:O 54:D8:36:LYS:HE3 2.16 0.46
1:AA:283:C:H2’ 1:AA:284:G:04’ 2.17 0.45
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Atom-1 Atom-2 distance (A) overlap (A)
1:AA:757:U:H2 1:AA:758:G:04’ 2.15 0.45
1:AA:978:A:02’ 1:AA:1322:C:N3 2.49 0.45
1:AA:1030(B):C:H2’ 1:AA:1030(B):C:02 2.16 0.45
1:AA:1216:G:H5” 14:AN:5:ALA:CB 2.46 0.45
4:AD:164:ALA:O 4:AD:168:ARG:NH1 2.46 0.45
7:AG:26:PHE:CE2 7:AG:30:ILE:HD11 2.51 0.45
16:AP:38:TYR:CZ 16:AP:50:LYS:HB2 2.52 0.45
20:AT:16:HIS:O 20:AT:19:SER:OG 2.32 0.45
25:BA:271(A):A:H61 25:BA:271(X):G:HY’ 1.81 0.45
25:BA:1203:G:02’ 25:BA:1242:A:N6 2.44 0.45
25:BA:1287:A:N1 25:BA:1648:C:02’ 2.47 0.45
25:BA:1680:U:H2’ 25:BA:1681:G:04’ 2.16 0.45
25:BA:2275:C:02 36:BQ:85:LYS:HG3 2.17 0.45
28:BE:115:GLY:O 28:BE:119:ARG:HB2 2.17 0.45
30:BG:27:ASN:HB3 30:BG:30:GLU:HB2 1.98 0.45
36:BQ:43: THR:HG22 36:BQ:94:VAL:HG12 1.99 0.45
39:BT:19:LEU:HD12 39:BT:78:LEU:HD13 1.97 0.45
50:B4:59:PHE:HB2 50:B4:62:ARG:HH12 1.82 0.45
1:CA:109:A:H2’ 1:CA:326:G:N2 2.31 0.45
1:CA:407:G:OP1 4:CD:115:ARG:NH2 2.49 0.45
1:CA:1024:G:C2’ 1:CA:1025:U:H5” 2.45 0.45
1:CA:1100:C:H2’ 1:CA:1102:A:05’ 2.16 0.45
3:CC:A4T:-LEU:CB 3:CC:52:LEU:HB2 2.46 0.45
25:DA:506:G:03’ 25:DA:507:A:HS8 1.99 0.45
25:DA:637:A:H2’ 35:DP:117:GLU:OE2 2.16 0.45
25:DA:2134:A:H3’ 25:DA:2135:A:C8 2.51 0.45
25:DA:2206:G:0P2 25:DA:2206:G:H4’ 2.16 0.45
25:DA:2774:C:H2’ 25:DA:2775:A:04’ 2.16 0.45
25:DA:2776:A:H4’ 25:DA:2777.G:H5” 1.97 0.45
25:DA:2849:U:P 39:DT:95:ARG:HH12 2.39 0.45
25:DA:2886:G:H2’ 25:DA:2887:U:C6 2.51 0.45
34:DO:75:SER:OG 39:DT:74:ARG:NH1 2.49 0.45
35:DP:52:GLU:HG2 54:D&:57:ARG:HH12 1.81 0.45
45:D7:99:TYR:HA 45:D7:124:1LE:O 2.16 0.45
54:D8&:6: THR:HG22 54:D8&:63:PRO:HD2 1.97 0.45
1:AA:147:G:C4 1:AA:148:G:C8 3.04 0.45
1:AA:651:C:N4 1:AA:652:U:04 2.49 0.45
1:AA:920:U:H2 1:AA:921:U:C6 2.50 0.45
1:AA:1151:A:N3 10:AJ:39:PRO:HG3 2.31 0.45
1:AA:1241:G:H1 1:AA:1296:C:N4 2.14 0.45
1:AA:1295:G:H2’ 1:AA:1296:C:H5’ 1.98 0.45
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Atom-1 Atom-2 distance (A) overlap (A)
4:AD:173:TRP:CD1 4:AD:173:TRP:H 2.33 0.45
6:AF:100:ASN:HB2 18:AR:28:GLU:HA 1.98 0.45
22:AV:19:U:H2’ 22:AV:20:U.C6 2.51 0.45
25:BA:278:A:H2’ 25:BA:279:C:C6 2.51 0.45
25:BA:848:G:N3 25:BA:933:A:H1’ 2.31 0.45
25:BA:2695:C:H2’ 25:BA:2696:U:H6 1.81 0.45
25:BA:2712:U:H2’ 25:BA:2714:G:H5” 1.99 0.45
25:BA:2771:C:H2’ 25:BA:2772:C:C6 2.51 0.45
35:BP:100:LEU:HD12 | 35:BP:112:LEU:HD11 1.98 0.45
37:BR:38:VAL:HG12 37:BR:42:LYS:HE3 1.98 0.45
39:BT:37:GLY:HA2 39:BT:38:ASN:HA 1.72 0.45
46:B0:38:VAL:HG12 46:B0:40:GLN:HG2 1.99 0.45
51:B5:9:LYS:HD3 51:B5:9:LYS:HA 1.70 0.45
1:CA:144:G:H1 1:CA:178:C:H42 1.64 0.45
1:CA:1154:G:N7 1:CA:1155:G:C5 2.84 0.45
3:CC:110:ASN:O 3:CC:141:VAL:HG22 2.16 0.45
14:CN:32:SER:O 14:CN:32:SER:OG 2.24 0.45
25:DA:695:G:H2’ 25:DA:696:G:04’ 2.17 0.45
25:DA:1151:G:02’ 40:DU:77:SER:O 2.34 0.45
25:DA:1263:U:H1’ 51:D5:10:LYS:HG3 1.99 0.45
25:DA:2017:U:02 51:D5:10:LYS:HB2 2.15 0.45
25:DA:2023:G:H1 25:DA:2040:C:H42 1.64 0.45
25:DA:2137:C:N4 25:DA:2154:G:N1 2.47 0.45
29:DF:18:ARG:HG2 29:DF:19:GLU:H 1.81 0.45
30:DG:161: THR:HG22 30:DG:163:ALA:H 1.81 0.45
35:DP:38:GLN:O 35:DP:39:LYS:HB3 2.16 0.45
36:DQ:85:LYS:HD3 36:DQ:85:LYS:N 2.31 0.45
44:DY:5:MET:HE2 44:DY:5:MET:HB2 1.70 0.45
45:D7:59:LEU:HD12 45:D7:69: THR:HG21 1.97 0.45
53:D7:8:ASN:OD1 53:D7:11:LYS:N 2.26 0.45
55:D9:29:ASN:HB3 55:D9:32:HIS:ND1 2.30 0.45
1:AA:1024:G:H2’ 1:AA:1025:U:HY’ 1.98 0.45
4:AD:128:VAL:HG11 4:AD:138:TYR:CE2 2.51 0.45
13:AM:11:ARG:HA 13:AM:45:VAL:HB 1.98 0.45
24:AX:76:31H:H5” 60:BA:3701:HOH:O 2.17 0.45
25:BA:11:G:H2’ 25:BA:12:U:H5’ 1.97 0.45
25:BA:336:C:H2’ 25:BA:337:C:H6 1.81 0.45
25:BA:910:A:N3 25:BA:2264:C:02’ 2.41 0.45
25:BA:1341:U:0P2 25:BA:1394:U:02’ 2.27 0.45
25:BA:1507:A:02’ 25:BA:1508:A:05’ 2.33 0.45
25:BA:1557:C:0P2 25:BA:1558:A:02’ 2.24 0.45
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Atom-1 Atom-2 distance (A) overlap (A)
25:BA:2053:G:OP1 28:BE:144:ARG:HG2 2.17 0.45
25:BA:2626:C:H2’ 25:BA:2627:G:04’ 2.16 0.45
25:BA:2774:C:H2’ 25:BA:2775:A:04’ 2.15 0.45
42:BW:1:MET:HE2 42:BW:62:HIS:HB3 1.98 0.45
45:B7Z:98:-MET:HE2 45:B7Z:98:-MET:HB2 1.71 0.45
1:CA:1030(C):G:H2’ 1:CA:1030(D):A:C8 2.51 0.45
1:CA:1095:U:P 1:CA:1108:G:H1 2.38 0.45
1:CA:1123:A:H4’ 10:CJ:37:PRO:HD2 1.97 0.45
1:CA:1394:A:N6 1:CA:1501:C:H5’ 2.31 0.45
4:CD:170:VAL:HG22 4:CD:171:GLY:H 1.82 0.45
25:DA:589:C:H2’ 25:DA:590:A:HS8 1.79 0.45
25:DA:607:U:OP1 29:DF:102:PRO:HA 2.16 0.45
25:DA:1925:C:H2’ 25:DA:1926:U:H5” 1.98 0.45
25:DA:1978:A:H2’ 25:DA:1979:C:H6 1.81 0.45
25:DA:2166:G:H3’ 25:DA:2167:U:C5’ 2.40 0.45
26:DB:30:C:H2’ 26:DB:31:C:H5’ 1.97 0.45
26:DB:43:C:C4 26:DB:45:A:N6 2.84 0.45
28:DE:144:ARG:HB3 28:DE:145:LYS:H 1.46 0.45
29:DF:192:LEU:HD13 | 29:DF:194:MET:HE2 1.98 0.45
32:DI:48:GLU:HG3 32:DI:52:ARG:NH1 2.32 0.45
32:DI:77:LEU:HG 32:DI:101:LEU:HD12 1.99 0.45
43:DX:43:VAL:HG21 43:DX:81:VAL:HG11 1.97 0.45
45:DZ:77:ASP:HA 45:DZ:84:GLU:OE2 2.16 0.45
1:AA:598:U:H4’ 8:AH:94:TYR:CD2 2.52 0.45
1:AA:988:G:H1 1:AA:1217:C:N4 2.13 0.45
1:AA:1321:C:02’ 19:AS:78:ARG:NH1 2.49 0.45
4:AD:201:GLN:NE2 4:AD:204:1LE:HD12 2.31 0.45
25:BA:580:C:H2’ 25:BA:581:C:C6 2.51 0.45
25:BA:2347:C:H2’ 25:BA:2348:U:C6 2.52 0.45
25:BA:2747:G:06 25:BA:2755:C:H5” 2.16 0.45
27:BD:215:LEU:HB2 27:BD:217:ARG:HG3 1.98 0.45
43:BX:94:GLY:N 43:BX:95:LEU:HA 2.31 0.45
52:B6:35:GLU:HG2 52:B6:50:ARG:HD3 1.99 0.45
1:CA:189(C):C:H2 1:CA:189(D):C:04’ 2.16 0.45
1:CA:523:A:H61 12:CL:92:ASP:HB2 1.82 0.45
1:CA:608:A:H4’ 16:CP:32:TYR:HH 1.81 0.45
1:CA:827:U:H5” 1:CA:828:A:0P2 2.16 0.45
1:CA:1011:G:C6 1:CA:1012:U:C2 3.05 0.45
6:CF:100:ASN:ND2 18:CR:23:LYS:HE2 2.31 0.45
8:CH:119:LEU:HB3 8:CH:123:GLU:HB2 1.99 0.45
18:CR:33:ASP:0OD2 18:CR:36:ASN:HB2 2.16 0.45
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Atom-1 Atom-2 distance (A) overlap (A)
25:DA:774:A:N3 25:DA:774:A:H2’ 2.31 0.45
25:DA:855:G:C6 25:DA:856:C:N4 2.84 0.45
25:DA:1405:U:H2’ 25:DA:1406:U:C6 2.51 0.45
25:DA:1877:A:HY’ 25:DA:1878:G:0OP2 2.17 0.45
28:DE:48:GLN:HG3 28:DE:80:GLU:HG2 1.98 0.45
29:DF:101:LEU:O 29:DF:106:ARG:NH1 2.45 0.45
30:DG:106:LEU:HA 30:DG:110:ALA:HB3 1.99 0.45
31:DH:124:GLU:OE1 31:DH:132:ARG:HB3 2.16 0.45
45:DZ:10:ARG:HG3 45:D7:36:LYS:HB3 1.97 0.45
1:AA:347:G:02’ 1:AA:348:G:P 2.74 0.45
1:AA:955:U:0OP1 13:AM:120:LYS:HD2 2.17 0.45
1:AA:1124:G:N7 1:AA:1145:C:02’ 2.47 0.45
1:AA:1246:C:N3 1:AA:1291:G:N2 2.51 0.45
3:AC:181:ASN:C 3:AC:181:ASN:HD22 2.24 0.45
4:AD:158:ILE:HG12 4:AD:159:ARG:N 2.31 0.45
4:AD:173: TRP:HA 4:AD:187:ARG:NE 2.31 0.45
5:AE:24:ARG:HE 5:AE:24:ARG:HB3 1.65 0.45
7:AG:45:ASP:O 7:AG:49:ILE:HG13 2.15 0.45
10:AJ:38:ILE:H 10:AJ:38:ILE:HG13 1.54 0.45
25:BA:11:G:H2’ 25:BA:12:U:CY’ 2.46 0.45
25:BA:299:A:N1 25:BA:322:A:02’ 2.32 0.45
25:BA:621:A:0P2 35:BP:108:LYS:NZ 2.45 0.45
25:BA:1364:G:N7 47:B1:3:LYS:HE2 2.31 0.45
25:BA:2140:C:N3 25:BA:2151:G:C6 2.84 0.45
25:BA:2691:C:03’ 25:BA:2871:C:H4’ 2.17 0.45
25:BA:2791:C:H2’ 25:BA:2792:G:HS 1.81 0.45
30:BG:23:PHE:HB2 30:BG:25: TYR:CE1 2.51 0.45
31:BH:116:GLU:HG3 31:BH:117:PRO:HD2 1.97 0.45
32:BI:135:GLU:C 32:BI:137:PRO:HD3 2.40 0.45
44:BY:92:ASN:H 44:BY:92:ASN:ND2 2.14 0.45
52:B6:25:LYS:NZ 52:B6:51:GLU:OE2 2.42 0.45
1:CA:279:A:0P2 17:CQ:95:TYR:OH 2.32 0.45
1:CA:444:C:02 1:CA:490:G:N1 2.49 0.45
3:CC:137:ALA:HA 3:CC:140:ARG:HH11 1.82 0.45
3:CC:140:ARG:CZ 3:CC:140:ARG:HB2 2.46 0.45
5:CE:43:LEU:HB3 5:CE:136:MET:SD 2.57 0.45
5:CE:76:ILE:O 5:CE:93:PRO:HB3 2.17 0.45
6:CF:61:LEU:HG 6:CF:63: TYR:CE1 2.51 0.45
9:CI:51:ARG:NH1 9:CI:56:LEU:HD21 2.32 0.45
15:CO:85:LEU:HB3 15:CO:87:ILE:HG13 1.97 0.45
25:DA:572:A:N7 60:DA:4291:HOH:O 2.36 0.45
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Atom-1 Atom-2 distance (A) overlap (A)
25:DA:2051:A:H5’ 25:DA:2578:G:04’ 2.16 0.45
25:DA:2130:U:H3 25:DA:2159:G:N2 2.15 0.45
27:DD:43:ARG:HA 27:DD:48:ARG:O 2.16 0.45
1:AA:189(A):C:H42 1:AA:189(J):G:H1 1.64 0.45
1:AA:193:C:H4’ 20:AT:61:SER:HB2 1.99 0.45
1:AA:258:G:H2’ 1:AA:259:G:H8 1.81 0.45
1:AA:461:A:02° 1:AA:470:C:HY 2.16 0.45
1:AA:952:U:H2’ 1:AA:953:G:C8 2.52 0.45
1:AA:1030(A):G:H2’ 1:AA:1030(C):G:0P2 2.17 0.45
2:AB:215:LEU:O 2:AB:219:VAL:HG23 2.17 0.45
25:BA:27:G:02’ 25:BA:28:A:0P2 2.31 0.45
25:BA:45:C:0OP2 25:BA:215:G:H5’ 2.17 0.45
25:BA:307:G:H21 25:BA:330:A:H62 1.65 0.45
25:BA:784:A:C8 25:BA:792:G:C5H 3.05 0.45
25:BA:2369:A:H2’ 25:BA:2370:G:C8 2.51 0.45
33:BN:112:LEU:O 33:BN:116:LEU:HG 2.16 0.45
44:BY:47:-LYS:NZ 44:BY:48:ALA:O 2.48 0.45
45:B7:146:1LE:HA 45:B7:147:GLY:HA2 1.75 0.45
49:B3:22:ALA:HB2 49:B3:49:LYS:HD3 1.99 0.45
1:CA:1133:G:H2’ 1:CA:1134:G:C8 2.50 0.45
7:CG:152:ALA:O 7:CG:155:ARG:HB3 2.16 0.45
9:CL:71:SER:HA 9:CI:74:ILE:HD12 1.99 0.45
11:CK:34:ASP:OD1 11:CK:38:ASN:N 2.46 0.45
17:CQ:62:SER:OG 17:CQ:72:ARG:HD3 2.16 0.45
17:CQ:92:ARG:NH1 17:CQ:95:TYR:OH 2.50 0.45
25:DA:29:U:H2’ 25:DA:30:G:C8 2.51 0.45
25:DA:329:G:H8 25:DA:329:G:OP1 1.99 0.45
25:DA:586:A:N1 25:DA:809:G:02’ 2.39 0.45
25:DA:2173:A:C2 25:DA:2174:C:HY’ 2.52 0.45
25:DA:2443:C:OP1 29:DF:68:LYS:HD3 2.17 0.45
27:DD:108:PRO:HB3 27:DD:143:HIS:CE1 2.52 0.45
32:DI:48:GLU:HG3 32:DI:52:ARG:HH11 1.81 0.45
40:DU:112:ARG:H 40:DU:112:ARG:HG2 1.52 0.45
44:DY:43:ASN:OD1 44:DY:65:ALA:HB3 2.16 0.45
1:AA:300:A:H2’ 1:AA:301:G:04’ 2.17 0.45
1:AA:840:C:H4’ 1:AA:841:U:OP1 2.14 0.45
1:AA:1003:G:N2 1:AA:1038:C:C4 2.85 0.45
1:AA:1144:G:N2 1:AA:1146:A:H62 2.15 0.45
1:AA:1149:C:0OP1 9:Al:14:VAL:HG11 2.17 0.45
2:AB:19:HIS:HA 2:AB:39:ILE:HG23 1.98 0.45
6:AF:76:ALA:O 6:AF:80:ARG:HG3 2.16 0.45
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Atom-1 Atom-2 distance (A) overlap (A)
8:AH:31:PHE:O 8:AH:35:ILE:HG12 2.17 0.45
11:AK:20: TYR:HB2 11:AK:31:THR:HG23 1.99 0.45
13:AM:108:ARG:O 13:AM:112:GLY:N 2.44 0.45
15:A0:8:LYS:O 15:A0:12:ILE:HG13 2.17 0.45
25:BA:1022:G:N7 33:BN:66:LYS:HE2 2.32 0.45
25:BA:1754:C:N3 25:BA:2716:U:02’ 2.45 0.45
25:BA:2124:G:N1 25:BA:2174:C:N4 2.30 0.45
28:BE:29:GLY:H 28:BE:93:VAL:HG13 1.80 0.45
29:BF:20:LEU:HD22 29:BF:21:ALA:H 1.82 0.45
32:BI:57:ARG:HD3 32:BI:58:LEU:N 2.31 0.45
37:BR:67:LEU:O 37:BR:71:GLN:N 2.48 0.45
1:CA:858:G:N1 1:CA:870:U:OP2 2.37 0.45
1:CA:1154:G:06 1:CA:1155:G:C6 2.70 0.45
13:CM:57:ARG:NH1 50:D4:17:GLY:HA3 2.31 0.45
25:DA:531:C:H4’ 25:DA:532:A:H5” 1.97 0.45
25:DA:675:A:N3 25:DA:2443:C:02’ 2.45 0.45
25:DA:977:G:N3 25:DA:1001:A:H2 2.15 0.45
25:DA:1288:U:C2 25:DA:1327:C:02 2.70 0.45
25:DA:1449:A:0P2 25:DA:1449:A:HS 1.99 0.45
25:DA:2262:U:H4’ 25:DA:2328:A:C2 2.51 0.45
25:DA:2713:A:0P2 25:DA:2713:A:H4’ 2.16 0.45
31:DH:127:GLU:HB2 31:DH:130:ARG:HB2 1.98 0.45
35:DP:97:PRO:O 35:DP:101:VAL:HG23 2.16 0.45
38:DS:3:ARG:O 38:DS:4:LEU:HD23 2.17 0.45
47:D1:67:ILE:N 47:D1:68:PRO:HD2 2.32 0.45
48:D2:18:PRO:HB3 48:D2:68:ARG:NH1 2.32 0.45
1:AA:227:G:H2’ 1:AA:228:A:04° 2.17 0.45
1:AA:1028:C:C5H 1:AA:1029:C:H1’ 2.52 0.45
1:AA:1216:G:H2’ 1:AA:1217:C:H5” 1.98 0.45
1:AA:1298:C:H4’ 1:AA:1299:A:04’ 2.16 0.45
3:AC:120:VAL:O 3:AC:124:ILE:HG23 2.16 0.45
3:AC:134:ILE:HG23 3:AC:151:VAL:HB 1.99 0.45
4:AD:188:LEU:HA 4:AD:189:PRO:HD3 1.78 0.45
19:AS:63: THR:HG1 19:AS:66:MET:HE3 1.80 0.45
25:BA:2391:G:02’ 25:BA:2424:C:N4 2.38 0.45
25:BA:2530:A:N7 31:BH:172:LYS:NZ 2.62 0.45
25:BA:2679:A:H4’ 28:BE:165:VAL:HG11 1.99 0.45
49:B3:31:LEU:HD23 49:B3:31:LEU:HA 1.77 0.45
1:CA:69:G:H2’ 1:CA:70:G:H8 1.82 0.45
1:CA:322:C:02’ 20:CT:23:ARG:HD2 2.16 0.45
1:CA:628:G:C2’ 1:CA:629:G:H5’ 2.46 0.45

Continued on next page...




Page 165

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:CA:1277:C:02’ 1:CA:1279:A:C8 2.69 0.45
24:CX:65:C:H2’ 24:CX:66:C:04’ 2.17 0.45
25:DA:18:C:H2’ 25:DA:19:C:H6 1.82 0.45
25:DA:375:C:H2’ 25:DA:376:C:H6 1.79 0.45
25:DA:565:C:H2’ 25:DA:566:U:04’ 2.17 0.45
25:DA:589:C:P 35:DP:16:ARG:HH12 2.40 0.45
25:DA:1013:C:H2’ 25:DA:1014:U:C6 2.52 0.45
25:DA:1878:G:H2’ 25:DA:1879:C:C6 2.51 0.45
32:DI:9:LEU:HD13 32:DI:9:LEU:HA 1.79 0.45
40:DU:49:HIS:HA 40:DU:52:ARG:HB3 1.98 0.45
1:AA:266:G:02’ 17:AQ:67:LYS:HD3 2.17 0.45
1:AA:762:C:H2’ 1:AA:763:G:C8 2.52 0.45
1:AA:953:G:H5’ 1:AA:965:A:N6 2.32 0.45
2:AB:30:ARG:HH22 2:AB:194:PRO:HB2 1.81 0.45
24:AX:10:G:N2 24:AX:26:G:H1’ 2.32 0.45
25:BA:511:U:04 25:BA:512:G:N1 2.50 0.45
25:BA:527:C:ChH 25:BA:2779:U:H2’ 2.52 0.45
25:BA:2512:C:H2’ 25:BA:2513:G:04’ 2.17 0.45
29:BF:161:GLU:HG2 29:BF:164:ARG:NH2 2.32 0.45
1:CA:1097:C:H2’ 1:CA:1098:C:C6 2.52 0.45
6:CF:68:PRO:HG2 6:CF:71:ARG:NH1 2.32 0.45
25:DA:186:G:H2’ 25:DA:187:G:C8 2.52 0.45
25:DA:272(B):G:H2’ 25:DA:272(C):G:C8 2.51 0.45
29:DF:157:VAL:HG12 29:DF:198:ALA:HB1 1.98 0.45
36:DQ:38:GLU:HB2 36:DQ:127:ILE:HG22 1.99 0.45
38:DS:84:GLN:HG3 38:DS:111:GLU:OE2 2.17 0.45
39:DT:64:ARG:NH1 39:DT:103:ARG:HA 2.31 0.45
1:AA:112:G:H4’ 1:AA:389:A:H4’ 1.98 0.45
1:AA:675:A:HT’ 11:AK:116:HIS:CD2 2.52 0.45
6:AF:6:VAL:HG13 6:AF:90:VAL:HG22 1.99 0.45
10:AJ:62:HIS:HB3 14:AN:59:ALA:HB3 1.99 0.45
10:AJ:67:THR:O 10:AJ:67:-THR:OG1 2.35 0.45
13:AM:88:ARG:HG3 13:AM:98:VAL:CG1 2.47 0.45
25:BA:272(B):G:H2’ 25:BA:272(C):G:04 2.16 0.45
25:BA:330:A:HO2’ 25:BA:331:A:HS 1.61 0.45
25:BA:1296:G:0OP1 25:BA:2709:G:02’ 2.30 0.45
25:BA:1853:A:H2’ 25:BA:1854:A:C8 2.52 0.45
29:BF:53: THR:HG22 29:BF:56:GLU:HG3 1.98 0.45
29:BF:155:LEU:HD11 | 29:BF:176:LEU:HD12 1.99 0.45
34:BO:104:ARG:HE 39:BT:36:GLU:HG2 1.82 0.45
37:BR:29:LEU:HD12 37:BR:29:LEU:HA 1.83 0.45
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Atom-1 Atom-2 distance (A) overlap (A)
1:CA:223:U:H2’ 1:CA:224:C:H6 1.82 0.45
1:CA:543:C:C2’ 1:CA:544:G:HY’ 2.47 0.45
1:CA:838:G:N2 1:CA:848:C:N3 2.66 0.45
1:CA:984:C:05’ 1:CA:984:C:H6 2.00 0.45
2:CB:87:ARG:NH1 2:CB:230:VAL:HG11 2.33 0.45
5:CE:57:LYS:HG2 5:CE:61:TYR:CE2 2.52 0.45
13:CM:108:ARG:CZ 13:CM:114:ARG:HG2 2.47 0.45
16:CP:53:VAL:HG13 16:CP:79:VAL:HG22 1.98 0.45
25:DA:251:A:P 54:D8:7:HIS:HE?2 2.39 0.45
25:DA:277:C:02’ 25:DA:278:A:0P1 2.30 0.45
25:DA:670:A:H4’ 25:DA:671:C:05’ 2.17 0.45
25:DA:863:A:H2’ 25:DA:864:G:C8 2.52 0.45
25:DA:983:A:0P1 60:DA:4292:HOH:O 2.21 0.45
25:DA:1359:A:N1 25:DA:1372:U:04 2.50 0.45
25:DA:1474:C:H2’ 25:DA:1475:G:HS8 1.82 0.45
25:DA:1637:A:H4’ 25:DA:2711:A:02’ 2.17 0.45
25:DA:1839:G:C8 25:DA:1927:A:H1’ 2.52 0.45
27:DD:62:TYR:HA 27:DD:87:ASN:OD1 2.17 0.45
29:DF:41:LEU:O 29:DF:44:ARG:HG2 2.16 0.45
30:DG:66:GLN:OE1 30:DG:98:ARG:NE 2.47 0.45
40:DU:17:ILE:HG13 40:DU:32:PHE:CE1 2.52 0.45
1:AA:92:C:H2’ 1:AA:93:G:04’ 2.17 0.44
1:AA:881:G:0OP2 12:AL:12:ARG:NH2 2.50 0.44
1:AA:1223:C:H5” 1:AA:1224:G:H5’ 1.97 0.44
2:AB:130:ARG:HH11 2:AB:130:ARG:HG3 1.82 0.44
4:AD:128:VAL:HG12 4:AD:129:ASN:HD22 1.82 0.44
17:AQ:67:LYS:HA 17:AQ:70:ARG:HH12 1.81 0.44
18:AR:56:THR:HB 18:AR:58:LEU:HD23 1.99 0.44
25:BA:878:A:C6 25:BA:900:A:C5H 3.05 0.44
25:BA:2690:C:H5” 25:BA:2872:G:H21 1.82 0.44
27:BD:70: TRP:HB3 27:BD:190: TYR:CE1 2.52 0.44
29:BF:116:ASP:0OD2 35:BP:1:MET:N 2.35 0.44
33:BN:75:TYR:CE2 33:BN:77:GLY:HA2 2.52 0.44
36:BQ:108:GLY:HA3 | 45:BZ:116:VAL:HG13 1.99 0.44
1:CA:486:U:H2’ 1:CA:487:A:C8 2.51 0.44
1:CA:868:C:H2’ 1:CA:869:G:04’ 2.17 0.44
1:CA:1022:G:H2’ 1:CA:1023:G:H8 1.82 0.44
1:CA:1063:C:H3’ 1:CA:1064:G:H2’ 1.99 0.44
1:CA:1302:U:0OP2 13:CM:21:TYR:OH 2.33 0.44
3:CC:186:PHE:HA 3:CC:198:VAL:O 2.17 0.44
5:CE:135:THR:O 5:CE:138:ALA:HB3 2.17 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
9:CI:37:PHE:HB3 9:CI:43:ALA:HB1 1.98 0.44
17:CQ:7:THR:O 17:CQ:23:VAL:HG13 2.17 0.44
25:DA:272(D):G:H1 25:DA:364:C:H42 1.65 0.44
25:DA:887:A:H4’ 25:DA:888:C:Hb 1.82 0.44
25:DA:2134:A:H1’ 25:DA:2159:G:H21 1.82 0.44
25:DA:2292:C:0OP1 38:DS:17:ARG:NH1 2.42 0.44
25:DA:2365:G:H4’ 46:D0:60:PHE:CZ 2.52 0.44
40:DU:8:VAL:HG12 40:DU:11:ARG:NH2 2.32 0.44
45:DZ:70:LEU:O 45:D7:89:PHE:N 2.42 0.44
49:D3:7:LYS:HE3 49:D3:32:GLN:HG3 1.99 0.44
1:AA:1074:G:02’ 1:AA:1101:A:N1 2.45 0.44
1:AA:1147:C:02’ 9:Al:16:ARG:HD3 2.17 0.44
1:AA:1391:U:H2’ 1:AA:1392:G:C8 2.52 0.44
4:AD:106:TYR:HD1 4:AD:107:ARG:HD2 1.83 0.44
25:BA:77:C:0OP1 48:B2:59:ARG:HD3 2.17 0.44
25:BA:150:C:H2’ 25:BA:151:C:C6 2.52 0.44
25:BA:220:G:02’ 25:BA:233:A:N3 2.41 0.44
25:BA:978:G:C2 25:BA:986:C:C2 3.05 0.44
27:BD:17:THR:0G1 27:BD:205:VAL:N 2.32 0.44
31:BH:164: TYR:HB2 31:BH:167:GLU:HB2 1.99 0.44
32:BI:81:VAL:O 32:BI:146:ALA:HA 2.18 0.44
45:B7:56:VAL:HA 45:BZ:70:LEU:HD23 2.00 0.44
1:CA:10:A:0P2 5:CE:126:ARG:HD2 2.17 0.44
1:CA:256:U:OP1 17:CQ:17:LYS:NZ 2.37 0.44
1:CA:393:A:0P2 16:CP:12:LYS:HD2 2.17 0.44
1:CA:429:U:HT’ 1:CA:430:A:H5” 1.98 0.44
1:CA:939:G:C6 1:CA:940:C:N4 2.85 0.44
1:CA:1328:C:02’ 13:CM:29:ARG:NE 2.51 0.44
2:CB:207:ALA:O 2:CB:211:ILE:HG13 2.17 0.44
3:CC:144:SER:O 3:CC:144:SER:OG 2.36 0.44
9:CI:23:ASN:HD22 9:CI:24:GLY:H 1.66 0.44
16:CP:69: THR:O 16:CP:73:LEU:HG 2.17 0.44
24:CX:12:G:H4’ 25:DA:1908:C:02 2.17 0.44
25:DA:64:A:03 43:DX:71:GLY:HA3 2.17 0.44
25:DA:84:A:N1 25:DA:98:G:02’ 2.44 0.44
25:DA:606:U:H4’ 25:DA:658:C:H4’ 1.98 0.44
25:DA:856:C:02’ 25:DA:857:C:0OP1 2.31 0.44
25:DA:1011:G:C2 25:DA:1151:G:C2 3.06 0.44
25:DA:1264:G:OP1 51:D5:19:ARG:NH2 2.40 0.44
25:DA:1359:A:N3 25:DA:1359:A:H5’ 2.32 0.44
25:DA:1847:A:H4’ 25:DA:1848:A:0P2 2.16 0.44
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25:DA:2184:G:H2’ 25:DA:2185:C:C6 2.52 0.44
31:DH:13:LYS:HA 31:DH:14:GLY:HA2 1.60 0.44
39:DT:16:ARG:HG2 39:DT:18:ASP:OD1 2.17 0.44
50:D4:40:HIS:HB3 50:D4:43:-TYR:HB2 1.97 0.44
1:AA:134:A:H61 16:AP:25:ARG:HH12 1.63 0.44
1:AA:346:G:C4 1:AA:347:G:HY1’ 2.52 0.44
1:AA:530:G:06 22:AV:21:C:HT’ 2.17 0.44
1:AA:1090:U:H2’ 1:AA:1091:U:C6 2.52 0.44
1:AA:1133:G:C6 1:AA:1142:G:C6 3.06 0.44
1:AA:1241:G:H2’ 1:AA:1242:C:H6 1.82 0.44
2:AB:17:PHE:CD2 2:AB:44:LEU:HD21 2.53 0.44
2:AB:91:PRO:HG2 2:AB:155:LEU:HD23 2.00 0.44
3:AC:18: TRP:HE3 3:AC:18: TRP:H 1.66 0.44
23:AW:76:PPU:H92 25:BA:2584:U:H4’ 1.98 0.44
25:BA:652(F):G:N2 25:BA:652(S):C:H2’ 2.31 0.44
25:BA:897:C:H2’ 25:BA:898:C:H6 1.80 0.44
25:BA:1453:U:02’ 25:BA:1455:G:N7 2.47 0.44
25:BA:1783:A:H5’ 25:BA:2608:G:H4’ 1.99 0.44
29:BF:117:ARG:NH2 35:BP:1:MET:O 2.51 0.44
46:B0:10: THR:HB 46:B0:12: ASN:H 1.82 0.44
1:CA:229:U:02’ 16:CP:23:ASP:0OD2 2.31 0.44
1:CA:255:G:OP1 17:CQ:69:LYS:NZ 2.38 0.44
1:CA:522:C:H41 12:CL:53:ARG:NH2 2.11 0.44
1:CA:826:C:H2’ 1:CA:827:U:H6 1.83 0.44
1:CA:978:A:02’ 1:CA:1321:C:N4 2.49 0.44
1:CA:991:U:HO2’ 1:CA:992:U:P 2.40 0.44
1:CA:1156:G:HY’ 1:CA:1157:A:0P2 2.18 0.44
1:CA:1262:C:N4 1:CA:1273:G:C6 2.78 0.44
3:CC:19:GLU:O 3:CC:56:ASP:HA 2.17 0.44
17:CQ:92:ARG:O 17:CQ:95:TYR:HB2 2.18 0.44
25:DA:95:G:H4’ 48:D2:46:GLN:HA 1.98 0.44
25:DA:953:A:0P2 36:DQ:16:ARG:NH2 241 0.44
25:DA:2113:U:C2 25:DA:2169:A:N6 2.85 0.44
25:DA:2176:A:H2’ 25:DA:2177:C:C6 2.53 0.44
25:DA:2419:U:OP1 54:D8:41:ILE:HD12 2.18 0.44
25:DA:2419:U:02’ 52:D6:54:1LE:HD11 2.17 0.44
43:DX:31:HIS:CD2 43:DX:33:LYS:H 2.35 0.44
52:D6:38:LYS:HE3 52:D6:39:TYR:H 1.83 0.44
1:AA:112:G:H5’ 1:AA:389:A:02’ 2.18 0.44
1:AA:185:A:H2’ 1:AA:186:C:H6 1.80 0.44
1:AA:1007:C:N3 1:AA:1022:G:C6 2.85 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
1:AA:1125:U:C5’ 10:AJ:5:ARG:HH22 2.28 0.44
6:AF:89:MET:HE1 18:AR:72:ARG:HB3 2.00 0.44
25:BA:484:C:H2’ 25:BA:485:C:C6 2.53 0.44
25:BA:829:A:N7 25:BA:2247:A:02’ 2.46 0.44
25:BA:1213:A:N3 25:BA:1238:G:02’ 2.44 0.44
25:BA:1297:C:0OP1 25:BA:2710:C:H4’ 2.18 0.44
25:BA:2153:G:H2’ 25:BA:2154:G:HS 1.83 0.44
26:BB:114:C:02’ 38:BS:46:VAL:HG13 2.17 0.44
30:BG:148:MET:HE3 30:BG:148:MET:HB2 1.66 0.44
31:BH:85:LYS:NZ 60:BH:4001:HOH:O 2.51 0.44
45:BZ:35:ARG:HD2 45:B7:35:ARG:HA 1.69 0.44
45:BZ:155:LEU:HD12 45:B7:155:LEU:HA 1.76 0.44
1:CA:375:U:H4’ 16:CP:17:TYR:HE2 1.81 0.44
1:CA:413:G:N2 1:CA:428:G:HY1’ 2.33 0.44
1:CA:567:G:H2’ 1:CA:568:G:04’ 2.18 0.44
1:CA:922:G:C6 1:CA:923:A:C6 3.04 0.44
1:CA:1042:G:C2 1:CA:1043:C:C2 3.05 0.44
1:CA:1118:C:H2’ 1:CA:1119:C:H6 1.82 0.44
1:CA:1295:G:H2’ 1:CA:1296:C:H5’ 1.98 0.44
5:CE:136:MET:O 5:CE:140:ARG:N 2.46 0.44
14:CN:37:PHE:CE2 14:CN:44:LEU:HD13 2.52 0.44
15:CO:87:ILE:CG2 15:CO:88:ARG:H 2.29 0.44
25:DA:78:A:H2 25:DA:79:G:C8 2.53 0.44
25:DA:272(D):G:C2 25:DA:272(E):G:C8 3.05 0.44
25:DA:272(G):C:N4 25:DA:363(C):G:H1 2.02 0.44
25:DA:320:A:H4’ 25:DA:322:A:C8 2.53 0.44
25:DA:793:A:0P2 25:DA:2072:G:HY’ 2.16 0.44
25:DA:889:C:02’ 25:DA:890:A:05’ 2.33 0.44
25:DA:1411:C:H2’ 25:DA:1412:A:C8 2.53 0.44
25:DA:1657:C:H2’ 25:DA:1658:C:C6 2.53 0.44
25:DA:2270:G:H2’ 25:DA:2271:G:04’ 2.16 0.44
25:DA:2788:C:02’ 25:DA:2809:A:N3 2.46 0.44
26:DB:16:G:H1 26:DB:68:C:N4 2.16 0.44
26:DB:42:C:02’ 30:DG:66:GLN:HG2 2.17 0.44
38:DS:75:GLU:OE2 38:DS:75:GLU:N 2.29 0.44
1:AA:405:U:0P2 4:AD:3:ARG:NH1 2.51 0.44
1:AA:452:A:02 1:AA:453:A:H5” 2.18 0.44
1:AA:599:C:C2’ 1:AA:600:C:H5’ 2.47 0.44
3:AC:41:GLY:O 3:AC:45:LYS:HG2 2.18 0.44
25:BA:1165:U:H2’ 25:BA:1166:C:C6 2.53 0.44
25:BA:1406:U:H2’ 25:BA:1407:C:C6 2.53 0.44

Continued on next page...




Page 170

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
25:BA:1889:A:H2’ 25:BA:1890:A:C8 2.53 0.44
25:BA:2279:G:06 46:B0:14:ARG:HD2 2.18 0.44
25:BA:2722:G:H2’ 25:BA:2723:C:C6 2.53 0.44
31:BH:88:LEU:HD23 31:BH:165:ALA:HA 1.98 0.44
32:BI:93:THR:O 32:BI:97:ILE:HG13 2.18 0.44
50:B4:53:GLU:HG3 50:B4:54:GLY:N 2.32 0.44
1:CA:90:U:C2’ 1:CA:91:C:HY 2.47 0.44
1:CA:453:A:C6 1:CA:454:C:C4 3.06 0.44
1:CA:688:G:C6 1:CA:700:G:C2 3.06 0.44
1:CA:784:C:H4’ 25:DA:1837:C:OP1 2.17 0.44
1:CA:1005:A:HYT’ 1:CA:1025:U:C2 2.53 0.44
1:CA:1072:G:H2’ 1:CA:1073:U:C6 2.53 0.44
13:CM:14:ARG:HA 13:CM:43:THR:O 2.18 0.44
16:CP:1:MET:HE2 16:CP:1:MET:HB3 1.90 0.44
19:CS:19:VAL:O 19:CS:23:ASN:ND2 2.51 0.44
20:CT:56:MET:HG3 20:CT:57:ARG:N 2.33 0.44
25:DA:336:C:HO2’ 44:DY:35:TYR:HH 1.61 0.44
25:DA:1028:A:0P2 25:DA:1126:A:N6 2.50 0.44
25:DA:1654:A:0P1 37:DR:1:MET:HA 2.18 0.44
25:DA:2318:G:H21 38:DS:3:ARG:CZ 2.30 0.44
25:DA:2472:G:H2’ 25:DA:2475:C:H42 1.82 0.44
26:DB:41:U:C6 30:DG:69:ALA:HB1 2.53 0.44
47:D1:40:ARG:NH2 47:D1:42:GLN:HG2 2.33 0.44
1:AA:430:A:P 4:AD:8:VAL:H 2.41 0.44
2:AB:114:ARG:O 2:AB:118:LEU:HB2 2.17 0.44
3:AC:32:LEU:HD22 3:AC:59:ARG:HD3 1.99 0.44
8:AH:75:ARG:HA 8:AH:76:PRO:HD2 1.91 0.44
18:AR:24:ALA:C 18:AR:26:LEU:H 2.25 0.44
19:AS:3:ARG:NH1 19:AS:10:PHE:HB2 2.32 0.44
25:BA:376:C:H2’ 25:BA:377:C:C6 2.53 0.44
25:BA:956:G:N2 25:BA:959:A:H3’ 2.33 0.44
25:BA:1179:C:H2’ 25:BA:1180:C:H6 1.83 0.44
25:BA:1421:G:C2 25:BA:1422:G:C8 3.06 0.44
25:BA:2018:G:H21 40:BU:34:LYS:NZ 2.16 0.44
29:BF:179:GLU:CD 29:BF:179:GLU:H 2.26 0.44
33:BN:67:LEU:HD12 33:BN:67:LEU:HA 1.67 0.44
42:BW:14:PRO:HG2 42:BW:78:GLU:HG2 1.99 0.44
50:B4:63: TYR:N 50:B4:63:TYR:CD1 2.85 0.44
53:B7:24: THR:HG22 53:B7:26:GLY:H 1.82 0.44
1:CA:59:A:H3’ 1:CA:331:G:H22 1.82 0.44
1:CA:90:U:02’ 1:CA:91:C:HY 2.18 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
1:CA:130:A:N3 1:CA:263:A:02’ 2.46 0.44
1:CA:167:G:H2’ 1:CA:168:G:HS8 1.82 0.44
1:CA:377:G:H1 1:CA:386:C:H42 1.65 0.44
1:CA:839:U:02’ 1:CA:840:C:OP1 2.33 0.44
1:CA:1014:A:C2 1:CA:1219:U:HYT’ 2.52 0.44
1:CA:1469:G:H2’ 1:CA:1470:G:HS 1.82 0.44
12:CL:24:VAL:HG12 12:CL:27:LEU:HB2 1.99 0.44
24:CX:19:G:N2 24:CX:56:C:N3 2.53 0.44
25:DA:379:G:02’ 25:DA:2232:U:0OP1 2.35 0.44
25:DA:783:A:N3 25:DA:783:A:H2’ 2.31 0.44
25:DA:1468:C:H42 25:DA:1524:G:H1 1.66 0.44
25:DA:1674:G:H21 25:DA:1677:A:N6 2.16 0.44
25:DA:1900:A:0P2 60:DA:4200:HOH:O 2.21 0.44
25:DA:2315:G:H2’ 25:DA:2316:C:C6 2.53 0.44
25:DA:2552:U:05’ 25:DA:2552:U:H6 2.00 0.44
25:DA:2872:G:C2 25:DA:2873:A:N6 2.86 0.44
27:DD:123:ALA:O 27:-DD:131:LEU:HD21 2.17 0.44
31:DH:80:SER:OG 31:DH:81:GLU:OE1 2.26 0.44
35:DP:94:GLU:HG3 35:DP:124:LYS:HD3 2.00 0.44
1:AA:1030:C:N4 1:AA:1031:G:C6 2.79 0.44
18:AR:65:ILE:O 18:AR:69: THR:HG23 2.18 0.44
24:AX:23:C:H2’ 24:AX:24:U:C6 2.52 0.44
25:BA:141:A:H8 25:BA:1408:C:HO2’ 1.54 0.44
25:BA:572:A:H2’ 25:BA:573:G:04’ 2.18 0.44
25:BA:660:G:03’ 29:BF:38:ARG:NH2 2.50 0.44
25:BA:1434:A:N6 25:BA:1558:A:H62 2.10 0.44
25:BA:2304:G:H22 25:BA:2312:U:H3 1.64 0.44
32:BI:130: TYR:HD2 32:BI:138:ILE:HD12 1.83 0.44
1:CA:260:G:C6 1:CA:261:U:C4 3.06 0.44
1:CA:410:G:H5” 4:CD:30:LYS:NZ 2.33 0.44
1:CA:730:G:H5” 1:CA:731:G:0OP2 2.18 0.44
1:CA:1079:G:H2’ 1:CA:1080:A:C8 2.53 0.44
2:CB:35:GLU:HB2 2:CB:40:HIS:HD2 1.83 0.44
5:CE:41:VAL:O 5:CE:66:MET:HA 2.18 0.44
15:C0O:32:LEU:HD23 15:CO:32:LEU:HA 1.87 0.44
25:DA:614(C):A:C4 29:DF:180:GLY:HA2 2.52 0.44
25:DA:705:A:H1’ 27:DD:9:TYR:CE2 2.52 0.44
28:DE:8:LYS:NZ 28:DE:188:VAL:O 2.48 0.44
31:DH:143:GLN:HE21 | 31:DH:147:ASN:HD21 1.65 0.44
44:DY:52:SER:HB2 44:DY:53:PRO:HD2 1.98 0.44
48:D2:3:LEU:O 48:D2:7:ARG:HG3 2.18 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
49:D3:12:PRO:HB2 49:D3:20:LYS:HG2 1.99 0.44
1:AA:1060:C:C4 3:AC:2:GLY:HA3 2.52 0.44
1:AA:1157:A:N7 1:AA:1180:A:N6 2.65 0.44
1:AA:1499:A:HY’ 1:AA:1520:G:H5’ 2.00 0.44
2:AB:20:GLU:HA 2:AB:21:ARG:NH2 2.32 0.44
3:AC:21:ARG:HG3 3:AC:58:GLU:HG2 2.00 0.44
17:AQ:38:ARG:HD3 17:AQ:38:ARG:HA 1.83 0.44
25:BA:479:A:N3 25:BA:481:G:H5” 2.32 0.44
25:BA:684:G:OP1 53:B7:16:HIS:ND1 2.50 0.44
25:BA:1227:G:0OP2 40:BU:16:LYS:NZ 2.34 0.44
25:BA:1243:G:02’ 35:BP:4:SER:O 2.32 0.44
25:BA:1674:G:H1’ 25:BA:1676:A:N6 2.32 0.44
25:BA:1991:U:H2’ 25:BA:1992:G:H5” 2.00 0.44
25:BA:2690:C:H5” 25:BA:2872:G:N2 2.33 0.44
25:BA:2811:G:HY’ 28:BE:60:ASN:ND2 2.29 0.44
34:BO:16:ALA:HB2 34:B0O:52:VAL:HG21 1.98 0.44
36:BQ:54:-MET:SD 36:BQ:118:LEU:HD23 2.57 0.44
39:BT:50:ILE:HA 39:BT:99:LEU:HD12 2.00 0.44
48:B2:61:LEU:HD23 48:B2:61:LEU:HA 1.74 0.44
1:CA:358:U:H2’ 1:CA:359:U:C6 2.53 0.44
1:CA:1014:A:H5’ 19:CS:18:LYS:NZ 2.32 0.44
1:CA:1064:G:HY1’ 1:CA:1065:U:0P2 2.18 0.44
1:CA:1429:C:H2’ 1:CA:1430:C:H6 1.83 0.44
2:CB:87:ARG:HH11 2:CB:230:VAL:HG11 1.83 0.44
4:CD:63:LYS:HD2 4:CD:197:PRO:O 2.17 0.44
25:DA:271(N):U:02’ 25:DA:271(0):C:HY’ 2.18 0.44
25:DA:698:C:02’ 25:DA:734:A:N6 2.51 0.44
25:DA:1550:C:H2’ 25:DA:1551:C:H6 1.82 0.44
25:DA:1777:U:H2’ 25:DA:1778:U:C6 2.53 0.44
25:DA:2129:C:H2’ 25:DA:2130:U:C4 2.52 0.44
25:DA:2138:C:N4 25:DA:2153:G:H1 2.16 0.44
25:DA:2474:C:H5” 25:DA:2475:C:0P2 2.17 0.44
25:DA:2657:A:H3’ 25:DA:2658:C:C6 2.53 0.44
26:DB:50:G:OP2 38:DS:62:LYS:HD2 2.17 0.44
29:DF:129:PHE:CE2 29:DF:163:VAL:HG11 2.53 0.44
29:DF:187:VAL:HG12 35:DP:3:LEU:HD12 1.99 0.44
30:DG:5:VAL:HG13 30:DG:8:LYS:HG3 2.00 0.44
34:D0O:4:PRO:O 34:DO:5:GLN:HB2 2.17 0.44
40:DU:92:ARG:HA 40:DU:95:LEU:HB2 1.98 0.44
41:DV:89:GLN:HA 41:DV:90:PRO:HD3 1.84 0.44
42:DW:16:LYS:O 42:DW:19:LEU:HB2 2.18 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
51:D5:9:LYS:HD3 51:D5:9:LYS:HA 1.77 0.44
1:AA:77:G:C2’ 1:AA:78:G:HY 2.48 0.44
1:AA:288:A:H2’ 1:AA:289:G:H4’ 2.00 0.44
1:AA:502:G:OP1 12:AL:118:SER:HB3 2.18 0.44
2:AB:30:ARG:NH2 2:AB:194:PRO:HB2 2.33 0.44
2:AB:166:ASP:HA 2:AB:167:PRO:HD3 1.85 0.44
4:AD:61:LYS:HA 4:AD:203:VAL:HG22 1.99 0.44
4:AD:138:TYR:CD1 4:AD:138:TYR:C 2.96 0.44
25:BA:141:A:C8 25:BA:1408:C:02’ 2.68 0.44
25:BA:1021:A:HS 25:BA:1021:A:H3’ 1.83 0.44
25:BA:1131:G:H21 33:BN:73: THR:HG21 1.83 0.44
25:BA:2206:G:H3’ 25:BA:2207:G:C8 2.53 0.44
25:BA:2556:C:H2’ 25:BA:2557:G:04’ 2.18 0.44
28:BE:120: TRP:CE3 28:BE:155:LYS:HD3 2.53 0.44
29:BF:74:ARG:H 29:BF:74:ARG:HG3 1.44 0.44
32:BI:37:VAL:HG12 32:BI:38:LEU:HD12 1.99 0.44
40:BU:28:ARG:HD3 40:BU:38: THR:0G1 2.18 0.44
1:CA:4:U:C4 8:CH:105:ARG:HD3 2.53 0.44
1:CA:401:C:H2’ 1:CA:402:G:C8 2.53 0.44
1:CA:675:A:02’ 11:CK:114:VAL:O 2.35 0.44
1:CA:685:G:C2 1:CA:686:U:C4 3.06 0.44
1:CA:797:.C.02’ 1:CA:798:G:HY’ 2.18 0.44
1:CA:828:A:0P1 1:CA:828:A:H4’ 2.17 0.44
1:CA:1202:G:C6 14:CN:42:ILE:HG21 2.52 0.44
1:CA:1429:C:H2’ 1:CA:1430:C:C6 2.53 0.44
1:CA:1493:A:C8 25:DA:1913:A:N1 2.86 0.44
2:CB:218:ALA:O 2:CB:222:ILE:HG23 2.18 0.44
5:CE:60:TYR:CD1 5:CE:60:TYR:C 2.96 0.44
25:DA:380:U:H2’ 25:DA:381:G:HS8 1.83 0.44
25:DA:649:G:H2’ 25:DA:650:C:04’ 2.18 0.44
25:DA:910:A:H62 36:DQ:12:GLN:HA 1.83 0.44
25:DA:1826:G:H4’ 27:DD:242:ARG:CZ 2.47 0.44
25:DA:2135:A:H61 25:DA:2157:G:N2 2.15 0.44
25:DA:2193:G:C4 25:DA:2194:G:C8 3.06 0.44
25:DA:2651:C:02’ 25:DA:2652:C:H5’ 2.17 0.44
25:DA:2695:C:H2’ 25:DA:2696:U:H6 1.83 0.44
26:DB:54:G:H21 30:DG:29: TRP:HZ2 1.64 0.44
28:DE:14:1LE:HB 39:DT:14:TYR:CE2 2.52 0.44
28:DE:32:PRO:HD2 28:DE:50:GLY:O 2.18 0.44
28:DE:72:VAL:HA 28:DE:73:GLU:HG3 2.00 0.44
28:DE:101:ARG:CZ 28:DE:171:GLU:HB3 2.48 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
29:DF:107:LYS:HG2 29:DF:206:1LE:HA 2.00 0.44
30:DG:7:LEU:HD23 30:DG:100: TRP:HE3 1.81 0.44
33:DN:128:HIS:HA 33:DN:129:PRO:HD3 1.84 0.44
39:DT:36:GLU:O 39:DT:39:ARG:HG3 2.18 0.44
44:DY:67:LEU:HD23 44:DY:67:LEU:HA 1.85 0.44
45:D7:19:ARG:HG3 45:D7:25:PRO:HD3 1.99 0.44
47:D1:51:VAL:HG12 47:D1:53:VAL:HG23 1.99 0.44
47:D1:52:ARG:HA 47:D1:56:GLN:O 2.17 0.44
1:AA:293:G:C6 1:AA:294:U:.C4 3.05 0.43
1:AA:544:G:OP1 4:AD:59:ARG:NH2 2.33 0.43
1:AA:738:C:H2’ 1:AA:739:C:C6 2.53 0.43
1:AA:1082:G:H2’ 1:AA:1083:U:04’ 2.18 0.43
1:AA:1369:C:H2’ 1:AA:1370:G:C8 2.53 0.43
25:BA:64:A:03’ 43:BX:71:GLY:HA3 2.18 0.43
25:BA:833:U:02 35:BP:55:ARG:NH2 2.51 0.43
25:BA:947:G:H2’ 25:BA:948:G:C8 2.53 0.43
25:BA:1042:G:H2’ 25:BA:1043:C:C6 2.53 0.43
25:BA:1243:G:03’ 35:BP:7:ARG:NH2 2.50 0.43
25:BA:2302:G:H1 25:BA:2314:C:H42 1.65 0.43
33:BN:73: THR:HG23 33:BN:82:LEU:HD11 2.00 0.43
1:CA:36:C:02’ 12:CL:117:ARG:NH2 2.50 0.43
1:CA:410:G:P 4:CD:30:LYS:HZ3 2.38 0.43
1:CA:589:C:H2’ 1:CA:590:C:HY’ 2.00 0.43
1:CA:679:C:H2’ 1:CA:680:C:C6 2.53 0.43
1:CA:991:U:H3’ 1:CA:1212:U:N3 2.33 0.43
1:CA:1042:G:C6 1:CA:1043:C:C4 3.06 0.43
1:CA:1066:C:H2’ 1:CA:1067:A:C8 2.52 0.43
4:CD:12:CYS:SG 4:CD:19:LEU:N 2.87 0.43
13:CM:65:LYS:O 13:CM:66:LEU:HD23 2.17 0.43
19:CS:69:HIS:HB3 19:CS:73:GLU:HG3 2.00 0.43
19:CS:77:- THR:HG23 19:CS:78:ARG:HG2 2.00 0.43
20:CT:9:ASN:ND2 20:CT:10:LEU:HA 2.33 0.43
25:DA:18:C:02’ 25:DA:554:U:OP1 2.36 0.43
25:DA:910:A:N3 25:DA:2264:C:02’ 2.39 0.43
25:DA:1410:G:H2’ 25:DA:1411:C:H6 1.81 0.43
25:DA:1600:C:OP1 43:DX:58:HIS:NE2 2.29 0.43
25:DA:2137:C:02’ 25:DA:2138:C:HY’ 2.18 0.43
25:DA:2781:A:H5” 25:DA:2782:G:H5’ 2.00 0.43
29:DF:40:GLN:NE2 29:DF:182:ASN:HB2 2.32 0.43
29:DF:152:GLU:HA 29:DF:190:GLU:OE2 2.18 0.43
34:DO:77:ILE:HD12 39:DT:74:ARG:HD3 2.01 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
36:DQ:110:THR:HG23 | 36:DQ:113:GLN:OE1 2.18 0.43
47:D1:82:LEU:O 47:D1:85:LEU:HD23 2.18 0.43
54:D8:39:LYS:HA 54:D8:42:ARG:NH1 2.33 0.43
1:AA:457:C:N4 1:AA:475:G:06 2.51 0.43
1:AA:576:G:06 1:AA:880:C:02’ 2.28 0.43
1:AA:942:G:C2 1:AA:1342:C:C2 3.06 0.43
5:AE:116:THR:HG23 5:AE:117:ASP:0OD2 2.19 0.43
8:AH:6:ILE:HB 8:AH:85:ARG:NH1 2.33 0.43
12:AL:33:ARG:HD2 12:AL:33:ARG:HA 1.80 0.43
12:AL:58:VAL:O 12:AL:65:GLU:HA 2.18 0.43
14:AN:50:LYS:HE2 14:AN:52:GLN:NE2 2.33 0.43
25:BA:459:U:H2’ 25:BA:460:A:C8 2.52 0.43
25:BA:557:U:02 33:BN:45:ASN:HB2 2.18 0.43
25:BA:699:A:H2’ 25:BA:700:G:04’ 2.18 0.43
25:BA:1027:A:C6 25:BA:1126:A:C4 3.06 0.43
25:BA:1449:A:HO2’ 25:BA:1529:G:H21 1.58 0.43
25:BA:1951:U:H2’ 25:BA:1953:A:0P2 2.17 0.43
25:BA:2267:A:H5” 25:BA:2268:A:H5’ 1.99 0.43
25:BA:2789:C:02 25:BA:2894:G:N1 2.50 0.43
26:BB:29:A:H2’ 26:BB:30:C:04’ 2.18 0.43
28:BE:54:GLN:OE1 28:BE:55:ASN:N 2.42 0.43
31:BH:154:PRO:HB3 31:BH:163: TYR:CZ 2.52 0.43
34:BO:17:ARG:HD3 34:BO:17:ARG:HA 1.87 0.43
1:CA:324:G:N1 1:CA:327:A:0OP2 2.51 0.43
1:CA:377:G:OP1 16:CP:3:LYS:HD2 2.18 0.43
1:CA:948:C:N4 1:CA:1233:G:H1 2.14 0.43
1:CA:958:A:H5” 1:CA:959:A:0P2 2.17 0.43
1:CA:995:C:N3 1:CA:1046:A:02’ 2.46 0.43
1:CA:1058:G:H2’ 1:CA:1059:C:04’ 2.18 0.43
1:CA:1251:A:H? 1:CA:1252:A:C8 2.54 0.43
4:CD:98:GLU:O 4:CD:103:ASN:ND2 2.51 0.43
6:CF:23:LYS:HE2 6:CF:23:LYS:HB3 1.75 0.43
9:CI:72:GLY:O 9:CI:76:ALA:N 2.47 0.43
12:CL:113:ARG:HB3 | 12:CL:122: THR:HG21 2.00 0.43
17:CQ:19:VAL:HG23 17:CQ:44:ALA:HB3 2.00 0.43
19:CS:30:LEU:HD12 19:CS:31:ILE:N 2.33 0.43
25:DA:78:A:N6 25:DA:109:G:06 2.50 0.43
25:DA:85:G:OP2 44:DY:9:LYS:HB3 2.18 0.43
25:DA:144:C:HY’ 43:DX:2:LYS:HG2 2.00 0.43
25:DA:833:U:H2’ 25:DA:834:C:H6 1.79 0.43
25:DA:1230:C:H2’ 25:DA:1231:G:C8 2.52 0.43
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
25:DA:1275:A:N1 25:DA:1295:C:02’ 2.46 0.43
25:DA:1443:G:H1 25:DA:1548:C:N4 2.15 0.43
25:DA:1660:C:H2’ 25:DA:1661:G:HS8 1.82 0.43
25:DA:2056:G:OP1 60:DA:4373:HOH:O 2.21 0.43
25:DA:2342:C:02’ 25:DA:2374:C:H5” 2.18 0.43
26:DB:48:A:P 38:DS:30:ARG:HH12 2.40 0.43
29:DF:33:LEU:HD12 29:DF:33:LEU:HA 1.80 0.43
29:DF:108:LYS:0O 29:DF:112:MET:HG3 2.18 0.43
29:DF:116:ASP:0OD2 35:DP:1:MET:N 2.50 0.43
34:D0O:14:THR:HG21 34:DO:86:ILE:HB 2.00 0.43
35:DP:100:LEU:HD12 | 35:DP:112:LEU:HD11 1.99 0.43
38:DS:91:PRO:HD2 38:DS:92: TYR:CE2 2.53 0.43
42:DW:28:SER:OG 42:DW:31:GLU:HG3 2.17 0.43
46:D0:68:GLU:HB2 46:D0:82:ARG:NH1 2.32 0.43
47:D1:51:VAL:HG11 47:D1:74:VAL:HG21 2.00 0.43
1:AA:109:A:C6 1:AA:326:G:C6 3.06 0.43
1:AA:262:A:C6 1:AA:263:A:C6 3.06 0.43
1:AA:452:A:H4’ 16:AP:72:ARG:HH12 1.83 0.43
1:AA:1125:U:H4’ 1:AA:1126:U:OP1 2.19 0.43
25:BA:732:C:H2’ 25:BA:733:G:04’ 2.19 0.43
25:BA:864:G:0P2 36:BQ:22:LYS:HE2 2.19 0.43
36:BQ:48:GLU:O 36:BQ:52:VAL:HG23 2.19 0.43
37:BR:72:ASP:O 37:BR:76:VAL:HG23 2.18 0.43
1:CA:461:A:02’ 1:CA:470:C:HY’ 2.17 0.43
1:CA:721:G:H4’ 1:CA:722:A:04 2.17 0.43
1:CA:890:G:02’ 1:CA:906:G:06 2.18 0.43
1:CA:999:C:H42 1:CA:1042:G:H1 1.66 0.43
1:CA:1225:A:0P1 13:CM:103:THR:OG1 2.35 0.43
1:CA:1493:A:H8 25:DA:1913:A:N1 2.16 0.43
2:CB:184:VAL:HG12 2:CB:197:VAL:HG13 2.00 0.43
7:CG:103: TRP:HA 7:CG:106:GLN:HB2 2.00 0.43
13:CM:44:ARG:HB2 13:CM:47:ASP:0OD1 2.19 0.43
17:CQ:6:LEU:O 17:CQ:58:GLU:HA 2.18 0.43
25:DA:182:A:H2 25:DA:433:C:02 2.01 0.43
25:DA:1788:C:H2’ 25:DA:1789:A:HS 1.83 0.43
25:DA:1835:G:H5” 25:DA:1836:C:0OP2 2.18 0.43
28:DE:70:ALA:C 28:DE:72:VAL:H 2.27 0.43
33:DN:48:-MET:HES3 33:DN:48:-MET:HB2 1.70 0.43
37:DR:118:GLU:H 37:DR:118:GLU:CD 2.26 0.43
45:D7:55:HIS:CE1 45:D7:135:GLU:HG3 2.51 0.43
1:AA:608:A:H4’ 16:AP:32:TYR:OH 2.19 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
1:AA:1027:C:02 1:AA:1034:G:N1 2.52 0.43
2:AB:185:1LE:HA 2:AB:199:TYR:O 2.18 0.43
6:AF:44:GLY:HA?2 6:AF:59:TYR:CE2 2.53 0.43
7:AG:113:GLU:CD 7:AG:113:GLU:H 2.20 0.43
8:AH:39:LEU:HD12 8:AH:44:PHE:HB2 2.01 0.43
9:Al:37:PHE:HB3 9:Al:43:ALA:CB 2.48 0.43
10:AJ:5:ARG:O 10:AJ:98:ILE:HA 2.19 0.43
14:AN:48:ALA:HB2 14:AN:53:LEU:HD12 2.01 0.43
16:AP:21:VAL:HG13 16:AP:33:ILE:HB 1.99 0.43
20:AT:56:MET:HE3 20:AT:88:VAL:HG21 1.99 0.43
25:BA:71:A:OP2 25:BA:71:A:H3’ 2.19 0.43
25:BA:84:A:H5” 44:BY:8:LYS:HG3 2.00 0.43
25:BA:1047:G:H2’ 25:BA:1110:G:N1 2.33 0.43
28:BE:176:1LE:HB 28:BE:181:LEU:HB2 1.99 0.43
45:BZ:137:1LE:HA 45:B7:156:LYS:HZ1 1.83 0.43
47:B1:78:LYS:HE3 47:B1:78:LYS:HB2 1.68 0.43
1:CA:335:C:02’ 1:CA:1433:A:N3 2.43 0.43
1:CA:1112:C:H42 3:CC:177:THR:HA 1.81 0.43
1:CA:1155:G:C6 1:CA:1156:G:C4 3.06 0.43
2:CB:100:GLY:O 2:CB:104:ASN:N 2.50 0.43
3:CC:47:LEU:HB3 3:CC:52:LEU:HB2 2.00 0.43
3:CC:124:1LE:HD12 3:CC:191: THR:HG23 2.01 0.43
5:CE:108:ALA:O 5:CE:112:LEU:HG 2.18 0.43
18:CR:58:LEU:HB3 18:CR:62:GLU:HG3 2.01 0.43
19:CS:14:HIS:CE1 19:CS:15:LEU:HD13 2.53 0.43
25:DA:534:U:H5’ 40:DU:42:ALA:HB1 2.00 0.43
25:DA:590:A:0P1 29:DF:95:ARG:NH1 2.51 0.43
25:DA:1266:G:05’ 42:DW:15:ARG:NH2 2.51 0.43
25:DA:1581:G:H2’ 25:DA:1582:C:04’ 2.17 0.43
25:DA:1637:A:0P2 60:DA:4628:HOH:O 2.21 0.43
25:DA:1788:C:H2’ 25:DA:1789:A:C8 2.53 0.43
25:DA:1894:C:H2’ 25:DA:1895:C:C6 2.52 0.43
25:DA:2037:G:H2’ 25:DA:2038:G:C8 2.54 0.43
25:DA:2148:G:H2’ 25:DA:2149:G:C8 2.53 0.43
25:DA:2466:C:H5’ 55:D9:5:ALA:HB3 2.00 0.43
29:DF:162:LEU:H 29:DF:162:LEU:HD22 1.83 0.43
30:DG:43:LEU:C 30:DG:45:GLU:H 2.25 0.43
34:D0O:120:GLU:HG2 34:D0:122:LEU:HG 2.00 0.43
42:DW:13:SER:HA 42:DW:14:PRO:HD3 1.88 0.43
1:AA:90:U:C2’ 1:AA:91:C:HY’ 2.49 0.43
1:AA:345:C:H4’ 1:AA:346:G:C4 2.53 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
1:AA:540:G:H2’ 1:AA:541:G:C8 2.54 0.43
1:AA:600:C:H2’ 1:AA:601:C:C6 2.54 0.43
1:AA:1077:G:H5” 1:AA:1078:U:OP2 2.18 0.43
4:AD:31:CYS:O 4:AD:35:ARG:HG3 2.17 0.43
6:AF:18:GLN:CD 6:AF:18:GLN:H 2.19 0.43
8:AH:17:THR:HB 8:AH:78:GLN:OE1 2.19 0.43
9:AL:4:TYR:CE1 9:AL:88:TYR:HA 2.53 0.43
14:AN:3:ARG:HB3 14:AN:3:ARG:HH21 1.83 0.43
17:AQ:12:SER:HB3 17:AQ:20:THR:HB 2.01 0.43
25:BA:2376:A:N6 38:BS:89:ARG:HD3 2.33 0.43
25:BA:2663:G:C6 25:BA:2664:G:C4 3.06 0.43
25:BA:2812:G:H2’ 25:BA:2813:A:C8 2.53 0.43
26:BB:7:G:H8 26:BB:7:G:H5” 1.84 0.43
27:BD:132:PRO:HG2 27:BD:135:PHE:CE2 2.53 0.43
32:BI:60:GLU:HG3 32:BI:61:ARG:NH1 2.33 0.43
42:BW:4:LYS:HG2 42:BW:5:ALA:N 2.33 0.43
50:B4:55:ARG:N 50:B4:56:VAL:HA 2.32 0.43
1:CA:382:A:H2’ 1:CA:383:A:C8 2.53 0.43
1:CA:452:A:02’ 1:CA:453:A:H5” 2.19 0.43
1:CA:750:G:N2 15:C0:23:GLY:O 2.43 0.43
2:CB:130:ARG:HA 2:CB:131:PRO:HD3 1.88 0.43
4:CD:158:ILE:HD13 4:CD:158:ILE:HA 1.91 0.43
5:CE:116:THR:HG23 5:CE:117:ASP:0OD2 2.19 0.43
10:CJ:33:GLN:H 10:CJ:76:ASN:H 1.66 0.43
12:CL:28:LYS:N 12:CL:29:GLY:HA2 2.33 0.43
16:CP:6:LEU:HB3 16:CP:17:TYR:HD2 1.82 0.43
25:DA:935:C:H2’ 25:DA:936:C:H6 1.82 0.43
25:DA:1721:G:N1 25:DA:1739:U:OP2 2.51 0.43
27:DD:108:PRO:HB3 27:DD:143:HIS:HE1 1.84 0.43
31:DH:9:ILE:HG12 31:DH:69:ARG:HD?2 1.99 0.43
31:DH:97:ARG:O 31:DH:103:LEU:HD12 2.19 0.43
31:DH:149:ARG:NH1 31:DH:167:GLU:OE2 2.50 0.43
32:DI:73:GLU:HG3 32:DI:138:.ILE:HG23 1.99 0.43
34:D0O:106:LEU:HD23 34:D0O:106:LEU:HA 1.87 0.43
35:DP:121:LYS:O 35:DP:123:LEU:N 2.49 0.43
41:DV:24:LYS:HA 41:DV:92: THR:OG1 2.19 0.43
41:DV:52:VAL:CG2 41:DV:55:ALA:HB3 2.44 0.43
45:DZ:156:LYS:HE2 45:DZ:156:LYS:HB3 1.79 0.43
1:AA:589:C:H42 1:AA:650:G:H1 1.66 0.43
1:AA:1118:C:05’ 1:AA:1118:C:H6 2.00 0.43
4:AD:36:ARG:HB2 4:AD:38:TYR:CZ 2.53 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
5:AE:69:VAL:HG22 5:AE:71:LEU:HD23 2.01 0.43
7:AG:144:MET:HE2 7:AG:144:MET:HB3 1.73 0.43
24:AX:16:C:02’ 24:AX:17:C:HY 2.18 0.43
25:BA:1653:G:H3’ 37:BR:2:ARG:HB2 2.00 0.43
25:BA:1805:U:02 27:BD:50: THR:HB 2.19 0.43
25:BA:1814:G:H2’ 25:BA:1815:A:C8 2.54 0.43
25:BA:2712:U:02’ 25:BA:2713:A:H5’ 2.18 0.43
25:BA:2830:G:H5” 28:BE:58:ARG:CZ 2.49 0.43
30:BG:43:LEU:HB3 30:BG:44:GLY:H 1.59 0.43
1:CA:191:G:N2 20:CT:103:GLY:HA2 2.33 0.43
1:CA:1165:C:N4 1:CA:1171:G:H1 2.13 0.43
1:CA:1227:A:H3’ 1:CA:1227:A:C8 2.53 0.43
1:CA:1328:C:H2’ 1:CA:1329:A:04’ 2.19 0.43
3:CC:7:PRO:HG3 3:CC:175:LEU:HD23 2.00 0.43
3:CC:199:LYS:HB3 3:CC:201:TYR:HE1 1.83 0.43
10:CJ:42: THR:HG21 10:CJ:66:ARG:HB3 2.00 0.43
25:DA:898:C:H2’ 25:DA:899:A:04’ 2.18 0.43
25:DA:910:A:C6 25:DA:911:A:C6 3.07 0.43
25:DA:1785:A:H2’ 25:DA:1787:A:N7 2.34 0.43
25:DA:2298:A:H2’ 25:DA:2299:G:04’ 2.18 0.43
26:DB:50:G:OP1 38:DS:63: THR:0G1 2.28 0.43
26:DB:83:G:H4’ 49:D3:52:HIS:CG 2.53 0.43
26:DB:110:G:H2’ 26:DB:111:G:C8 2.54 0.43
28:DE:1:MET:HE3 28:DE:199:ARG:HB3 2.00 0.43
42:DW:46:PHE:O 42:DW:50:VAL:HG23 2.19 0.43
1:AA:404:U:H3’ 4:AD:3:ARG:NH2 2.33 0.43
1:AA:542:G:OP1 4:AD:10:ARG:NH2 2.47 0.43
1:AA:1068:G:N2 1:AA:1191:A:N3 2.62 0.43
1:AA:1164:G:H2’ 1:AA:1165:C:C6 2.54 0.43
1:AA:1347:G:C8 9:AI:107:ARG:HB2 2.54 0.43
1:AA:1356:G:H2’ 1:AA:1357:A:H8 1.78 0.43
5:AE:72:GLN:O 5:AE:75:THR:HG22 2.19 0.43
8:AH:96:GLY:N 8:AH:99:GLU:OE2 2.24 0.43
16:AP:74:LEU:HG 16:AP:79:VAL:HG21 2.00 0.43
25:BA:528:A:C2 25:BA:2042:A:H2’ 2.53 0.43
25:BA:1021:A:H61 25:BA:1142(A):A:H61 1.66 0.43
25:BA:1045:A:02 25:BA:1047:G:C4 2.67 0.43
25:BA:2141:G:C5 25:BA:2151:G:C2 3.07 0.43
25:BA:2153:G:H2’ 25:BA:2154:G:C8 2.54 0.43
25:BA:2260:C:H2’ 25:BA:2261:C:H6 1.84 0.43
28:BE:181:LEU:HD11 39:BT:6:LEU:HD12 2.01 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
33:BN:138:LEU:HA 33:BN:138:LEU:HD23 1.73 0.43
37:BR:2:ARG:NH1 37:BR:5:LYS:O 2.51 0.43
37:BR:36: THR:HG22 37:BR:37:THR:N 2.34 0.43
38:BS:15:ARG:NE 38:BS:88:ASP:0D2 2.29 0.43
39:BT:50:ILE:HB 39:BT:99:LEU:HB2 2.00 0.43
1:CA:153:C:H2’ 1:CA:154:C:C6 2.53 0.43
1:CA:161:A:H2’ 1:CA:162:A:C8 2.53 0.43
1:CA:375:U:H4’ 16:CP:17:TYR:CE2 2.54 0.43
1:CA:599:C:C2’ 1:CA:600:C:HY’ 2.49 0.43
1:CA:933:G:C6 1:CA:1385:G:C6 3.06 0.43
1:CA:1057:G:H5’ 3:CC:155:GLY:HA2 2.00 0.43
1:CA:1138:G:C6 1:CA:1140:C:HYT’ 2.54 0.43
1:CA:1159:U:.04’ 1:CA:1182:G:N2 2.52 0.43
1:CA:1328:C:0P2 21:CU:7:ARG:NH1 2.51 0.43
1:CA:1347:G:H5” 9:CI:107:ARG:HB3 1.99 0.43
1:CA:1369:C:H2’ 1:CA:1370:G:04’ 2.19 0.43
8:CH:50:ARG:HA 8:CH:59:LEU:HD23 2.00 0.43
9:CI:9:ARG:HB2 9:CI:104:ARG:HD2 2.00 0.43
15:CO:58:MET:O 15:C0O:62:GLN:N 2.49 0.43
25:DA:458:G:C8 53:D7:37:LYS:HG2 2.54 0.43
25:DA:856:C:H2’ 25:DA:857:C:C6 2.53 0.43
25:DA:903:C:H2’ 25:DA:904:C:H6 1.80 0.43
25:DA:1003:G:N2 25:DA:1153:C:C2 2.86 0.43
25:DA:1221:C:H2’ 25:DA:1221(A):C:C6 2.53 0.43
25:DA:1907:G:C6 25:DA:1908:C:C4 3.06 0.43
25:DA:2397:G:N2 25:DA:2420:C:H1’ 2.33 0.43
26:DB:42:C:H2’ 30:DG:66:GLN:HE21 1.83 0.43
26:DB:43:C:OP1 50:D4:6:HIS:NE2 2.50 0.43
30:DG:96:ARG:N 30:DG:99:MET:HE2 2.34 0.43
37:DR:26:LYS:HE2 37:DR:70:LEU:O 2.19 0.43
37:DR:38:VAL:HB 37:DR:39:PRO:HD3 2.01 0.43
45:D7Z:14:LYS:HE2 45:DZ:16:SER:OG 2.18 0.43
52:D6:23:THR:OG1 52:D6:24:GLU:N 2.45 0.43
54:D8&:39:LYS:0O 54:D8:43:GLN:HG3 2.19 0.43
1:AA:543:C:C2’ 1:AA:544:G:H5’ 2.49 0.43
1:AA:575:G:02’ 1:AA:821:G:HY 2.19 0.43
11:AK:104:GLN:HE21 11:AK:104:GLN:HB3 1.62 0.43
15:A0:56:LEU:O 15:A0:60:VAL:HG23 2.18 0.43
19:AS:36:ARG:NH1 19:AS:53:ASN:HA 2.34 0.43
24:AX:47:U:H5” 24:AX:48:C:0P1 2.19 0.43
25:BA:574:C:N3 28:BE:145:LYS:NZ 2.64 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
25:BA:1021:A:H3’ 25:BA:1021:A:C8 2.53 0.43
25:BA:1292:U:H2’ 25:BA:1293:C:H6 1.84 0.43
25:BA:2278:A:0P2 46:B0:12:ASN:ND2 2.48 0.43
25:BA:2320:A:N3 25:BA:2320:A:H2’ 2.34 0.43
25:BA:2507:C:H4’ 25:BA:2573:C:N4 2.33 0.43
25:BA:2635:C:H4’ 28:BE:48:GLN:HE21 1.84 0.43
25:BA:2732:G:H3’ 25:BA:2733:A:04’ 2.18 0.43
29:BF:33:LEU:HD12 29:BF:33:LEU:HA 1.82 0.43
35:BP:86:LYS:HE3 35:BP:117:GLU:HB3 2.01 0.43
44:BY:28:LYS:HD?2 44:BY:40:GLU:HG3 2.01 0.43
1:CA:1312:G:H5’ 19:CS:5:LEU:HD21 2.01 0.43
4:CD:91:SER:HA 4:CD:94:LEU:HD12 2.01 0.43
5:CE:60:TYR:C 5:CE:60: TYR:HD1 2.27 0.43
5:CE:93:PRO:HG2 8:CH:105:ARG:CZ 2.48 0.43
8:CH:17:THR:HB 8:CH:78:GLN:OE1 2.18 0.43
13:CM:93:ARG:NH1 25:DA:888:C:0OP1 2.48 0.43
15:C0O:54:ARG:O 15:CO:58:MET:HG3 2.18 0.43
25:DA:10:G:H2’ 25:DA:11:G:H8 1.83 0.43
25:DA:307:G:H2’ 25:DA:309:G:0OP2 2.19 0.43
25:DA:459:U:0P2 25:DA:469:G:N1 2.34 0.43
25:DA:1216:G:N2 25:DA:1234:U:H1’ 2.33 0.43
25:DA:1516:C:H2’ 25:DA:1517:G:C8 2.54 0.43
25:DA:1971:A:C4 27:DD:241:PRO:HD3 2.53 0.43
25:DA:2207:G:HS8 25:DA:2207:G:OP1 2.01 0.43
28:DE:181:LEU:HD12 28:DE:181:LEU:HA 1.82 0.43
29:DF:179:GLU:CD 29:DF:179:GLU:H 2.26 0.43
32:DI:66:GLU:HA 32:DI:69:LYS:HB3 2.00 0.43
36:DQ:7T-MET:HE2 36:DQ:7-MET:HB3 1.86 0.43
39:DT:127:ALA:C 39:DT:129:ARG:H 2.27 0.43
45:DZ:35:ARG:HA 45:D7:35:ARG:HD2 1.74 0.43
1:AA:56:U:H2 1:AA:57:G:HS 1.83 0.43
1:AA:673:G:H1 1:AA:717:C:N4 2.17 0.43
1:AA:814:A:N7 1:AA:816:A:C4 2.87 0.43
1:AA:923:A:02 1:AA:1399:C:0OP2 2.29 0.43
1:AA:1128:C:H4’ 1:AA:1148:U:02 2.19 0.43
1:AA:1134:G:H2’ 1:AA:1134:G:N3 2.32 0.43
1:AA:1285:A:HY’ 1:AA:1286:A:0P2 2.19 0.43
4:AD:108:LEU:HD12 4:AD:108:LEU:HA 1.91 0.43
7:AG:76:ARG:N 7:AG:87:VAL:O 2.44 0.43
14:AN:3:ARG:HA 14:AN:3:ARG:HD2 1.61 0.43
15:A0:8:LYS:HE3 15:A0:31:LEU:HD22 2.01 0.43
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
15:A0:12:ILE:HG23 15:A0:27:VAL:HG11 2.01 0.43
16:AP:58: TYR:O 16:AP:62:VAL:HG23 2.18 0.43
18:AR:21:LYS:HE2 18:AR:54:ARG:O 2.19 0.43
25:BA:581:C:H?’ 25:BA:582:G:HS8 1.84 0.43
25:BA:588:U:H2’ 25:BA:589:C:C6 2.54 0.43
25:BA:1285:G:C5H 25:BA:1329:U:C4 3.07 0.43
25:BA:1445:A:H8 25:BA:1460:A:C5H 2.37 0.43
25:BA:1798:U:0P2 27:BD:274:ARG:NH2 2.52 0.43
25:BA:2331:G:02’ 25:BA:2336:A:N1 2.45 0.43
30:BG:138:GLN:HE22 30:BG:153:ARG:N 2.11 0.43
35:BP:121:LYS:HB3 35:BP:123:LEU:HG 2.00 0.43
1:CA:129(A):G:02 1:CA:189(F):U:OP1 2.25 0.43
1:CA:241:C:H42 1:CA:285:G:H1 1.65 0.43
1:CA:944:G:C2 1:CA:1340:A:C6 3.06 0.43
1:CA:1030(A):G:N3 1:CA:1030(C):G:C8 2.87 0.43
1:CA:1286:A:C8 1:CA:1287:A:H4’ 2.54 0.43
1:CA:1386:G:C2 1:CA:1387:G:C8 3.06 0.43
2:CB:27:LYS:O 2:CB:30:ARG:NH1 2.51 0.43
2:CB:70:PHE:HB3 2:CB:81:VAL:HG11 2.00 0.43
8:CH:34:GLU:HB3 8:CH:118:VAL:HG21 1.99 0.43
9:CI:16:ARG:O 9:CI:64:THR:N 2.50 0.43
20:CT:40:ALA:HB2 20:CT:55:ILE:HG22 2.01 0.43
25:DA:195:A:H2’ 25:DA:198:C:H41 1.83 0.43
25:DA:330:A:H2 25:DA:1210:A:C2 2.27 0.43
25:DA:602:G:H4’ 25:DA:604:G:H4’ 1.99 0.43
25:DA:1028:A:H2’ 25:DA:1029:A:C8 2.54 0.43
25:DA:1366:A:H2’ 25:DA:1367:A:04’ 2.19 0.43
25:DA:1880:C:C2’ 25:DA:1881:C:H5’ 2.49 0.43
25:DA:2369:A:H2’ 25:DA:2370:G:HS8 1.84 0.43
25:DA:2633:G:H5” 25:DA:2812:G:H5’ 2.00 0.43
27:DD:218:ARG:HB3 27:DD:219:PRO:HD2 2.01 0.43
33:DN:42: TRP:HA 33:-DN:48:MET:HE1 2.01 0.43
33:DN:115:ARG:HA 33:DN:118:LYS:HE3 2.01 0.43
38:DS:26:LEU:HD22 38:DS:87:PHE:CE1 2.53 0.43
40:DU:76:TYR:CE1 40:DU:80:ILE:HG13 2.54 0.43
1:AA:72:C:H2’ 1:AA:73:G:04’ 2.19 0.43
1:AA:520:A:N1 1:AA:536:C:HY’ 2.34 0.43
1:AA:616:G:C2 1:AA:617:G:C8 3.07 0.43
1:AA:1030:C:N3 1:AA:1031:G:C2 2.87 0.43
1:AA:1066:C:02’ 1:AA:1067:A:H5 2.18 0.43
1:AA:1237:C:H5” 1:AA:1238:A:04’ 2.18 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
2:AB:19:HIS:CD2 2:AB:206:ASP:HB2 2.54 0.43
2:AB:218:ALA:O 2:AB:222:ILE:HG13 2.19 0.43
4:AD:172:PRO:O 4:AD:187:ARG:NH2 2.51 0.43
12:AL:34:ARG:HH11 12:AL:61: THR:HG21 1.84 0.43
21:AU:3:LYS:HA 21:AU:11:GLY:HA2 2.01 0.43
24:AX:19:G:C4 24:AX:57:A:C2 3.06 0.43
24:AX:36:U:H2’ 24:AX:37:A:C8 2.54 0.43
25:BA:1331:A:H2’ 25:BA:1333:C:C5 2.54 0.43
25:BA:1541:G:H3’ 25:BA:1542:A:H2’ 2.01 0.43
25:BA:1562:A:H2’ 25:BA:1563:G:C8 2.53 0.43
34:B0O:120:GLU:HG2 34:BO:122:LEU:HG 2.01 0.43
44:BY:39:VAL:HB 44:BY:42:VAL:HB 2.01 0.43
47:B1:86:SER:O 47:B1:89:GLU:HG2 2.19 0.43
1:CA:80:G:N2 1:CA:90:U:HY1’ 2.34 0.43
1:CA:375:U:C2 1:CA:376:G:C8 3.07 0.43
1:CA:691:G:H2’ 1:CA:692:U:C6 2.54 0.43
1:CA:724:G:C2 1:CA:725:G:C8 3.06 0.43
1:CA:827:U:02’ 8:CH:19:VAL:HG11 2.19 0.43
1:CA:857:C:H2’ 1:CA:858:G:04’ 2.19 0.43
1:CA:1362:C:H2’ 1:CA:1363:C:H5” 2.01 0.43
2:CB:28:PHE:CE1 2:CB:31:TYR:HB2 2.54 0.43
2:CB:160:ASP:N 2:CB:160:ASP:0OD1 2.52 0.43
7:CG:115:ARG:O 7:CG:119:ARG:HG3 2.19 0.43
10:CJ:55:LYS:O 10:CJ:57:LYS:N 2.52 0.43
11:CK:19:ALA:HB3 11:CK:82:VAL:HG22 1.99 0.43
11:CK:120:ARG:HA 11:CK:121:PRO:HD3 1.85 0.43
20:CT:43:LEU:HD13 20:CT:51:GLU:HB3 2.01 0.43
25:DA:268:C:H2’ 25:DA:269:U:04’ 2.18 0.43
25:DA:493:G:H2’ 25:DA:494:G:04’ 2.18 0.43
25:DA:764:A:N1 25:DA:1789:A:02’ 2.43 0.43
25:DA:1221:C:H2’ 25:DA:1221(A):C:H6 1.83 0.43
25:DA:1232:G:C6 25:DA:1233:C:C4 3.07 0.43
25:DA:1265:A:H61 25:DA:2013:A:H5” 1.84 0.43
25:DA:1652:A:0P1 37:DR:8:ARG:NH1 2.51 0.43
25:DA:2380:C:H6 25:DA:2380:C:05’ 2.02 0.43
27:DD:13:ARG:HA 27:DD:13:ARG:HD2 1.85 0.43
29:DF:64:ILE:HG13 29:DF:65: TRP:N 2.34 0.43
29:DF:64:ILE:HG21 29:DF:78:ILE:HG23 2.01 0.43
36:DQ:1:MET:HE3 36:DQ:45:GLN:HE22 1.84 0.43
37:DR:10:LEU:HD23 37:DR:10:LEU:HA 1.85 0.43
1:AA:426:G:H2’ 1:AA:427:U:C6 2.54 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
1:AA:1020:U:H2’ 1:AA:1021:G:C8 2.53 0.42
1:AA:1157:A:H61 1:AA:1178:G:H21 1.67 0.42
4:AD:60:GLU:OE2 4:AD:63:LYS:NZ 2.51 0.42
4:AD:94:LEU:O 4:AD:98:GLU:N 2.52 0.42
4:AD:166:LYS:HB2 4:AD:168:ARG:HH12 1.84 0.42
15:A0:3:ILE:H 15:A0:3:ILE:HD13 1.84 0.42
20:AT:48:LYS:HA 20:AT:48:LYS:HD3 1.90 0.42
25:BA:911:A:N1 25:BA:2277:G:02’ 2.46 0.42
25:BA:1141:U:0OP1 33:BN:25:ARG:NH1 2.52 0.42
25:BA:1791:A:HS 25:BA:1791:A:0OP2 2.02 0.42
25:BA:2364:C:H4’ 46:B0:56:ASP:OD1 2.19 0.42
27:BD:17:-THR:HG1 27:BD:205:VAL:H 1.61 0.42
29:BF:24:.LEU:HD21 29:BF:114:VAL:HG12 2.00 0.42
36:BQ:1:MET:SD 36:BQ:1:MET:N 2.83 0.42
42:BW:86:LEU:HD12 42:BW:87:PRO:HD2 2.01 0.42
45:BZ:110:GLY:CA 45:BZ7:145:GLU:HA 2.49 0.42
45:B7:110:GLY:N 45:B7:144:LEU:O 2.48 0.42
1:CA:1008:C:C2 1:CA:1022:G:C2 3.07 0.42
2:CB:145:LEU:O 2:CB:149:LEU:HB2 2.20 0.42
3:CC:18:TRP:HE3 3:CC:18:TRP:H 1.67 0.42
5:CE:51:VAL:O 5:CE:55:VAL:HG23 2.19 0.42
6:CF:99:ALA:HB1 18:CR:23:LYS:HE3 2.01 0.42
9:CI:127:LYS:O 9:CI:128:ARG:HB3 2.18 0.42
13:CM:40:ASN:HA 13:CM:41:PRO:HD3 1.92 0.42
13:CM:80:ARG:HH21 19:CS:69:HIS:HE1 1.68 0.42
13:CM:94:ARG:NH1 19:CS:80: TYR:HD2 2.17 0.42
19:CS:56:GLN:HE21 19:CS:56:GLN:HB3 1.52 0.42
20:CT:23:ARG:HH11 20:CT:23:ARG:HG3 1.84 0.42
25:DA:271(R):G:H5” 47:D1:97:LEU:HD21 2.00 0.42
25:DA:539:G:H2’ 25:DA:540:C:C6 2.54 0.42
25:DA:646:A:H2’ 25:DA:647:G:04’ 2.19 0.42
25:DA:909:A:N6 25:DA:912:C:02 2.52 0.42
25:DA:1462:C:H2’ 25:DA:1463:C:04’ 2.20 0.42
25:DA:1685:C:H2’ 25:DA:1686:C:H6 1.83 0.42
25:DA:1983:C:H4’ 25:DA:2606:C:03’ 2.18 0.42
25:DA:2305:A:H5” 30:DG:134:GLY:HA3 2.00 0.42
25:DA:2507:C:H2’ 25:DA:2508:G:04’ 2.19 0.42
26:DB:53:A:H2’ 26:DB:53:A:N3 2.34 0.42
29:DF:168:ARG:HB2 | 29:DF:175:THR:HG21 2.01 0.42
39:DT:80:SER:HA 39:DT:81:PRO:HD2 1.90 0.42
44:DY:45:VAL:N 44:DY:63:LYS:O 2.37 0.42
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Atom-1 Atom-2 distance (A) overlap (A)

54:D8:62:LEU:HB3 54:D8:65:GLU:HG3 2.01 0.42
1:AA:376:G:H2’ 1:AA:377:G:H8 1.84 0.42
1:AA:518:C:02’ 1:AA:530:G:N2 2.52 0.42
1:AA:927:G:H1 1:AA:1390:U:H3 1.67 0.42
1:AA:1038:C:H2’ 1:AA:1039:C:H6 1.82 0.42
1:AA:1220:G:N2 19:AS:54:GLY:O 2.48 0.42
1:AA:1343:G:02’ 9:Al:121:ARG:HD3 2.19 0.42
1:AA:1392:G:N2 1:AA:1502:A:HS 2.17 0.42
1:AA:1393:U:02’ 1:AA:1394:A:H2’ 2.20 0.42
1:AA:1438:G:H2’ 1:AA:1439:C:C6 2.54 0.42
1:AA:1503:A:HY’ 1:AA:1532:U:OP2 2.19 0.42
2:AB:32:ILE:HD13 2:AB:40:HIS:HD2 1.84 0.42
5:AE:122:GLU:O 5:AE:126:ARG:NH1 2.52 0.42
6:AF:99:ALA:HB1 18:AR:23:LYS:HE2 2.01 0.42
7:AG:38:LEU:O 7:AG:42:ILE:HG13 2.19 0.42
7:AG:152:ALA:O 7:AG:155:ARG:HB3 2.19 0.42
25:BA:531:C:H4’ 25:BA:532:A:H5” 1.99 0.42
25:BA:961:C:N4 60:BA:3765:HOH:O 2.36 0.42
25:BA:1451:C:H42 25:BA:1459:G:H1 1.68 0.42
25:BA:1495:A:H2’ 25:BA:1496:A:C8 2.53 0.42
25:BA:1721:G:N1 25:BA:1739:U:0P2 2.52 0.42
25:BA:2074:U:H2’ 25:BA:2075:U:C6 2.53 0.42
25:BA:2228:G:C5H 25:BA:2229:C:C4 3.06 0.42
34:BO:20:MET:HE3 34:BO:44:LYS:HE3 2.02 0.42
35:BP:2:LYS:HE3 35:BP:4:SER:OG 2.19 0.42
51:B5:41:PRO:HA 51:B5:42:PRO:HD3 1.89 0.42
1:CA:553:A:C6 1:CA:554:C:C4 3.07 0.42
1:CA:938:A:C2 1:CA:1376:U:H1’ 2.54 0.42
1:CA:1144:G:H21 1:CA:1146:A:H62 1.66 0.42
1:CA:1191:A:0P2 3:CC:3:ASN:ND2 2.52 0.42
2:CB:28:PHE:CD1 2:CB:190:THR:HA 2.54 0.42
2:CB:163:PHE:CD1 2:CB:185:ILE:HG13 2.46 0.42
3:CC:6:HIS:HD2 3:CC:8:ILE:H 1.67 0.42
5:CE:78:HIS:HB3 8:CH:107:LEU:HD12 2.00 0.42
6:CF:24:GLU:HG3 6:CF:28:ARG:HD2 2.01 0.42
9:CIL:117:VAL:HG11 9:CI:81:1LE:N 2.34 0.42
12:CL:124:LYS:HB2 12:CL:124:LYS:NZ 2.35 0.42
24:CX:24:U:02’ 25:DA:1923:U:0OP1 2.33 0.42
25:DA:686:G:C4 53:D7:11:LYS:HG2 2.54 0.42
25:DA:873:G:N2 25:DA:905:U:02 2.51 0.42
25:DA:1128:A:02’ 25:DA:2490:G:OP1 2.33 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
25:DA:1653:G:H4’ 25:DA:1654:A:05’ 2.19 0.42
25:DA:1816:G:06 27:DD:35:LYS:NZ 2.49 0.42
25:DA:1817:G:C6 25:DA:1818:U:C4 3.06 0.42
25:DA:2400:G:H2’ 25:DA:2401:U:H6 1.84 0.42
25:DA:2564:A:C2 25:DA:2647:U:H4’ 2.53 0.42
26:DB:64:C:H2’ 26:DB:65:C:C6 2.55 0.42
26:DB:75:G:H21 45:D7:85:HIS:CE1 2.37 0.42
29:DF:20:LEU:HD23 29:DF:20:LEU:HA 1.80 0.42
35:DP:27:HIS:O 35:DP:31:ALA:HA 2.18 0.42
37:DR:67:LEU:HD13 37:DR:67:LEU:HA 1.81 0.42
39:DT:27:-THR:HB 39:DT:89:VAL:HG23 2.00 0.42
45:D7:44:PHE:CZ 45:D7:86:VAL:HG11 2.55 0.42
49:D3:46:ASN:O 49:D3:50:VAL:HG22 2.20 0.42
55:D9:2:LYS:HE2 55:D9:31:LYS:0O 2.20 0.42
1:AA:99:U:H2’ 1:AA:100:C:C6 2.54 0.42
1:AA:142:G:H2’ 1:AA:143:A:H8 1.85 0.42
1:AA:257:G:C6 1:AA:258:G:ChH 3.07 0.42
1:AA:620:C:H2’ 1:AA:621:A:04° 2.19 0.42
1:AA:1346:A:0P1 9:Al:120:ARG:NH1 2.37 0.42
2:AB:122:PHE:CE2 2:AB:139:LYS:HE2 2.54 0.42
4:AD:15:GLU:HG2 4:AD:63:LYS:HB3 2.01 0.42
5:AE:102:ALA:O 5:AE:107:ARG:NH1 2.52 0.42
25:BA:519:U:H2’ 25:BA:520:G:C8 2.54 0.42
25:BA:807:U:0P2 35:BP:41:ARG:NH2 2.52 0.42
25:BA:1173:G:02’ 25:BA:1174:A:05’ 2.33 0.42
25:BA:1420:U:02’ 25:BA:1421:G:OP1 2.31 0.42
25:BA:1427:A:H4’ 25:BA:1428:C:04’ 2.19 0.42
25:BA:2191:G:HY’ 25:BA:2192:G:OP2 2.19 0.42
25:BA:2633:G:H5’ 25:BA:2811:G:02’ 2.19 0.42
33:BN:39:ARG:NH2 33:BN:41:ASP:0OD2 2.52 0.42
34:BO:78:ARG:HD2 60:BT:202:HOH:O 2.18 0.42
41:BV:40:LEU:HB2 41:BV:46:VAL:HG13 2.01 0.42
42:BW:14:PRO:HG2 42:BW:78:GLU:CD 2.45 0.42
1:CA:93:G:C6 1:CA:96:U:C4 3.07 0.42
1:CA:129(A):G:N3 1:CA:189(F):U:H5” 2.35 0.42
1:CA:187:C:H2’ 1:CA:188:C:H6 1.83 0.42
1:CA:191:G:C2 20:CT:103:GLY:HA2 2.54 0.42
1:CA:582:U:04 1:CA:758:G:H2’ 2.19 0.42
1:CA:939:G:H2’ 1:CA:940:C:C6 2.54 0.42
1:CA:1080:A:H5’ 5:CE:14:ARG:NH2 2.34 0.42
1:CA:1118:C:C6 1:CA:1119:C:H5 2.37 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
13:CM:92:HIS:HA 13:CM:110:ARG:HH12 1.84 0.42
18:CR:59:SER:OG 18:CR:62:GLU:HG2 2.19 0.42
25:DA:350:U:H2’ 25:DA:351:G:04’ 2.19 0.42
25:DA:577:G:HS 25:DA:577:G:05’ 2.03 0.42
25:DA:623:G:H2’ 25:DA:624:C:C6 2.54 0.42
25:DA:660:G:H5’ 29:DF:99: TYR:CE2 2.54 0.42
25:DA:1246:A:0P1 29:DF:38:ARG:NH1 2.52 0.42
25:DA:1385:G:H4’ 25:DA:1386:C:0OP1 2.19 0.42
25:DA:1970:A:0P2 60:DA:4202:HOH:O 2.22 0.42
25:DA:2400:G:H2’ 25:DA:2401:U:C6 2.54 0.42
25:DA:2745:C:C4 25:DA:2746:U:C4 3.07 0.42
26:DB:62:C:H2’ 26:DB:63:G:C8 2.54 0.42
27:DD:171:ASP:O 27:DD:187:GLY:N 2.46 0.42
31:DH:81:GLU:OE1 31:DH:81:GLU:N 2.46 0.42
32:DI:8K8:ILE:O 32:DI:121:LYS:NZ 2.44 0.42
33:DN:39:ARG:HA 33:DN:40:PRO:HD3 1.85 0.42
36:DQ:85:LYS:NZ 46:D0:7:-LEU:HG 2.34 0.42
38:DS:38:GLN:HG3 38:DS:40:ILE:HD11 2.00 0.42
54:D&:60:LEU:HD23 54:D&:60:LEU:HA 1.84 0.42
1:AA:1053:G:N7 1:AA:1200:C:H5” 2.34 0.42
1:AA:1316:G:03’ 14:AN:18:VAL:HG22 2.19 0.42
7:AG:58:PRO:O 7:AG:61:VAL:HG12 2.19 0.42
9:AI:99:LEU:HB3 9:AI:101:PHE:HE1 1.84 0.42
17:AQ:37:LYS:O 17:AQ:38:ARG:HD3 2.20 0.42
19:AS:15:LEU:HD13 19:AS:33: THR:HB 2.00 0.42
25:BA:686:G:N2 25:BA:788:A:H61 2.17 0.42
25:BA:1252:G:OP1 40:BU:36:ARG:NH2 2.52 0.42
25:BA:1996:C:H4’ 25:BA:1997:G:OP1 2.19 0.42
25:BA:2135:A:N6 25:BA:2156:G:02’ 2.47 0.42
25:BA:2166:G:N7 25:BA:2168:G:N2 2.61 0.42
25:BA:2271:G:OP1 46:B0:18:ALA:HB1 2.20 0.42
25:BA:2271:G:H5” 46:B0:20:ARG:HE 1.85 0.42
25:BA:2336:A:H61 46:B0:43: THR:HG22 1.84 0.42
25:BA:2511:U:02’ 28:BE:138:PRO:O 2.24 0.42
25:BA:2791:C:H6 25:BA:2791:C:0P2 2.02 0.42
27:BD:101:GLU:OE1 27:BD:103:ARG:HD3 2.19 0.42
29:BF:7:TYR:O 29:BF:21:ALA:HA 2.18 0.42
29:BF:93:LYS:HD3 29:BF:93:LYS:HA 1.88 0.42
30:BG:121:ASN:HA 30:BG:122:PRO:HD2 1.88 0.42
41:BV:62:LEU:HD13 41:BV:95:LEU:HB2 2.01 0.42
1:CA:97:G:C4 1:CA:98:G:C8 3.07 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
1:CA:722:A:N6 1:CA:724:G:C2 2.88 0.42
1:CA:784:C:H2’ 1:CA:785:G:04’ 2.19 0.42
1:CA:975:A:H8 1:CA:975:A:HY’ 1.83 0.42
1:CA:1014:A:H2 1:CA:1015:A:C8 2.55 0.42
1:CA:1142:G:C2 1:CA:1143:G:HT’ 2.54 0.42
6:CF:6:VAL:HG13 6:CF:90:VAL:HG22 2.02 0.42
8:CH:75:ARG:HA 8:CH:76:PRO:HD2 1.83 0.42
11:CK:48:1LE:H 11:CK:48:ILE:HG12 1.54 0.42
25:DA:76:C:03’ 48:D2:59:ARG:HG3 2.20 0.42
25:DA:380:U:H2’ 25:DA:381:G:C8 2.54 0.42
25:DA:588:U:H1’ 29:DF:90:PHE:HB3 2.01 0.42
25:DA:690:G:H5’ 60:DA:4052:HOH:O 2.19 0.42
25:DA:1005:C:H4’ 25:DA:1012:U:C6 2.54 0.42
25:DA:1337:G:H2’ 25:DA:1338:G:04’ 2.19 0.42
25:DA:1514:U:H2’ 25:DA:1515:G:H8 1.84 0.42
25:DA:1593:G:C2 25:DA:1594:G:C4 3.07 0.42
25:DA:1692:U:02’ 25:DA:1693:U:H2’ 2.19 0.42
25:DA:2106:G:C6 25:DA:2184:G:C6 3.07 0.42
25:DA:2110:G:06 25:DA:2179:C:N3 2.51 0.42
25:DA:2512:C:H2’ 25:DA:2513:G:04’ 2.19 0.42
25:DA:2880:C:03’ 37:DR:90:ARG:NH1 2.52 0.42
27:DD:64:1LE:O 27:DD:104:TYR:HB2 2.19 0.42
27:-DD:70: TRP:HB3 27:DD:190:TYR:CE1 2.54 0.42
28:DE:111:ARG:HD3 37:-DR:1:MET:HE1 2.00 0.42
32:DI:78: THR:HG23 32:DI:143:SER:OG 2.20 0.42
1:AA:102:G:02’ 1:AA:151:A:N3 2.34 0.42
1:AA:345:C:H5 39:BT:39:ARG:HH22 1.68 0.42
1:AA:1194:U:H2’ 1:AA:1195:C:H6 1.84 0.42
5:AE:35:GLY:HA3 5:AE:112:LEU:HB3 2.01 0.42
6:AF:8:ILE:HD13 6:AF:26:1LE:HD13 2.00 0.42
9:AI:49:PRO:HB3 9:AI:82:ALA:HB2 2.01 0.42
20:AT:38:LYS:O 20:AT:42:GLN:N 2.44 0.42
25:BA:28:A:H1’ 25:BA:513:A:C2 2.55 0.42
25:BA:74:A:HY’ 25:BA:75:G:04’ 2.20 0.42
25:BA:383:U:H5” 25:BA:384:U:0OP2 2.19 0.42
25:BA:458:G:ChH 53:B7:37:LYS:HE2 2.53 0.42
25:BA:565:C:H4’ 25:BA:1253:A:C6 2.55 0.42
25:BA:1263:U:HY’ 51:B5:10:LYS:HG3 2.01 0.42
25:BA:1675:C:02 28:BE:128:SER:OG 2.37 0.42
25:BA:2394:C:0OP1 54:B&:30:ARG:NH1 2.52 0.42
25:BA:2732:G:OP1 28:BE:203:LYS:HE2 2.20 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
36:BQ:86:GLY:HA3 46:B0:10: THR:HG23 2.01 0.42
40:BU:112:ARG:H 40:BU:112:ARG:HG2 1.42 0.42
46:B0:40:GLN:NE2 46:B0:43: THR:HA 2.35 0.42
1:CA:170:U:02’ 1:CA:171:A:HY’ 2.20 0.42
1:CA:1048:G:OP2 14:CN:3:ARG:NH2 2.53 0.42
1:CA:1224:G:C6 1:CA:1322:C:04’ 2.72 0.42
1:CA:1306:A:C6 1:CA:1307:U:C4 3.06 0.42
12:CL:34:ARG:O 12:CL:61: THR:HG23 2.19 0.42
18:CR:73:ALA:HB3 18:CR:79:LEU:HD12 2.01 0.42
20:CT:65:LYS:HA 20:CT:68:LYS:HD3 2.01 0.42
25:DA:143(A):C:H4’ 43:DX:38:GLU:OE1 2.19 0.42
25:DA:1426:G:02’ 25:DA:1572:A:N6 2.46 0.42
25:DA:2870:C:H2’ 25:DA:2871:C:04’ 2.19 0.42
27:DD:232:PRO:HB3 27:DD:244:ARG:CZ 2.50 0.42
28:DE:119:ARG:HB3 28:DE:120: TRP:CD1 2.55 0.42
30:DG:16:ARG:HB2 30:DG:17:PRO:HD3 2.01 0.42
32:DI:116:LEU:HD21 32:DI:119:PRO:HA 2.01 0.42
36:DQ:22:LYS:H 36:DQ:22:LYS:HG2 1.60 0.42
44:DY:20:TYR:CE1 44:DY:43:ASN:HA 2.54 0.42
1:AA:924:C:H2’ 1:AA:925:G:C8 2.54 0.42
1:AA:951:G:N3 1:AA:970:C:02’ 2.49 0.42
3:AC:5:ILE:HG12 3:AC:6:HIS:N 2.32 0.42
3:AC:123:GLN:HB3 3:AC:128:PHE:CD2 2.55 0.42
3:AC:131:ARG:HE 3:AC:166:GLU:CD 2.27 0.42
13:AM:34:LEU:CD1 13:AM:41:PRO:HA 2.47 0.42
16:AP:48: TRP:HH2 16:AP:76:GLN:NE2 2.16 0.42
25:BA:328:U:H4’ 44:BY:68:HIS:CG 2.54 0.42
25:BA:576:U:H2’ 25:BA:577:G:C8 2.54 0.42
25:BA:956:G:H5” 36:BQ:77:LYS:HD2 2.02 0.42
25:BA:1239:G:H2’ 25:BA:1240:U:04’ 2.20 0.42
25:BA:1756:G:02’ 25:BA:1758:G:H5” 2.20 0.42
25:BA:1762:A:H2’ 60:BA:4156:HOH:O 2.17 0.42
25:BA:2791:C:0P2 25:BA:2791:C:C6 2.73 0.42
26:BB:11:C:H3’ 26:BB:12:C:C6 2.55 0.42
26:BB:41:U:04 30:BG:70:VAL:HB 2.18 0.42
29:BF:135:LYS:HB2 29:BF:138:GLU:CD 2.45 0.42
29:BF:196:LEU:HD23 29:BF:196:LEU:HA 1.86 0.42
36:BQ:39:PRO:HA 36:BQ:97:VAL:O 2.19 0.42
44:BY:15:VAL:O 44:BY:22:GLY:N 2.47 0.42
1:CA:84:U:H4’ 1:CA:89:C:N4 2.35 0.42
1:CA:1022:G:H2’ 1:CA:1023:G:C8 2.55 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
1:CA:1137:C:05’ 1:CA:1137:C:H6 2.02 0.42
2:CB:171:ALA:O 2:CB:175:ARG:HG3 2.20 0.42
4:CD:156:GLU:O 4:CD:160:GLN:HG3 2.20 0.42
6:CF:10:LEU:HB2 6:CF:59: TYR:HB3 2.01 0.42
9:CI:128:ARG:OXT 9:CI:128:ARG:HG2 2.20 0.42
20:CT:39:LYS:HB2 20:CT:39:LYS:HE3 1.84 0.42
25:DA:31:C:H5” 25:DA:1239:G:OP1 2.20 0.42
25:DA:253:C:0OP2 54:D8&:5:LYS:NZ 2.33 0.42
25:DA:747:U:02 25:DA:2014:A:H1’ 2.20 0.42
25:DA:1642:G:H2’ 25:DA:1643:G:C8 2.55 0.42
25:DA:2018:G:H2’ 25:DA:2019:A:04’ 2.18 0.42
25:DA:2130:U:H3 25:DA:2159:G:H22 1.66 0.42
25:DA:2697:G:H2’ 25:DA:2698:U:04’ 2.20 0.42
25:DA:2728:U:H2’ 25:DA:2729:G:C8 2.54 0.42
35:DP:31:ALA:O 35:DP:32:THR:OG1 2.30 0.42
1:AA:178:C:H2’ 1:AA:179:A:HS 1.84 0.42
1:AA:901:A:H5” 1:AA:902:G:OP2 2.19 0.42
1:AA:985:C:H2’ 1:AA:986:A:C8 2.54 0.42
1:AA:1132:C:H2’ 1:AA:1133:G:HS8 1.82 0.42
1:AA:1280:A:HS 10:AJ:40:LEU:HD22 1.85 0.42
2:AB:18:GLY:O 2:AB:19:HIS:HB3 2.19 0.42
3:AC:35:GLU:O 3:AC:39:ILE:HG13 2.19 0.42
3:AC:156:ARG:N 3:AC:196:LEU:HD22 2.35 0.42
17:AQ:6:LEU:HD12 17:AQ:6:LEU:HA 1.83 0.42
20:AT:45:GLN:HB2 20:AT:91:LEU:HD13 2.01 0.42
25:BA:443:A:H1’ 25:BA:1201:C:04’ 2.19 0.42
25:BA:2011:U:H2’ 25:BA:2012:G:04’ 2.18 0.42
25:BA:2125:G:N2 25:BA:2172:U:0P1 2.45 0.42
25:BA:2149:G:H3’ 25:BA:2150:U:C6 2.54 0.42
27:BD:94:LEU:HD22 27:BD:95:LEU:N 2.34 0.42
30:BG:41:GLN:NE2 30:BG:154:GLY:O 2.52 0.42
37:BR:72:ASP:0OD2 37:BR:75:LEU:HB2 2.20 0.42
44:BY:67:LEU:HD23 44:BY:67:LEU:HA 1.92 0.42
48:B2:3:LEU:HD22 48:B2:7:ARG:HE 1.83 0.42
50:B4:62:ARG:HA 50:B4:62:ARG:HD3 1.86 0.42
1:CA:125:U:H2’ 1:CA:126:G:C8 2.55 0.42
1:CA:585:G:03’ 17:CQ:34:LYS:NZ 2.53 0.42
1:CA:652:U:02’ 1:CA:653:A:0P2 2.33 0.42
1:CA:789:U:H2’ 1:CA:791:G:0OP2 2.19 0.42
1:CA:827:U:H2’ 1:CA:859:A:H61 1.85 0.42
1:CA:848:C:02’ 1:CA:849:C:H5’ 2.20 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
1:CA:1060:C:H2’ 1:CA:1061:G:HS 1.85 0.42
1:CA:1140:C:H2’ 1:CA:1141:C:C6 2.54 0.42
1:CA:1157:A:HY 1:CA:1158:C:N1 2.34 0.42
1:CA:1327:C:H5” 21:CU:20:LYS:HB3 2.02 0.42
2:CB:135:GLN:O 2:CB:139:LYS:HB2 2.20 0.42
6:CF:21:LEU:O 6:CF:25:ILE:HG13 2.20 0.42
15:C0O:22: THR:0G1 15:C0O:23:GLY:N 2.53 0.42
17:CQ:81:ARG:HD2 17:CQ:81:ARG:HA 1.83 0.42
20:CT:18:GLN:O 20:CT:22:ARG:HG3 2.20 0.42
25:DA:78:A:C6 25:DA:109:G:C6 3.07 0.42
25:DA:191:A:H2’ 25:DA:192:C:C6 2.54 0.42
25:DA:464:U:H4’ 53:D7:5:TRP:CZ3 2.54 0.42
25:DA:608:A:C6 25:DA:609:A:C6 3.07 0.42
25:DA:1009:A:N3 25:DA:1153:C:02’ 2.50 0.42
25:DA:2061:G:H5” 25:DA:2503:A:C2 2.54 0.42
25:DA:2127:G:C6 25:DA:2161:C:N3 2.86 0.42
25:DA:2282:G:H4’ 25:DA:2389:G:02’ 2.18 0.42
25:DA:2529:G:06 55:D9:31:LYS:NZ 2.52 0.42
27:DD:95:LEU:HD11 27:-DD:105:ILE:HD13 2.00 0.42
35:DP:143:GLY:O 35:DP:145:PRO:HD3 2.19 0.42
38:DS:4:LEU:HD22 38:DS:8:GLU:OE1 2.20 0.42
44:DY:6:HIS:H 44:DY:6:HIS:CD2 2.38 0.42
45:D7:67:-LEU:HD23 45:DZ:67:LEU:HA 1.86 0.42
50:D4:68:ARG:HB3 50:D4:69:LYS:H 1.60 0.42
1:AA:1037:C:02 1:AA:1037:C:H2’ 2.18 0.42
1:AA:1063:C:H3’ 1:AA:1064:G:H2’ 2.01 0.42
1:AA:1311:G:N2 1:AA:1326:C:N3 2.56 0.42
4:AD:59:ARG:NH2 4:AD:62:GLN:HG3 2.34 0.42
9:Al:84:ALA:O 9:AL:88:TYR:N 2.47 0.42
11:AK:54:ARG:O 11:AK:57:-THR:OG1 2.37 0.42
24:AX:17:C:0P2 24:AX:17(A):U:02 2.30 0.42
25:BA:171:G:02’ 25:BA:172:C:H5’ 2.19 0.42
25:BA:563:G:H22 25:BA:578:A:H2 1.66 0.42
25:BA:839:U:H2’ 25:BA:840:C:C6 2.53 0.42
25:BA:944:G:H5” 25:BA:945:A:05’ 2.20 0.42
25:BA:1179:C:H2’ 25:BA:1180:C:C6 2.54 0.42
25:BA:2282:G:0OP1 25:BA:2283:C:H1’ 2.20 0.42
32:BI:50:ARG:HD2 32:BI:50:ARG:HA 1.90 0.42
36:BQ:79:LEU:HD23 36:BQ:79:LEU:HA 1.91 0.42
50:B4:53:GLU:C 50:B4:55:ARG:N 2.78 0.42
1:CA:190:U:H2’ 1:CA:191:G:H8 1.80 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
1:CA:320:C:02’ 1:CA:1435:G:H1’ 2.20 0.42
1:CA:995:C:H4’ 14:CN:8:GLU:OE2 2.20 0.42
1:CA:1220:G:H5’ 19:CS:35:SER:HA 2.01 0.42
1:CA:1303:C:C4 1:CA:1304:G:C5H 3.08 0.42
15:C0O:21:ASP:0OD2 15:C0O:24:SER:HB3 2.19 0.42
25:DA:79:G:H1 25:DA:107:C:H42 1.67 0.42
25:DA:704:G:02’ 25:DA:726:G:N2 2.41 0.42
25:DA:1022:G:N7 33:DN:66:LYS:HE2 2.35 0.42
25:DA:1839:G:N7 25:DA:1927:A:H1’ 2.35 0.42
25:DA:2155:G:H2’ 25:DA:2156:G:H5’ 2.01 0.42
25:DA:2186:G:C2’ 25:DA:2187:G:H5” 2.44 0.42
25:DA:2224:G:H4’ 25:DA:2226:C:C2 2.55 0.42
29:DF:178:PRO:HB3 29:DF:198:ALA:CB 2.50 0.42
30:DG:21:ARG:HG3 30:DG:22:ARG:N 2.34 0.42
30:DG:61:ALA:HB1 50:D4:7:PRO:HG2 2.01 0.42
33:DN:120:LEU:HD23 33:DN:120:LEU:HA 1.92 0.42
34:D0:12:ASP:OD1 34:D0:14:THR:OG1 2.31 0.42
49:D3:8:LEU:O 49:D3:32:GLN:N 2.43 0.42
1:AA:44:G:C2 1:AA:45:U:H1’ 2.55 0.42
1:AA:240:C:H2’ 1:AA:241:C:H6 1.82 0.42
1:AA:337:C:H2’ 1:AA:338:A:C8 2.54 0.42
1:AA:390:C:H2’ 1:AA:391:G:C8 2.54 0.42
1:AA:925:G:HT’ 1:AA:1502:A:C4 2.55 0.42
1:AA:1458:G:C2’ 1:AA:1459:C:HY 2.50 0.42
2:AB:24:TRP:CD1 2:AB:24:TRP:H 2.38 0.42
6:AF:86:ARG:O 6:AF:87:ARG:HG2 2.20 0.42
7:AG:48:LYS:O 7:AG:52:GLU:HG2 2.20 0.42
10:AJ:50:ILE:HD11 10:AJ:57:LYS:HD2 2.01 0.42
18:AR:59:SER:OG 18:AR:60:ALA:N 2.53 0.42
25:BA:30:G:H2’ 25:BA:31:C:C6 2.55 0.42
25:BA:245:G:05’ 35:BP:73:GLY:HA2 2.20 0.42
25:BA:392:C:H2’ 25:BA:393:C:C6 2.54 0.42
25:BA:1568:G:H1’ 27:BD:58:HIS:HE1 1.85 0.42
25:BA:1570:A:H2’ 25:BA:1571:A:C8 2.55 0.42
25:BA:2140:C:C2 25:BA:2151:G:N1 2.73 0.42
25:BA:2593:U:04 60:BA:4071:HOH:O 2.18 0.42
25:BA:2784:C:H1’ 28:BE:37:ARG:NH1 2.35 0.42
30:BG:96:ARG:O 30:BG:99:MET:HB3 2.19 0.42
32:BI:134:PRO:C 32:BI:136:VAL:H 2.28 0.42
33:BN:14:VAL:HG13 33:BN:138:LEU:HB2 2.02 0.42
35:BP:82:GLY:HA2 35:BP:113:LYS:0O 2.20 0.42
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37:BR:81:ASP:O 37:BR:85:PRO:HG2 2.20 0.42
46:B0:40:GLN:NE2 46:B0:42:GLY:O 2.53 0.42
1:CA:373:A:HYT’ 1:CA:481:G:N3 2.35 0.42
1:CA:501:C:H2 1:CA:502:G:H8 1.85 0.42
1:CA:947:G:H2’ 1:CA:948:C:04’ 2.20 0.42
1:CA:1118:C:C2 1:CA:1119:C:C5 3.08 0.42
7:CG:135:VAL:HA 7:CG:138:LYS:HB3 2.02 0.42
19:CS:49:ILE:O 19:CS:60:VAL:N 2.48 0.42
25:DA:19:C:H2’ 25:DA:20:C:H6 1.83 0.42
25:DA:727:A:OP1 25:DA:1431:U:02’ 2.36 0.42
25:DA:729:G:HY 25:DA:730:C:H5” 2.02 0.42
25:DA:1341:U:H5’ 43:DX:57:LEU:HB3 2.01 0.42
25:DA:1902:C:H5’ 27:DD:246:PRO:HD3 2.02 0.42
25:DA:1978:A:H2’ 25:DA:1979:C:C6 2.55 0.42
25:DA:2035:G:P 25:DA:2036:C:H41 2.42 0.42
25:DA:2169:A:H2’ 25:DA:2170:A:C8 2.55 0.42
25:DA:2170:A:H8 25:DA:2170:A:0P2 2.02 0.42
25:DA:2378:A:HS 25:DA:2378:A:05’ 2.03 0.42
25:DA:2600:A:H2’ 25:DA:2601:C:C6 2.55 0.42
27:DD:172:TYR:CD1 27:DD:186:HIS:HA 2.55 0.42
30:DG:5:VAL:O 30:DG:8:LYS:HB2 2.20 0.42
31:DH:3:ARG:HH12 31:DH:5:GLY:N 2.16 0.42
32:DI:57:ARG:HG3 32:DI:58:LEU:N 2.33 0.42
33:DN:134:ARG:N 33:DN:135:PRO:HD3 2.35 0.42
34:D0O:98:VAL:HG13 34:D0O:117:LEU:HB2 2.02 0.42
35:DP:59:LEU:HD23 54:D8&:58:ILE:HD13 2.01 0.42
39:DT:7:ILE:O 39:DT:11:GLU:HG3 2.20 0.42
42:DW:37:ARG:HD2 42:DW:38:TYR:CE2 2.55 0.42
54:D8:23:VAL:HG22 54:D8:47:LYS:HB3 2.02 0.42
1:AA:110:C:H2’ 1:AA:111:G: 04’ 2.20 0.42
1:AA:418:C:N4 1:AA:425:G:H1 2.12 0.42
1:AA:585:G:OP1 17:AQ:37:LYS:HD2 2.19 0.42
1:AA:1136:U:H6 1:AA:1136:U:H3’ 1.85 0.42
1:AA:1320:C:C4 19:AS:36:ARG:HB2 2.55 0.42
1:AA:1374:A:02’ 7:AG:28:ASN:HB3 2.20 0.42
4:AD:162:LEU:HD13 4:AD:181:MET:HG2 2.02 0.42
11:AK:99:GLN:HG3 11:AK:105:VAL:HG11 2.01 0.42
13:AM:40:ASN:HB3 13:AM:43:THR:OG1 2.20 0.42
13:AM:40:ASN:HA 13:AM:41:PRO:HD2 1.86 0.42
19:AS:41:VAL:O 19:AS:44:MET:N 2.45 0.42
25:BA:772:C:H2’ 25:BA:773:U:C6 2.54 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
25:BA:1188:U:C4’ 41:BV:79:VAL:HG22 2.50 0.42
25:BA:1287:A:N7 37:BR:106:GLY:HA3 2.35 0.42
25:BA:1418:G:H8 25:BA:1418:G: 05’ 2.02 0.42
25:BA:1824:G:0OP1 27:BD:52:ARG:HD3 2.20 0.42
25:BA:1857:G:C6 25:BA:1858:G:C6 3.07 0.42
25:BA:2134:A:0P2 25:BA:2134:A:H8 2.02 0.42
25:BA:2135:A:H61 25:BA:2156:G:C2’ 2.33 0.42
25:BA:2469:A:C2 25:BA:2470:G:H1’ 2.55 0.42
25:BA:2872:G:02’ 25:BA:2873:A:H5’ 2.19 0.42
28:BE:51:PHE:HB3 28:BE: 77 ILE:HD12 2.02 0.42
40:BU:83:LEU:HD12 40:BU:113:ALA:HB2 2.02 0.42
1:CA:33:A:N3 12:CL:32:PHE:HE2 2.18 0.42
1:CA:586:C:02’ 1:CA:878:G:H4’ 2.19 0.42
1:CA:664:G:H22 1:CA:741:G:H22 1.68 0.42
1:CA:675:A:H2’ 1:CA:676:A:C8 2.55 0.42
1:CA:707:C:H2 1:CA:708:C:H6 1.84 0.42
1:CA:834:C:H2’ 1:CA:835:U:C6 2.55 0.42
1:CA:900:A:H2’ 1:CA:901:A:C8 2.55 0.42
1:CA:1154:G:N7 1:CA:1155:G:N9 2.68 0.42
1:CA:1223:C:H5” 1:CA:1224:G:HY’ 2.01 0.42
1:CA:1258:G:H2’ 1:CA:1259:C:H6 1.84 0.42
4:CD:155:LEU:HD22 4:CD:157:LEU:H 1.85 0.42
7:CG:149:ARG:HG2 11:CK:59:TYR:CE1 2.55 0.42
8:CH:68:ARG:NH1 8:CH:74:PRO:HB3 2.35 0.42
15:CO:5:LYS:NZ 15:CO:5:LYS:HB2 2.35 0.42
18:CR:69:THR:HA 18:CR:72:ARG:HD2 2.02 0.42
25:DA:77:C:H2’ 25:DA:78:A:H8 1.85 0.42
25:DA:196:A:H2’ 25:DA:196:A:N3 2.35 0.42
25:DA:272:G:C2 25:DA:421:U:C4 3.07 0.42
25:DA:947:G:N2 25:DA:971:C:C2 2.88 0.42
25:DA:1580:A:H3’ 25:DA:1581:G:C8 2.55 0.42
27:DD:67:PHE:CE1 27:DD:157:ARG:HD2 2.55 0.42
29:DF:196:LEU:O 29:DF:199: TRP:HB3 2.20 0.42
30:DG:3:LEU:CD1 30:DG:5:VAL:HG12 2.49 0.42
38:DS:39:ILE:HD13 38:DS:85:VAL:HG21 2.01 0.42
1:AA:375:U:03’ 16:AP:6:LEU:HB2 2.20 0.41
1:AA:405:U:H4’ 1:AA:496:A:02 2.20 0.41
1:AA:922:G:H2’ 1:AA:923:A:C8 2.55 0.41
1:AA:1032:G:H2’ 1:AA:1033:G:C8 2.55 0.41
1:AA:1308:U:OP2 13:AM:99:ARG:HD2 2.20 0.41
1:AA:1530:G:OP1 1:AA:1530:G:H4’ 2.19 0.41
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
3:AC:23:TYR:CG 3:AC:24:ALA:N 2.86 0.41
5:AE:20:GLN:NE2 5:AE:21:ALA:O 2.53 0.41
9:AI:86:VAL:HA 9:AI:92: TYR:HB2 2.02 0.41
11:AK:21:ILE:HB 11:AK:84:VAL:HG22 2.02 0.41
13:AM:90:LEU:HA 13:AM:93:ARG:HG3 2.01 0.41
25:BA:109:G:H2’ 25:BA:110:G:04’ 2.20 0.41
25:BA:185:U:H2’ 25:BA:186:G:HS8 1.85 0.41
25:BA:212:G:H2’ 25:BA:213:A:04’ 2.20 0.41
25:BA:336:C:H2’ 25:BA:337:C:C6 2.55 0.41
25:BA:686:G:C4 53:B7:11:LYS:HG2 2.55 0.41
25:BA:1006:C:C2 25:BA:1138:G:N2 2.88 0.41
25:BA:1190:G:H5” 35:BP:32: THR:HA 2.01 0.41
25:BA:1405:U:H2’ 25:BA:1406:U:H6 1.85 0.41
25:BA:1803:A:02’ 27:BD:259: THR:HG21 2.20 0.41
25:BA:1828:G:H4’ 25:BA:1829:A:0P1 2.19 0.41
25:BA:1922:G:H2’ 25:BA:1923:U:04’ 2.20 0.41
25:BA:2163:C:OP1 25:BA:2165:G:N1 2.53 0.41
26:BB:34:U:02’ 26:BB:44:G:N7 2.50 0.41
28:BE:183:LEU:HD12 28:BE:183:LEU:HA 1.87 0.41
35:BP:118:GLY:O 35:BP:137:LYS:NZ 2.50 0.41
36:BQ:58:PHE:HB3 36:BQ:61:GLY:O 2.20 0.41
1:CA:401:C:02’ 1:CA:621:A:N3 2.47 0.41
1:CA:532:A:N6 3:CC:156:ARG:HH22 2.17 0.41
1:CA:657:G:N2 1:CA:749:C:02 2.44 0.41
1:CA:918:A:H2’ 1:CA:919:A:04’ 2.20 0.41
1:CA:922:G:N3 1:CA:1398:A:C2 2.88 0.41
1:CA:1006:C:H2’ 1:CA:1007:C:04’ 2.20 0.41
1:CA:1276:G:02’ 1:CA:1277:C:HY’ 2.20 0.41
1:CA:1292:U:H5’ 9:CI:38:GLN:NE2 2.35 0.41
1:CA:1399:C:C2 1:CA:1502:A:N6 2.88 0.41
2:CB:16:HIS:HB3 2:CB:210:SER:CB 2.50 0.41
2:CB:27:LYS:O 2:CB:194:PRO:HG2 2.20 0.41
4:CD:100:ARG:NH1 4:CD:137:SER:HB3 2.35 0.41
20:CT:54:LYS:HA 20:CT:57:ARG:NH1 2.35 0.41
25:DA:37:C:H4’ 25:DA:451:C:OP1 2.20 0.41
25:DA:598:G:H2’ 25:DA:599:G:04’ 2.20 0.41
25:DA:1145:C:H?’ 25:DA:1146:C:C6 2.55 0.41
25:DA:1598:C:H2’ 25:DA:1599:C:C6 2.55 0.41
32:DI:44:LEU:HD13 32:DI:44:LEU:HA 1.86 0.41
36:DQ:112:GLU:HG2 36:DQ:113:GLN:N 2.32 0.41
36:DQ:133:ARG:HG2 36:DQ:134:ARG:N 2.35 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
38:DS:84:GLN:H 38:DS:111:GLU:HB2 1.84 0.41
40:DU:28:ARG:HD3 40:DU:38:THR:OG1 2.20 0.41
46:D0:50:ASN:HA 46:D0:62:LEU:HD11 2.02 0.41
50:D4:9:LEU:HD23 50:D4:9:LEU:HA 1.90 0.41
1:AA:59:A:N6 1:AA:331:G:HY1’ 2.35 0.41
1:AA:540:G:H2’ 1:AA:541:G:04’ 2.21 0.41
1:AA:971:G:N1 1:AA:1363(A):A:0OP2 2.44 0.41
1:AA:1117:G:H5” 9:Al:104:ARG:CZ 2.50 0.41
1:AA:1319:A:0P2 19:AS:3:ARG:HG3 2.20 0.41
9:AI:26:VAL:HG22 9:AI:61:ALA:HB3 2.02 0.41
11:AK:85:ARG:HG2 11:AK:111:ASP:O 2.19 0.41
12:AL:97:ARG:HG3 12:AL:98:TYR:CE1 2.55 0.41
17:AQ:76:LEU:HD21 17:AQ:79:SER:OG 2.21 0.41
25:BA:143(A):C:H2’ 25:BA:144:C:C6 2.55 0.41
25:BA:185:U:H2’ 25:BA:186:G:C8 2.55 0.41
25:BA:392:C:H5” 25:BA:409:C:H5” 2.02 0.41
25:BA:1130:U:02 28:BE:149:ARG:NH2 2.45 0.41
25:BA:2584:U:02 25:BA:2585:U:C4 2.73 0.41
26:BB:114:C:HO2’ 38:BS:46:VAL:HG13 1.86 0.41
29:BF:110:LEU:HD21 29:BF:181:LEU:HG 2.02 0.41
32:BI:9:LEU:HD22 32:BI:9:LEU:HA 1.83 0.41
46:B0:82:ARG:HA 46:B0:83:PRO:HD3 1.87 0.41
1:CA:109:A:C6 1:CA:326:G:C6 3.08 0.41
1:CA:255:G:C6 1:CA:256:U:C4 3.08 0.41
1:CA:667:G:OP1 1:CA:732:C:02’ 2.22 0.41
1:CA:1005:A:H5” 1:CA:1006:C:C5 2.55 0.41
1:CA:1092:A:H5” 7:CG:4:ARG:CZ 2.50 0.41
1:CA:1443:G:H2’ 1:CA:1444:C:C6 2.55 0.41
5:CE:32:VAL:O 5:CE:44:GLY:N 2.36 0.41
8:CH:112:LEU:HB3 8:CH:133:LEU:HA 2.02 0.41
9:CI:19:LEU:C 9:CI:20:ARG:HD2 2.45 0.41
9:CI:102:LEU:H 9:CI:102:LEU:HG 1.57 0.41
24:CX:76:31H:H61 46:D0:2:ALA:HB3 1.85 0.41
25:DA:84:A:H5’ 44:DY:8:LYS:HB3 2.03 0.41
25:DA:538:G:H2’ 25:DA:539:G:C8 2.53 0.41
25:DA:729:G:H2’ 25:DA:1775:U:H1’ 2.03 0.41
25:DA:1124:C:H?’ 25:DA:1125:G:04’ 2.20 0.41
25:DA:1316:U:H2’ 25:DA:1317:A:C8 2.55 0.41
25:DA:1429:G:H2’ 25:DA:1430:C:C6 2.55 0.41
25:DA:1436:G:C2 25:DA:1437:C:C2 3.08 0.41
25:DA:1497:U:H5” 25:DA:1498:C:C5H 2.56 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
25:DA:1652:A:N7 25:DA:1653:G:C6 2.88 0.41
25:DA:1660:C:02’ 25:DA:1661:G:H5’ 2.20 0.41
25:DA:2432:A:C6 25:DA:2433:A:C6 3.09 0.41
25:DA:2454:G:N7 60:DA:4288:HOH:O 2.37 0.41
25:DA:2671:A:H2’ 25:DA:2672:G:04’ 2.20 0.41
30:DG:19:LEU:HD11 30:DG:172:LEU:HB2 2.02 0.41
31:DH:26:VAL:O 31:DH:33:LEU:N 2.36 0.41
31:DH:35:VAL:O 31:DH:37:VAL:HG23 2.19 0.41
35:DP:45:LEU:HD22 35:DP:45:LEU:HA 1.79 0.41
41:DV:22:VAL:O 41:DV:92: THR:N 2.24 0.41
1:AA:392:G:H2’ 1:AA:393:A:HS8 1.85 0.41
1:AA:432:A:H3’ 1:AA:433:C:H6 1.85 0.41
1:AA:567:G:H2’ 1:AA:568:G:04’ 2.20 0.41
1:AA:1118:C:H2’ 1:AA:1119:C:C6 2.55 0.41
9:Al:48:GLU:HA 9:AI:51:ARG:HG3 2.03 0.41
12:AL:39:VAL:HG12 12:AL:41:ARG:HG2 2.03 0.41
13:AM:17:VAL:O 13:AM:20: THR:OG1 2.28 0.41
13:AM:96:LEU:C 13:AM:110:ARG:HG2 2.46 0.41
16:AP:20:VAL:HG23 16:AP:35:LYS:HA 2.02 0.41
25:BA:272(E):G:C2 25:BA:364:C:C2 3.08 0.41
25:BA:458:G:02’ 25:BA:469:G:06 2.28 0.41
25:BA:1312:U:0P2 43:BX:63:LYS:NZ 2.45 0.41
25:BA:2630:G:H2’ 25:BA:2631:G:C8 2.56 0.41
25:BA:2680:C:H5’ 28:BE:189:PRO:HA 2.01 0.41
33:BN:67:LEU:O 33:BN:88:GLU:HG3 2.20 0.41
37:BR:1:MET:HE2 37:BR:1:MET:HB3 1.94 0.41
42:BW:86:LEU:HD22 42:BW:96:ILE:HD11 2.02 0.41
1:CA:835:U:C2 1:CA:836:G:C8 3.08 0.41
1:CA:1030(A):G:OP1 1:CA:1030(A):G:H4’ 2.21 0.41
1:CA:1113:C:02’ 3:CC:14:ILE:HD11 2.20 0.41
1:CA:1145:C:H4’ 1:CA:1146:A:C5’ 2.51 0.41
5:CE:80:ILE:CG2 5:CE:91:LEU:HB2 2.50 0.41
8:CH:20: TYR:HA 8:CH:65:TYR:CZ 2.56 0.41
11:CK:52:GLY:H 11:CK:55:LYS:HE2 1.84 0.41
13:CM:120:LYS:HA 13:CM:121:LYS:HZ3 1.84 0.41
25:DA:58:G:02’ 25:DA:73:A:N1 2.45 0.41
25:DA:98:G:OP1 48:D2:2:LYS:HA 2.21 0.41
25:DA:554:U:04 60:DA:4015:HOH:O 2.19 0.41
25:DA:567:A:0P2 35:DP:29:LYS:NZ 2.42 0.41
25:DA:581:C:H2’ 25:DA:582:G:C8 2.54 0.41
25:DA:1580:A:H3’ 25:DA:1581:G:HS8 1.85 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
25:DA:2379:G:H4’ 38:DS:21:THR:CG2 2.51 0.41
35:DP:38:GLN:C 35:DP:40:SER:H 2.28 0.41
1:AA:153:C:N3 1:AA:168:G:N2 2.48 0.41
1:AA:174:C:HY 1:AA:175:C:C6 2.55 0.41
1:AA:1327:C:H2’ 1:AA:1328:C:C6 2.55 0.41
1:AA:1348:U:H4’ 9:AI:120:ARG:HD2 2.02 0.41
3:AC:32:LEU:HD23 3:AC:32:LEU:HA 1.81 0.41
5:AE:85:GLY:C 5:AE:87:SER:H 2.29 0.41
7:AG:100:ALA:O 7:AG:104:LEU:HB2 2.20 0.41
16:AP:40:ASP:HB3 16:AP:48: TRP:HB2 2.02 0.41
25:BA:84:A:H3’ 44:BY:8:LYS:HG2 2.02 0.41
25:BA:301:G:HY’ 25:BA:302:C:C6 2.54 0.41
25:BA:330:A:H2 25:BA:1210:A:C2’ 2.32 0.41
25:BA:1655:A:H3’ 25:BA:1656:C:C6 2.55 0.41
25:BA:2532:G:C6 25:BA:2533:A:C6 3.08 0.41
25:BA:2611:U:C4 51:B5:3:LYS:HG2 2.55 0.41
25:BA:2685:G:H5’ 34:BO:68:GLU:OE1 2.19 0.41
25:BA:2790:A:N3 25:BA:2790:A:H2’ 2.35 0.41
28:BE:14:.1ILE:HB 39:BT:14:TYR:CE2 2.55 0.41
30:BG:136:ARG:HG3 | 30:BG:137:GLU:HG3 2.03 0.41
31:BH:71:LEU:HD12 31:BH:71:LEU:HA 1.86 0.41
36:BQ:79:LEU:HB3 36:BQ:80:GLU:HG3 2.00 0.41
41:BV:98:GLU:CD 41:BV:100:ARG:HH11 2.28 0.41
42:BW:79:GLY:HA3 | 42:BW:100:THR:HG22 2.02 0.41
50:B4:57:GLU:N 50:B4:60:GLN:HG3 2.36 0.41
54:B&:48:PHE:CE2 54:B8&:50:LEU:HD23 2.56 0.41
1:CA:664:G:OP1 18:CR:64:ARG:NH2 2.51 0.41
1:CA:942:G:C2 1:CA:1342:C:C2 3.08 0.41
1:CA:1048:G:H1 1:CA:1209:C:N4 2.15 0.41
1:CA:1057:G:ChH 1:CA:1204:A:C2 3.09 0.41
1:CA:1129:C:H?2’ 1:CA:1139:G:N7 2.36 0.41
1:CA:1492:A:H2’ 1:CA:1493:A:C4 2.56 0.41
3:CC:122:GLU:HA 3:CC:125:GLU:OE2 2.19 0.41
7:CG:20:ASP:0OD2 7:CG:23:VAL:HG23 2.20 0.41
8:CH:4:ASP:0OD1 8:CH:6:ILE:N 2.53 0.41
11:CK:116:HIS:O 11:CK:117:ASN:HB2 2.20 0.41
19:CS:36:ARG:NE 19:CS:72:GLY:HA2 2.34 0.41
20:CT:23:ARG:CG 20:CT:23:ARG:NH1 2.82 0.41
25:DA:76:C:02’ 48:D2:59:ARG:HA 2.20 0.41
25:DA:80:G:H5’ 25:DA:346:A:H1’ 2.01 0.41
25:DA:118:A:N3 25:DA:178:G:HY1’ 2.36 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
25:DA:800:A:HS8 25:DA:800:A:0OP1 2.04 0.41
25:DA:962:G:H4’ 25:DA:2496:C:02’ 2.21 0.41
25:DA:998:C:H2’ 25:DA:999:U.04’ 2.20 0.41
25:DA:1005:C:H2’ 25:DA:1006:C:C6 2.55 0.41
25:DA:1184:G:OP1 49:D3:30:ARG:HD2 2.21 0.41
25:DA:1651:G:OP1 37:DR:40:LYS:HE3 2.20 0.41
25:DA:1651:G:H2’ 25:DA:1652:A:04’ 2.20 0.41
25:DA:2578:G:H2’ 25:DA:2579:C:C6 2.55 0.41
25:DA:2723:C:0P2 28:DE:109:LYS:NZ 2.53 0.41
26:DB:29:A:C2 26:DB:30:C:C2 3.09 0.41
32:DI:130: TYR:HD2 32:DI:138:1LE:HD12 1.85 0.41
33:DN:33:LEU:HD13 33:DN:33:LEU:HA 1.94 0.41
35:DP:60:MET:HA 54:D&:13:ARG:NH1 2.36 0.41
36:DQ:42:ILE:HD13 36:DQ:97:VAL:HB 2.02 0.41
37:DR:94:TYR:C 37:DR:117:VAL:HG23 2.45 0.41
41:DV:62:LEU:HD23 41:DV:93:GLU:HG2 2.01 0.41
45:D7:42:VAL:HG13 45:D7:43:GLU:HG3 2.02 0.41
47:D1:82:LEU:C 47:D1:85:LEU:HD23 2.45 0.41
1:AA:341:C:02’ 1:AA:342:C:HY 2.21 0.41
1:AA:1147:C:H6 1:AA:1147:C:0%’ 2.03 0.41
1:AA:1169:A:05’ 1:AA:1169:A:HS 2.03 0.41
9:Al:65:VAL:HG21 9:Al:73:GLN:HB3 2.02 0.41
11:AK:86:GLY:O 11:AK:91:ARG:HD3 2.21 0.41
14:AN:26:ARG:HD3 14:AN:43:CYS:HB3 2.02 0.41
19:AS:31:ILE:HB 19:AS:49:ILE:HG13 2.02 0.41
25:BA:34:C:H5” 25:BA:35:G:0OP2 2.21 0.41
25:BA:530:G:C5 25:BA:2022:U:H5” 2.55 0.41
25:BA:2086:U:H2’ 25:BA:2087:G:HS 1.86 0.41
25:BA:2242:G:06 60:BA:3937:HOH:O 2.21 0.41
25:BA:2262:U:0P2 46:B0:19:LYS:NZ 2.47 0.41
32:BI:12:LEU:HD23 32:BI:12:LEU:HA 1.85 0.41
45:B7:110:GLY:N 45:B7:145:GLU:HA 2.36 0.41
54:B8:42:ARG:HD2 60:B&8:5105:HOH:O 2.21 0.41
1:CA:15:G:C4 1:CA:16:A:C8 3.09 0.41
1:CA:514:C:H2’ 1:CA:515:G:C8 2.55 0.41
1:CA:781:A:C8 1:CA:782:A:C8 3.09 0.41
1:CA:1121:U:C4 1:CA:1122:U:C4 3.08 0.41
2:CB:72:GLY:O 2:CB:94:ASN:HA 2.21 0.41
4:CD:50:ARG:HA 4:CD:51:PRO:HD3 1.94 0.41
25:DA:928:G:H8 25:DA:928:G:05’ 2.03 0.41
25:DA:1882:C:H5’ 47:D1:26:ARG:HH22 1.86 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
25:DA:1889:A:H1’ 25:DA:2087:G:04’ 2.20 0.41
25:DA:2125:G:H22 25:DA:2172:U:C5’ 2.31 0.41
25:DA:2287:A:C5H 25:DA:2289:G:ChH 3.09 0.41
25:DA:2387:U:HY’ 46:D0:41:ARG:HE 1.85 0.41
25:DA:2437:U:H2’ 25:DA:2438:U:C6 2.56 0.41
25:DA:2525:G:H1 25:DA:2538:C:H42 1.69 0.41
30:DG:39:ILE:O 30:DG:91:ARG:HA 2.20 0.41
37:DR:36: THR:HG22 37:DR:37:THR:N 2.35 0.41
45:D7:153:SER:HB3 45:DZ:167:PRO:HB3 2.03 0.41
1:AA:57:G:H2’ 1:AA:58:C:H6 1.85 0.41
1:AA:527:G:02’ 1:AA:535:A:N1 2.37 0.41
1:AA:730:G:C5H 1:AA:731:G:HY1’ 2.55 0.41
1:AA:762:C:H2’ 1:AA:763:G:H8 1.86 0.41
1:AA:936:C:H2’ 1:AA:937:A:04° 2.21 0.41
1:AA:1493:A:H2’ 25:BA:1913:A:N1 2.35 0.41
17:AQ:52:LYS:HG2 17:AQ:53:LEU:H 1.83 0.41
19:AS:50:ALA:HA 19:AS:58:VAL:O 2.20 0.41
25:BA:352:G:02’ 25:BA:353:G:HY’ 2.20 0.41
25:BA:573:G:0P2 41:BV:78:LYS:NZ 2.42 0.41
25:BA:840:C:H2’ 25:BA:841:A:C8 2.55 0.41
25:BA:1680:U:02 25:BA:1763:G:H3’ 2.21 0.41
25:BA:2345:G:N3 25:BA:2381:C:H2’ 2.36 0.41
25:BA:2444:G:P 29:BF:68:LYS:HD2 2.60 0.41
25:BA:2827:C:H2’ 25:BA:2828:C:C6 2.56 0.41
27:BD:162:SER:HB3 27:BD:195:ALA:CB 2.51 0.41
29:BF:184: TYR:CE2 29:BF:188:ARG:HD2 2.55 0.41
1:CA:250:A:H4’ 1:CA:251:G:0O5’ 2.19 0.41
1:CA:264:U:02 17:CQ:64:PRO:HG2 2.20 0.41
1:CA:853:G:H2’ 1:CA:854:G:C8 2.51 0.41
1:CA:1034:G:C6 1:CA:1035:A:C2 3.09 0.41
1:CA:1097:C:02 1:CA:1169:A:H2 2.03 0.41
2:CB:105:PHE:O 2:CB:109:SER:HB2 2.20 0.41
2:CB:180:LEU:HB2 2:CB:182:ILE:HD12 2.01 0.41
6:CF:20:ALA:O 6:CF:24:GLU:N 2.49 0.41
6:CF:99:ALA:HB2 18:CR:31:LEU:HD21 2.02 0.41
9:CL:5:TYR:H 9:CIL:87:GLN:HE22 1.69 0.41
9:CIL:8:GLY:HA3 9:CI:76:ALA:O 2.21 0.41
14:CN:47:LEU:HD12 14:CN:53:LEU:CD2 2.50 0.41
16:CP:55:ARG:HA 16:CP:55:ARG:HD2 1.80 0.41
18:CR:40:LEU:HD13 18:CR:79:LEU:HD11 2.03 0.41
25:DA:272(F):C:H42 25:DA:363(D):G:H1 1.67 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
25:DA:608:A:H2’ 25:DA:609:A:C8 2.56 0.41
25:DA:842:G:H2’ 25:DA:843:G:04’ 2.20 0.41
25:DA:994:C:H1’ 41:DV:10:LYS:HE3 2.01 0.41
25:DA:1138:G:N3 33:DN:106:MET:HE2 2.35 0.41
25:DA:1206:G:H2’ 25:DA:1207:C:C6 2.54 0.41
25:DA:1423:G:C4’ 25:DA:1492:G:H21 2.33 0.41
25:DA:1474:C:H2’ 25:DA:1475:G:C8 2.54 0.41
25:DA:2078:C:H2’ 25:DA:2079:U:C6 2.55 0.41
25:DA:2494:G:C6 25:DA:2495:G:ChH 3.07 0.41
26:DB:2:C:H2’ 26:DB:3:C:H6 1.86 0.41
26:DB:5:C:02’ 26:DB:27:C:02 2.38 0.41
26:DB:83:G:H4’ 49:D3:52:HIS:ND1 2.35 0.41
27:DD:264:LYS:HA 27:DD:265:PRO:HD3 1.94 0.41
31:DH:101:ARG:NH2 31:DH:122: THR:HA 2.35 0.41
33:DN:76:SER:OG 33:DN:81:GLY:HA3 2.20 0.41
33:DN:96:GLU:H 33:DN:96:GLU:CD 2.29 0.41
34:D0O:88:ASN:CG 34:D0:90:GLN:H 2.28 0.41
38:DS:87:PHE:CZ 38:DS:102:ALA:HB2 2.56 0.41
1:AA:16:A:02’ 5:AE:16:THR:HB 2.21 0.41
1:AA:49:U:04 1:AA:365:U:H5 2.04 0.41
1:AA:264:U:H2’ 1:AA:265:G:04’ 2.21 0.41
1:AA:1025:U:02 1:AA:1036:G:C6 2.73 0.41
1:AA:1347:G:H5” 9:AI:107:ARG:HB3 2.01 0.41
7:AG:20:ASP:HB3 7:AG:23:VAL:HG23 2.01 0.41
10:AJ:7:LYS:N 10:AJ:97:GLU:O 2.38 0.41
11:AK:116:HIS:O 11:AK:117:ASN:HB2 2.20 0.41
13:AM:33:ALA:O 13:AM:37:THR:0G1 2.23 0.41
20:AT:33:ILE:CD1 20:AT:62:LEU:HB3 2.47 0.41
25:BA:86:C:H4’ 25:BA:104:U:H1’ 2.02 0.41
25:BA:620:G:N3 25:BA:620:G:HY’ 2.35 0.41
25:BA:995:C:0P2 40:BU:54:LYS:NZ 2.49 0.41
25:BA:1287:A:C5H 25:BA:1288:U:C4 3.08 0.41
25:BA:1371:G:H2’ 25:BA:1372:U:C5H 2.54 0.41
25:BA:1473:G:H2’ 25:BA:1474:C:04’ 2.21 0.41
25:BA:1932:A:H2’ 25:BA:1933:G:04’ 2.19 0.41
26:BB:5:C:02’ 26:BB:27:C:02 2.38 0.41
26:BB:110:G:H2’ 26:BB:111:G:C8 2.56 0.41
32:BI:72:LEU:O 32:BI:74:ASN:N 2.54 0.41
34:BO:79:PHE:HD1 39:BT:72:VAL:HG22 1.85 0.41
41:BV:51:VAL:HG23 41:BV:52:VAL:O 2.21 0.41
48:B2:37:PHE:O 48:B2:41:1LE:HG12 2.20 0.41
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
51:B5:48:GLU:O 51:B5:60:VAL:HG11 2.21 0.41
1:CA:405:U:H5” 1:CA:406:G:05’ 2.21 0.41
1:CA:976:G:N2 1:CA:1363:C:0P2 2.53 0.41
1:CA:1502:A:H2 1:CA:1505:G:N1 2.18 0.41
2:CB:221:LEU:HD23 2:CB:221:LEU:HA 1.87 0.41
5:CE:139:LEU:HA 5:CE:142:LEU:CD1 2.51 0.41
7.CG:73:MET:HG3 7:CG:90:GLU:HA 2.02 0.41
9:CI:23:ASN:ND2 9:CI:23:ASN:H 2.19 0.41
13:CM:91:ARG:HA 13:CM:91:ARG:HD2 1.81 0.41
14:CN:23:ARG:NH1 14:CN:28:GLY:O 2.53 0.41
23:CW:76:PPU:N 24:CX:76:31H:N3’ 2.66 0.41
25:DA:565:C:H4’ 25:DA:1253:A:C6 2.55 0.41
25:DA:610:G:H2’ 25:DA:611:C:C6 2.56 0.41
25:DA:740:U:H2’ 25:DA:741:G:C8 2.56 0.41
25:DA:1364:G:OP1 47:D1:2:SER:HA 2.20 0.41
25:DA:1777:U:H2 25:DA:1778:U:H6 1.85 0.41
25:DA:2242:G:H2’ 25:DA:2243:U:04’ 2.20 0.41
25:DA:2252:G:H2’ 25:DA:2253:G:04’ 2.20 0.41
25:DA:2459:A:H5” 25:DA:2460:U:OP2 2.20 0.41
25:DA:2557:G:H2’ 25:DA:2558:C:C6 2.55 0.41
25:DA:2683:C:H2’ 25:DA:2684:U:H6 1.85 0.41
25:DA:2863:C:H2’ 25:DA:2864:G:HS8 1.86 0.41
26:DB:33:G:C2 26:DB:50:G:C2 3.09 0.41
31:DH:98:LEU:HD22 | 31:DH:125:VAL:HG23 2.02 0.41
31:DH:154:PRO:HB3 31:DH:163:TYR:CZ 2.56 0.41
33:DN:34:LEU:O 33:DN:49:GLY:HA3 2.20 0.41
50:D4:60:GLN:O 50:D4:63: TYR:HE2 2.04 0.41
1:AA:79:G:C2 1:AA:90:U:02 2.74 0.41
1:AA:163:C:H2’ 1:AA:164:U:C6 2.56 0.41
1:AA:623:C:H2’ 1:AA:624:C:04’ 2.20 0.41
1:AA:1435:G:N2 1:AA:1466:C:02 2.44 0.41
2:AB:114:ARG:HG2 2:AB:145:LEU:HD21 2.03 0.41
2:AB:162:ILE:HD11 2:AB:184:VAL:HG22 2.02 0.41
2:AB:166:ASP:HB3 2:AB:169:LYS:HB2 2.03 0.41
2:AB:215:LEU:HA 2:AB:215:LEU:HD23 1.85 0.41
4:AD:158:ILE:HD13 4:AD:158:ILE:H 1.86 0.41
6:AF:45:LEU:O 6:AF:46:ARG:HG3 2.20 0.41
7:AG:28:ASN:HD22 7:AG:31:MET:CE 2.34 0.41
9:AI:16:ARG:CZ 9:Al:64:THR:HG21 2.51 0.41
15:A0:62:GLN:O 15:A0:66:LEU:HD13 2.21 0.41
25:BA:247:G:H4’ 25:BA:386:G:C6 2.56 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
25:BA:355:G:H2’ 25:BA:356:G:04’ 2.20 0.41
25:BA:1230:C:H2’ 25:BA:1231:G:C8 2.55 0.41
25:BA:1443:G:H2’ 25:BA:1444:G:C8 2.56 0.41
25:BA:1493:C:ChH 25:BA:2206:G:H1’ 2.55 0.41
25:BA:1500:G:02’ 27:BD:100:GLY:O 2.38 0.41
25:BA:1779:U:H2’ 60:BA:4539:HOH:O 2.20 0.41
25:BA:1844:C:H2’ 25:BA:1845:G:HS 1.86 0.41
25:BA:2130:U:02’ 25:BA:2131:G:N2 2.31 0.41
25:BA:2282:G:H4’ 25:BA:2389:G:02’ 2.21 0.41
26:BB:57:A:N3 30:BG:29: TRP:HB3 2.36 0.41
29:BF:184:TYR:O 29:BF:188:ARG:HG3 2.21 0.41
31:BH:94:TYR:N 31:BH:94:TYR:CD1 2.89 0.41
33:BN:28: THR:HG22 33:BN:29:LYS:N 2.33 0.41
37:BR:24:GLN:HE21 37:BR:44:LEU:HG 1.85 0.41
45:B7:54:HIS:ND1 45:B7:101:PRO:HG3 2.36 0.41
1:CA:91:C:H?’ 1:CA:92:C:C6 2.55 0.41
3:CC:66:VAL:O 3:CC:101:LEU:HA 2.20 0.41
3:CC:186:PHE:HD1 3:CC:198:VAL:O 2.03 0.41
4:CD:51:PRO:HB2 4:CD:56:VAL:HG23 2.03 0.41
9:CI:53:VAL:HG21 9:CI:92:TYR:CE1 2.55 0.41
12:CL:117:ARG:NH2 12:CL:124:LYS:HB3 2.35 0.41
17:CQ:43:LEU:HG 17:CQ:68:ARG:HG2 2.03 0.41
25:DA:324:A:N6 25:DA:338:G:02’ 2.54 0.41
25:DA:598:G:C6 25:DA:599:G:ChH 3.09 0.41
25:DA:663:G:C6 25:DA:664:C:C4 3.09 0.41
25:DA:827:U:02’ 25:DA:2068:U:C2 2.60 0.41
25:DA:923:C:H2’ 25:DA:924:C:C6 2.55 0.41
25:DA:953:A:H2’ 25:DA:954:G:H8 1.85 0.41
25:DA:1014:U:H2’ 25:DA:1015:G:HS8 1.85 0.41
25:DA:1142:U:H5” 25:DA:1142(A):A:HY’ 2.03 0.41
25:DA:1429:G:H1’ 25:DA:1568:G:H1’ 2.03 0.41
25:DA:1655:A:H1’ 28:DE:113:PHE:CE1 2.56 0.41
25:DA:1744:C:H2’ 25:DA:1745:C:C6 2.55 0.41
25:DA:2113:U:H3 25:DA:2170:A:N6 2.19 0.41
25:DA:2456:C:C4 25:DA:2457:U:C4 3.09 0.41
26:DB:12:C:H2’ 46:D0:73:GLY:HA3 2.03 0.41
31:DH:7:LEU:HD23 31:DH:69:ARG:CZ 2.50 0.41
40:DU:49:HIS:O 40:DU:53:ARG:N 2.53 0.41
47:D1:7:1ILE:HG23 47:D1:98:LEU:HD11 2.03 0.41
54:D8:9:GLY:0O 54:D8:13:ARG:HG2 2.20 0.41
1:AA:66:G:04’ 1:AA:173:U:C4 2.74 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
1:AA:115:G:H4’ 1:AA:116:A:05’ 2.20 0.41
1:AA:250:A:H4’ 1:AA:251:G:05’ 2.21 0.41
1:AA:406:G:N3 4:AD:119:GLN:NE2 2.61 0.41
1:AA:448:A:H2’ 1:AA:449:C:C6 2.56 0.41
1:AA:621:A:H2 1:AA:622:A:C8 2.55 0.41
1:AA:811:C:02’ 1:AA:901:A:N1 2.46 0.41
1:AA:869:G:05’ 1:AA:869:G:H8 2.04 0.41
1:AA:985:C:H2’ 1:AA:986:A:HS8 1.86 0.41
1:AA:1027:C:02’ 1:AA:1028:C:05’ 2.39 0.41
1:AA:1075:C:C2’ 1:AA:1076:C:HY 2.50 0.41
1:AA:1305:G:OP1 21:AU:2:GLY:HA3 2.21 0.41
1:AA:1350:A:H2’ 1:AA:1351:U:04’ 2.21 0.41
2:AB:130:ARG:HG3 2:AB:130:ARG:NH1 2.35 0.41
4:AD:53:ASP:0O 4:AD:57:ARG:HD2 2.21 0.41
4:AD:120:LEU:HD23 4:AD:120:LEU:HA 1.84 0.41
6:AF:15:ASP:O 6:AF:18:GLN:NE2 2.49 0.41
8:AH:98:LYS:H 8:AH:98:LYS:HD2 1.85 0.41
12:AL:24:VAL:HG12 12:AL:27:LEU:HB2 2.02 0.41
12:AL:110:VAL:HG23 12:AL:120:TYR:HB3 2.02 0.41
17:AQ:52:LYS:NZ 17:AQ:52:LYS:HB3 2.35 0.41
19:AS:28:LYS:HE3 19:AS:28:LYS:HB3 1.87 0.41
20:AT:29:LYS:O 20:AT:33:ILE:HG12 2.21 0.41
20:AT:56:MET:HE2 20:AT:84:LEU:HD13 2.02 0.41
20:AT:72:LEU:HD23 20:AT:72:LEU:HA 1.95 0.41
23:AW:76:PPU:HD1 25:BA:2506:U:H1’ 2.02 0.41
24:AX:4:G:H2’ 24:AX:5:G:H8 1.84 0.41
24:AX:12:G:H4’ 25:BA:1908:C:02 2.21 0.41
25:BA:231:C:H2’ 25:BA:232:G:04’ 2.20 0.41
25:BA:306:U:H2’ 25:BA:307:G:04’ 2.20 0.41
25:BA:372:G:HY’ 47:B1:66:HIS:NE2 2.36 0.41
25:BA:1014:U:H2’ 25:BA:1015:G:C8 2.55 0.41
25:BA:1424:G:H2’ 25:BA:1425:G:04’ 2.21 0.41
25:BA:1434:A:H61 25:BA:1558:A:N6 2.12 0.41
25:BA:1566:A:0P1 27:BD:211:ARG:NH1 2.53 0.41
25:BA:1689:A:N6 25:BA:1698:A:H2 2.05 0.41
25:BA:1721:G:H5’ 25:BA:1722:A:0P2 2.20 0.41
25:BA:2019:A:H5” 40:BU:27:-LEU:HD12 2.03 0.41
25:BA:2103:C:H2’ 25:BA:2104:G:C8 2.56 0.41
25:BA:2505:G:06 25:BA:2576:G:H2’ 2.21 0.41
28:BE:9:VAL:CG2 28:BE:25:VAL:HB 2.50 0.41
30:BG:77:ILE:HG21 30:BG:80:PHE:CD2 2.56 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
30:BG:77:ILE:HD13 30:BG:82:LEU:HD12 2.02 0.41
30:BG:143:GLU:H 30:BG:143:GLU:HG2 1.46 0.41
32:BI:6:LEU:HG 32:BI:36:ALA:HA 2.01 0.41
33:BN:87:LEU:HD23 33:BN:87:LEU:HA 1.90 0.41
38:BS:36: TYR:CD1 38:BS:36:TYR:N 2.88 0.41
38:BS:87:PHE:HZ 38:BS:98:VAL:HG12 1.86 0.41
39:BT:53:ARG:HB3 39:BT:53:ARG:NH1 2.36 0.41
41:BV:35:LEU:HA 41:BV:36:PRO:HD3 1.92 0.41
45:BZ:111:VAL:C 45:B7:113:ALA:N 2.79 0.41
45:B7:111:VAL:HG12 45:B7:112:ARG:H 1.86 0.41
46:B0:53:MET:HE2 46:B0:53:MET:HB3 1.86 0.41
50:B4:61:ARG:O 50:B4:62:ARG:C 2.64 0.41
1:CA:187:C:H5” 20:CT:86:ARG:HG3 2.02 0.41
1:CA:235:C:H2’ 1:CA:236:G:H8 1.85 0.41
1:CA:685:G:N1 1:CA:686:U:04 2.54 0.41
1:CA:848:C:05’ 1:CA:84%:C:H6 2.04 0.41
1:CA:865:A:H8 1:CA:865:A:05’ 2.04 0.41
1:CA:954:G:H5’ 13:CM:120:LYS:HD3 2.03 0.41
1:CA:1003:G:C6 1:CA:1004:A:C2 3.09 0.41
1:CA:1041:A:N6 1:CA:1042:G:C6 2.89 0.41
1:CA:1067:A:N3 1:CA:1068:G:H1’ 2.36 0.41
1:CA:1229:A:03’ 24:CX:30:G:H5” 2.20 0.41
1:CA:1273:G:H5’ 1:CA:1274:G:OP2 2.21 0.41
2:CB:186:ALA:O 2:CB:200:ILE:HA 2.21 0.41
3:CC:12:LEU:HD23 3:CC:12:LEU:HA 1.94 0.41
3:CC:20:SER:OG 3:CC:22: TRP:NE1 2.52 0.41
3:CC:29:TYR:OH 14:CN:54:PRO:O 2.27 0.41
4:CD:15:GLU:HG2 4:CD:63:LYS:HG3 2.03 0.41
12:CL:66:VAL:HG21 12:CL:98:TYR:CE2 2.56 0.41
13:CM:86:CYS:HB2 19:CS:73:GLU:HB3 2.03 0.41
14:CN:13:THR:HA 14:CN:14:PRO:HD3 1.85 0.41
18:CR:74:ARG:HG3 18:CR:79:LEU:HB2 2.03 0.41
25:DA:24:G:H2’ 25:DA:25:U:04’ 2.21 0.41
25:DA:271(R):G:C2 25:DA:271(S):G:C5h 3.08 0.41
25:DA:330:A:C2 25:DA:1210:A:H2’ 2.42 0.41
25:DA:437:G:H2’ 25:DA:438:G:04’ 2.21 0.41
25:DA:600:G:HY’ 29:DF:32:LEU:HD12 2.02 0.41
25:DA:826:U:H5” 25:DA:2429:G:P 2.61 0.41
25:DA:910:A:N6 25:DA:2277:G:02’ 2.40 0.41
25:DA:917:A:N3 25:DA:917:A:H2’ 2.36 0.41
25:DA:1007:C:C4 25:DA:1008:C:C4 3.09 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
25:DA:1032:A:H2 25:DA:1122:G:H22 1.69 0.41
25:DA:1372:U:05’ 25:DA:1372:U:H6 2.04 0.41
25:DA:1479:G:C6 25:DA:1480:G:ChH 3.09 0.41
25:DA:1633:G:N2 25:DA:1635:G:H1’ 2.35 0.41
25:DA:2369:A:H2’ 25:DA:2370:G:C8 2.56 0.41
25:DA:2516:G:C6 25:DA:2517:C:C4 3.09 0.41
25:DA:2537:U:H2’ 25:DA:2538:C:H6 1.81 0.41
26:DB:78:A:C2 26:DB:100:A:C4 3.09 0.41
27:DD:70: TRP:CE2 27:DD:150:LYS:HD3 2.56 0.41
31:DH:98:LEU:HD13 31:DH:98:LEU:HA 1.93 0.41
32:DI:29:TYR:O 32:DI:33:ARG:HG3 2.21 0.41
33:DN:34:LEU:HD21 33:DN:120:LEU:HG 2.03 0.41
36:DQ:66:1LE:HG12 36:DQ:104:PHE:CE1 2.55 0.41
36:DQ:75: THR:HG21 36:DQ:87:LYS:HZ3 1.86 0.41
38:DS:74:ALA:CB 38:DS:108:GLY:HA3 2.51 0.41
40:DU:97:ASP:0OD2 40:DU:101:ARG:HD2 2.20 0.41
1:AA:29:G:02’ 1:AA:295:C:H4’ 2.21 0.41
1:AA:271:C:H2’ 1:AA:272:C:H6 1.85 0.41
1:AA:438:G:02’ 1:AA:494:U:04 2.38 0.41
1:AA:1057:G:C4 1:AA:1204:A:C2 3.09 0.41
1:AA:1233:G:02’ 1:AA:1365:G:OP1 2.38 0.41
1:AA:1353:G:02’ 1:AA:1354:.C:HY’ 2.21 0.41
1:AA:1371:G:03’ 9:AI:69:GLY:HA3 2.20 0.41
7:AG:52:GLU:HG2 7:AG:52:GLU:H 1.59 0.41
24:AX:56:C:05’ 24:AX:56:C:H6 2.04 0.41
25:BA:1529:G:C6 25:BA:1530:C:N4 2.89 0.41
25:BA:1564:C:H2’ 25:BA:1565:C:C6 2.56 0.41
25:BA:1843:C:H2’ 25:BA:1844:C:C6 2.55 0.41
25:BA:2125:G:N1 25:BA:2172:U:0OP1 2.52 0.41
25:BA:2547:U:H2’ 25:BA:2548:G:C8 2.55 0.41
32:BI:9:LEU:HD13 32:BI:10:GLU:HG3 2.02 0.41
33:BN:102:ALA:O 33:BN:106:MET:HG3 2.21 0.41
36:BQ:104:PHE:HE2 | 36:BQ:125:LEU:HD11 1.86 0.41
37:BR:61:HIS:O 37:BR:65:LEU:HD22 2.21 0.41
45:B7:6:LYS:HD3 45:BZ:8:TYR:OH 2.21 0.41
46:B0:53:MET:HG3 46:B0:59:LEU:HD23 2.03 0.41
1:CA:163:C:H2’ 1:CA:164:U:04’ 2.21 0.41
1:CA:299:G:H2’ 1:CA:300:A:C8 2.56 0.41
1:CA:750:G:N3 15:C0O:23:GLY:HA3 2.35 0.41
1:CA:1069:C:02’ 1:CA:1192:C:HT’ 2.21 0.41
1:CA:1226:C:0OP1 13:CM:91:ARG:NH1 2.53 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
3:CC:137:ALA:HA 3:CC:140:ARG:HD3 2.02 0.41
4:CD:173:TRP:NE1 4:CD:189:PRO:HG3 2.35 0.41
5:CE:95:ALA:HB1 5:CE:96:PRO:HD2 2.03 0.41
12:CL:58:VAL:O 12:CL:65:GLU:HA 2.21 0.41
24:CX:10:G:C2 24:CX:26:G:HYI’ 2.56 0.41
25:DA:710:G:H2’ 25:DA:711:G:C8 2.55 0.41
25:DA:848:G:C2 25:DA:933:A:HT’ 2.56 0.41
25:DA:2160:G:H2’ 25:DA:2161:C:04’ 2.21 0.41
25:DA:2290:G:C6 25:DA:2291:U:C4 3.09 0.41
26:DB:73:A:C6 26:DB:74:U:C2 3.09 0.41
32:DI:114:LEU:HD22 32:DI:130:TYR:HA 2.03 0.41
35:DP:138:LEU:HD12 35:DP:138:LEU:HA 1.93 0.41
37:DR:100:LEU:HD11 | 37:DR:113:LEU:HD23 2.02 0.41
43:DX:94:GLY:N 43:DX:95:LEU:HA 2.36 0.41
44:DY:7:VAL:HG11 44:DY:13:VAL:HG11 2.02 0.41
45:DZ:53:1ILE:HG22 45:DZ:71:VAL:O 2.20 0.41
53:D7:9:ARG:NH2 53:D7:47:ARG:HD?2 2.36 0.41
54:D8:28:GLY:0O 54:D8:36:LYS:NZ 2.47 0.41
1:AA:20:U:H2’ 1:AA:21:G: 04 2.21 0.40
1:AA:136:C:H42 1:AA:227:G:H1 1.70 0.40
1:AA:689:C:P 11:AK:46:GLY:HA3 2.61 0.40
1:AA:716:A:N3 11:AK:118:GLY:HA2 2.36 0.40
1:AA:719:C:HY’ 18:AR:49:LYS:HB3 2.03 0.40
1:AA:938:A:C6 1:AA:939:G:ChH 3.09 0.40
1:AA:1027:C:02’ 1:AA:1028:C:C6 2.69 0.40
1:AA:1209:C:02’ 1:AA:1214:C:N4 2.52 0.40
1:AA:1275:A:H2’ 1:AA:1276:G:C8 2.55 0.40
1:AA:1375:A:H4’ 7:AG:29:LYS:HE2 2.03 0.40
2:AB:105:PHE:HB2 2:AB:158:LEU:HD11 2.02 0.40
3:AC:173:VAL:O 3:AC:175:LEU:HD12 2.21 0.40
5:AE:39:GLY:HA2 5:AE:71:LEU:HD21 2.02 0.40
13:AM:3:ARG:HD2 13:AM:9:ILE:CG1 2.50 0.40
25:BA:40:C:H42 25:BA:438:G:H1 1.69 0.40
25:BA:219:G:H2’ 25:BA:220:G:C8 2.56 0.40
25:BA:365:C:H2’ 25:BA:366:C:04’ 2.20 0.40
25:BA:624:C:02’ 25:BA:657:U:OP1 2.31 0.40
25:BA:738:G:C6 25:BA:739:G:C2 3.09 0.40
25:BA:1047:G:H2’ 25:BA:1110:G:H22 1.86 0.40
25:BA:1655:A:H3’ 25:BA:1656:C:H6 1.86 0.40
25:BA:2141:G:C4 25:BA:2142:C:HT’ 2.55 0.40
25:BA:2161:C:N4 25:BA:2162:G:06 2.54 0.40
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
25:BA:2822:G:02’ 25:BA:2824:C:0P2 2.33 0.40
28:BE:72:VAL:HG12 28:BE:73:GLU:O 2.22 0.40
30:BG:16:ARG:HB2 30:BG:17:PRO:HD3 2.03 0.40
30:BG:44:GLY:N 30:BG:8&8:ILE:O 2.54 0.40
31:BH:13:LYS:HA 31:BH:14:GLY:HA2 1.61 0.40
31:BH:20:ALA:HB1 31:BH:21:PRO:HD2 2.03 0.40
35:BP:21:ARG:HD3 35:BP:21:ARG:HA 1.90 0.40
38:BS:3:ARG:HE 38:BS:4:LEU:N 2.18 0.40
49:B3:15:TYR:O 49:B3:20:LYS:NZ 2.52 0.40
50:B4:61:ARG:HG3 50:B4:62:ARG:N 2.36 0.40
1:CA:600:C:H2’ 1:CA:601:C:C6 2.57 0.40
1:CA:717:C:H2’ 1:CA:734:G:0P2 2.21 0.40
1:CA:889:A:0P1 1:CA:891:U:HT’ 2.21 0.40
1:CA:967:C:H5” 1:CA:968:A:0P2 2.21 0.40
1:CA:1120:G:N1 1:CA:1154:G:N3 2.69 0.40
1:CA:1216:G:H2’ 1:CA:1217:C:H5” 2.01 0.40
1:CA:1493:A:C8 25:DA:1913:A:N6 2.86 0.40
2:CB:87:ARG:HE 2:CB:233:SER:HB3 1.87 0.40
3:CC:108:ASN:OD1 3:CC:110:ASN:HB2 2.21 0.40
3:CC:199:LYS:HB3 3:CC:201:TYR:CE1 2.56 0.40
7:CG:45:ASP:O 7:CG:49:ILE:HG12 2.21 0.40
10:CJ:50:1ILE:HB 14:CN:41:ARG:NE 2.35 0.40
14:CN:53:LEU:HA 14:CN:54:PRO:HD2 1.89 0.40
15:CO:67:LEU:HA 15:CO:67:LEU:HD23 1.88 0.40
19:CS:36:ARG:CZ 19:CS:72:GLY:HA2 2.51 0.40
25:DA:593:G:H4’ 54:D&:4:MET:HE2 2.03 0.40
25:DA:602:G:02’ 25:DA:655:A:N6 2.54 0.40
25:DA:605:C:OP1 29:DF:104:LYS:NZ 2.54 0.40
25:DA:856:C:HO2’ 25:DA:R57:C:P 2.44 0.40
25:DA:1321:A:HY 25:DA:1322:A:04’ 2.21 0.40
25:DA:1407:C:H2’ 25:DA:1408:C:C6 2.56 0.40
25:DA:1482:G:C6 25:DA:1507:A:C6 3.09 0.40
25:DA:1819:A:H2’ 27:DD:178:PRO:HB2 2.03 0.40
25:DA:2351:G:06 54:D8:39:LYS:HG3 2.21 0.40
26:DB:16:G:C6 26:DB:69:G:C2 3.09 0.40
26:DB:92:C:H2’ 26:DB:93:G:HS8 1.87 0.40
29:DF:112:MET:HE3 29:DF:112:MET:HB3 1.88 0.40
31:DH:56:SER:HB2 31:DH:61:HIS:ND1 2.36 0.40
34:D0O:47:ILE:HB 34:D0O:48:PRO:HD2 2.03 0.40
35:DP:125:VAL:HG23 35:DP:130:PHE:HZ 1.86 0.40
36:DQ:17:LEU:HD21 36:DQ:96:VAL:HG13 2.03 0.40
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
40:DU:8:VAL:O 40:DU:12:ARG:HG3 2.21 0.40
45:D7:161:VAL:O 45:D7:161:VAL:HG13 2.20 0.40
54:D8:8:LYS:O 54:D8:12:LYS:HG3 2.21 0.40
1:AA:397:A:N3 1:AA:397:A:H3’ 2.36 0.40
1:AA:633:G:H2’ 1:AA:634:C:C6 2.56 0.40
1:AA:967:C:H5” 1:AA:968:A:0P2 2.21 0.40
1:AA:1079:G:C6 1:AA:1080:A:N6 2.89 0.40
1:AA:1157:A:H61 1:AA:1178:G:N2 2.19 0.40
1:AA:1182:G:C4’ 1:AA:1183:A:H5’ 2.50 0.40
20:AT:67:ALA:HB2 20:AT:77:ALA:HB2 2.02 0.40
24:AX:52:G:H2’ 24:AX:53:G:HS8 1.86 0.40
25:BA:188:G:H1 25:BA:208:C:H42 1.67 0.40
25:BA:775:G:06 25:BA:787:U:H2’ 2.21 0.40
25:BA:867:C:N3 25:BA:912:C:02’ 2.43 0.40
25:BA:910:A:C5 36:BQ:13:GLN:HG3 2.56 0.40
25:BA:2163:C:H2’ 25:BA:2164:C:04’ 2.21 0.40
34:BO:70:LYS:HE2 34:BO:70:LYS:HB3 1.82 0.40
1:CA:575:G:C6 1:CA:821:G:N7 2.89 0.40
1:CA:1003:G:C6 1:CA:1004:A:H2 2.39 0.40
1:CA:1155:G:C6 1:CA:1156:G:C5 3.09 0.40
1:CA:1353:G:02’ 1:CA:1354:C:HY’ 2.21 0.40
1:CA:1358:U:H2’ 1:CA:1359:C:04’ 2.21 0.40
1:CA:1423:G:OP1 34:D0:49:ARG:NH2 2.54 0.40
5:CE:135:THR:O 5:CE:139:LEU:N 2.52 0.40
7:CG:74:GLU:OE1 7:CG:95:ARG:NE 2.44 0.40
7:CG:126:ASP:O 7:CG:130:GLY:N 2.54 0.40
8:CH:41:ARG:HB3 8:CH:41:ARG:CZ 2.52 0.40
15:C0O:25:THR:HG21 15:CO:70:LEU:HB2 2.03 0.40
16:CP:20:VAL:HG22 16:CP:34:GLU:O 2.22 0.40
20:CT:29:LYS:O 20:CT:33:ILE:HG13 2.21 0.40
25:DA:125:G:HT’ 53:D7:48:LYS:HE2 2.03 0.40
25:DA:880:G:C2 25:DA:898:C:02 2.74 0.40
25:DA:945:A:C4 25:DA:2448:A:C2 3.09 0.40
25:DA:1412:A:N1 25:DA:1591:G:C6 2.89 0.40
25:DA:1759:A:H4’ 25:DA:2715:C:04’ 2.20 0.40
25:DA:2153:G:H5” 25:DA:2154:G:0OP2 2.21 0.40
25:DA:2271:G:OP1 46:D0:18:ALA:HB1 2.20 0.40
25:DA:2291:U:02’ 25:DA:2374:C:HY’ 2.20 0.40
25:DA:2431:U:02’ 25:DA:2433:A:N7 2.42 0.40
25:DA:2582:G:N2 25:DA:2583:G:H1’ 2.36 0.40
30:DG:114:ILE:HG22 30:DG:117:PHE:HB2 2.03 0.40
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Atom-1 Atom-2 distance (A) overlap (A)
31:DH:54:ARG:HD3 31:DH:65:HIS:ND1 2.36 0.40
33:DN:67:LEU:HD12 33:DN:67:LEU:HA 1.81 0.40
43:DX:57:LEU:HD13 43:DX:78:LYS:HB3 2.02 0.40
44:DY:98:VAL:HA 44:DY:105:ALA:HA 2.03 0.40
48:D2:35:LEU:HD23 48:D2:35:LEU:HA 1.86 0.40
52:D6:38:LYS:CE 52:D6:39:TYR:H 2.34 0.40
54:D8:53:PRO:0O 54:D8:57:ARG:HG3 2.22 0.40
1:AA:34:C:H2’ 1:AA:35:G:C8 2.57 0.40
1:AA:954:G:C6 1:AA:955:U:C4 3.09 0.40
1:AA:1002:G:C2 1:AA:1003:G:H1’ 2.56 0.40
1:AA:1259:C:02 1:AA:1283:G:H1’ 2.21 0.40
1:AA:1457:G:H2’ 1:AA:1458:G:HS8 1.82 0.40
1:AA:1531:A:H3’ 1:AA:1532:U:C6 2.56 0.40
2:AB:30:ARG:HG3 2:AB:31:TYR:CD1 2.56 0.40
3:AC:134:ILE:HG22 3:AC:168:ALA:HB3 2.02 0.40
9:AI:128:ARG:NH1 24:AX:35:A:0P2 2.54 0.40
19:AS:71:LEU:HD23 19:AS:71:LEU:HA 1.89 0.40
25:BA:577:G:02’ 25:BA:1254:A:0P1 2.36 0.40
25:BA:644:A:H4’ 25:BA:645:C:ChH 2.56 0.40
25:BA:810:U:05’ 25:BA:810:U:H6 2.04 0.40
25:BA:886:C:0P1 25:BA:886:C:H4’ 2.19 0.40
25:BA:1177:A:N3 25:BA:1177:A:H2’ 2.35 0.40
25:BA:1443:G:H2’ 25:BA:1444:G:H8 1.86 0.40
25:BA:2478:A:H2’ 25:BA:2479:G:04’ 2.22 0.40
25:BA:2584:U:02 25:BA:2585:U:N3 2.54 0.40
27:BD:108:PRO:HG2 27:BD:111:LEU:HB2 2.03 0.40
28:BE:47:VAL:HG23 28:BE:84:PHE:O 2.21 0.40
30:BG:114:1ILE:HA 30:BG:140:1ILE:HD11 2.04 0.40
45:BZ:33:LEU:H 45:B7:33:LEU:HG 1.82 0.40
51:B5:49:CYS:SG 51:B5:51: TYR:HB2 2.62 0.40
1:CA:1023:G:ChH 1:CA:1024:G:C8 3.09 0.40
1:CA:1122:U:C4 1:CA:1123:A:C5H 3.10 0.40
1:CA:1281:U:P 1:CA:1282:C:H41 2.44 0.40
2:CB:50:GLU:OE1 2:CB:200:ILE:HG12 2.21 0.40
4:CD:173:TRP:CD1 4:CD:174:LEU:HG 2.56 0.40
10:CJ:19:SER:O 10:CJ:23:1LE:HG12 2.19 0.40
12:CL:34:ARG:HE 12:CL:34:ARG:HB3 1.45 0.40
25:DA:239:U:H2’ 25:DA:240:G:04’ 2.21 0.40
25:DA:323:G:C8 29:DF:171:PRO:HG3 2.56 0.40
25:DA:619:G:H3’ 25:DA:620:G:N2 2.35 0.40
25:DA:661:C:H2’ 25:DA:662:G:C8 2.56 0.40
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
25:DA:862:G:H2’ 25:DA:863:A:04 2.21 0.40
25:DA:1034:G:C6 25:DA:1035:U:C4 3.09 0.40
25:DA:1162:G:H2’ 25:DA:1163:G:HS8 1.85 0.40
25:DA:1187:G:H5’ 41:DV:81:TYR:CE1 2.57 0.40
25:DA:1252:G:C2 25:DA:1253:A:C2 3.09 0.40
25:DA:1346:G:C6 25:DA:1601:G:C6 3.09 0.40
25:DA:1469:A:H2’ 25:DA:1470:G: 04’ 2.22 0.40
25:DA:2591:C:H2’ 25:DA:2592:G:C8 2.56 0.40
25:DA:2647:U:H2 25:DA:2648:C:C6 2.57 0.40
26:DB:8:U:02’ 38:DS:40:ILE:HD13 2.21 0.40
26:DB:104:U:03’ 45:D7:72:ARG:HD2 2.21 0.40
27:DD:177:LEU:HB3 27:DD:178:PRO:HD2 2.04 0.40
36:DQ:21:THR:0G1 36:DQ:99:PRO:0O 2.37 0.40
38:DS:35:ILE:HB 38:DS:97:ARG:HH21 1.85 0.40
40:DU:27:LEU:HA 40:DU:30:LYS:HB2 2.04 0.40
45:DZ:53:1ILE:HG22 45:DZ:71:VAL:HB 2.02 0.40
1:AA:191:G:N3 20:AT:103:GLY:HA2 2.37 0.40
1:AA:657:G:H4’ 15:A0:28:GLN:HG2 2.04 0.40
1:AA:664:G:N2 1:AA:741:G:H1 2.09 0.40
1:AA:684:A:H2’ 1:AA:685:G:04’ 2.21 0.40
1:AA:939:G:N3 1:AA:1375:A:H2 2.19 0.40
1:AA:1376:U:H2’ 1:AA:1377:A:H8 1.86 0.40
2:AB:22:LYS:C 2:AB:24:TRP:H 2.29 0.40
3:AC:131:ARG:NH2 3:AC:166:GLU:OE2 2.52 0.40
13:AM:91:ARG:HA 13:AM:91:ARG:HD2 1.85 0.40
16:AP:40:ASP:N 16:AP:48:TRP:O 2.45 0.40
17:AQ:62:SER:OG 17:AQ:72:ARG:HG2 2.21 0.40
19:AS:42:PRO:HD3 50:B4:61:ARG:HD3 2.03 0.40
25:BA:58:G:02’ 25:BA:73:A:N1 2.48 0.40
25:BA:282:A:N3 25:BA:282:A:H2’ 2.37 0.40
25:BA:1484:G:H1 25:BA:1505:C:N4 2.20 0.40
25:BA:1930:G:N2 25:BA:1968:G:H2’ 2.37 0.40
25:BA:2277:G:P 46:B0:10: THR:HG21 2.61 0.40
25:BA:2557:G:H2’ 25:BA:2558:C:C6 2.56 0.40
25:BA:2682:U:H5’ 28:BE:11:MET:O 2.21 0.40
27:BD:213:ARG:HD?2 27:BD:217:ARG:O 2.22 0.40
39:BT:51:ARG:HG3 39:BT:98:LYS:HD2 2.03 0.40
1:CA:797:C:C2’ 1:CA:798:G:H5’ 2.51 0.40
1:CA:949:A:C6 1:CA:950:U:C4 3.09 0.40
1:CA:1168:A:H2’ 1:CA:1169:A:C8 2.55 0.40
1:CA:1194:U:H2’ 1:CA:1195:C:C6 2.56 0.40
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Atom-1 Atom-2 distance (A) overlap (A)
1:CA:1226:C:P 13:CM:91:ARG:HH12 2.45 0.40
6:CF:84:ASN:O 6:CF:86:ARG:HG3 2.22 0.40
7:CG:87:VAL:HG11 7:CG:155:ARG:HA 2.03 0.40
9:CI:16:ARG:O 9:CI:63:ILE:HA 2.21 0.40
24:CX:4:G:H2’ 24:CX:5:G:C8 2.57 0.40
25:DA:626:U:02 35:DP:105:LEU:HD22 2.22 0.40
25:DA:882:G:N2 25:DA:894:C:N3 2.69 0.40
25:DA:1364:G:P 47:D1:3:LYS:HG3 2.62 0.40
25:DA:1411:C:H2’ 25:DA:1412:A:H8 1.87 0.40
25:DA:1431:U:HY 25:DA:1432:C:C6 2.56 0.40
25:DA:1814:G:H4’ 27:DD:51:VAL:HG21 2.04 0.40
25:DA:2027:G:H2’ 25:DA:2028:U:04’ 2.22 0.40
25:DA:2126:A:N1 25:DA:2173:A:C8 2.90 0.40
25:DA:2187:G:HS8 25:DA:2187:G:CY’ 2.35 0.40
25:DA:2503:A:H4’ 25:DA:2504:U:OP1 2.22 0.40
25:DA:2543:G:H2’ 25:DA:2544:G:C8 2.56 0.40
26:DB:24:G:H4’ 26:DB:25:A:C8 2.56 0.40
28:DE:12:THR:HG22 39:DT:58:ASN:OD1 2.21 0.40
30:DG:173:LEU:O 30:DG:178:PHE:HB2 2.22 0.40
32:DI:40:THR:O 32:DI:44:LEU:HB2 2.21 0.40
35:DP:84:ASN:CG 35:DP:117:GLU:HB2 2.46 0.40
51:D5:19:ARG:HH11 51:D5:19:ARG:HD2 1.73 0.40
1:AA:885:G:H1 1:AA:912:C:H42 1.70 0.40
1:AA:1396:A:04’ 1:AA:1398:A:HY’ 2.22 0.40
9:AI:8:GLY:HA3 9:AI:76:ALA:O 2.22 0.40
18:AR:53:ARG:HG2 18:AR:58:LEU:O 2.21 0.40
25:BA:6:A:H2 33:BN:133:GLN:HE22 1.68 0.40
25:BA:271(X):G:C2 25:BA:271(Y):U:04 2.74 0.40
25:BA:511:U:H4’ 25:BA:1235:G:H4’ 2.02 0.40
25:BA:2079:U:H2’ 25:BA:2080:G:04’ 2.20 0.40
25:BA:2165:G:06 25:BA:2171:A:02’ 2.36 0.40
25:BA:2245:U:H5” 25:BA:2246:G:H5’ 2.04 0.40
25:BA:2636:U:H1’ 25:BA:2783:G:N2 2.36 0.40
27:BD:232:PRO:HB3 27:BD:244:ARG:NH2 2.36 0.40
28:BE:117:MET:HE2 28:BE:117:MET:HB3 1.95 0.40
28:BE:164:ARG:HH11 | 28:BE:164:ARG:HD2 1.77 0.40
32:BI:52:ARG:HB2 32:BI:52:ARG:NH2 2.37 0.40
32:BI:57:ARG:HD3 32:BI:58:LEU:H 1.86 0.40
39:BT:77:PRO:HB2 39:BT:80:SER:HB2 2.04 0.40
44:BY:90:LEU:HD13 44:BY:90:LEU:HA 1.93 0.40
1:CA:1003:G:H2’ 1:CA:1004:A:CT1’ 2.51 0.40
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Atom-1 Atom-2 distance (A) overlap (A)
1:CA:1017:G:H2’ 1:CA:1018:C:04’ 2.22 0.40
1:CA:1089:G:C6 1:CA:1090:U:C4 3.10 0.40
5:CE:24:ARG:NH1 22:CV:24:A:0P2 2.54 0.40
5:CE:59:GLY:O 5:CE:62:ALA:HB3 2.21 0.40
11:CK:115:PRO:C 11:CK:117:ASN:H 2.29 0.40
13:CM:65:LYS:N 50:D4:50:VAL:HG21 2.36 0.40
17:CQ:91:ARG:HG2 17:CQ:95: TYR:HE1 1.85 0.40
23:CW:76:PPU:HM2 25:DA:2452:C:N3 2.37 0.40
25:DA:30:G:ChH 25:DA:31:C:C4 3.10 0.40
25:DA:61:G:H5’ 48:D2:50:1LE:HG21 2.03 0.40
25:DA:189:G:0OP2 47:D1:39:LYS:NZ 2.54 0.40
25:DA:335:C:H4’ 44:DY:73:ARG:CD 2.51 0.40
25:DA:534:U:H6 25:DA:534:U:05’ 2.04 0.40
25:DA:987:G:H2’ 25:DA:988:A:04’ 2.22 0.40
25:DA:2080:G:H2’ 25:DA:2081:C:H6 1.87 0.40
25:DA:2153:G:H3’ 25:DA:2154:G:HS8 1.86 0.40
25:DA:2516:G:C6 25:DA:2517:C:N4 2.89 0.40
25:DA:2592:G:C6 25:DA:2593:U:C4 3.10 0.40
25:DA:2773:C:H2’ 25:DA:2774:C:C6 2.57 0.40
26:DB:54:G:HS8 26:DB:54:G:05’ 2.04 0.40
27:-DD:71:ASP:CB 27:DD:103:ARG:HH22 2.27 0.40
27:DD:73:VAL:HG13 27:DD:120:GLY:HA3 2.02 0.40
28:DE:7:VAL:CG1 28:DE:27:LEU:HB3 2.51 0.40
37:DR:100:LEU:HD22 37:DR:112:ALA:HA 2.02 0.40
39:DT:59: THR:HG23 39:DT:78:LEU:CB 2.52 0.40
40:DU:90:VAL:HG13 41:DV:4:ILE:HG21 2.04 0.40
40:DU:108:GLU:O 40:DU:112:ARG:HG2 2.22 0.40
42:DW:36:LEU:HD12 | 42:DW:51:LEU:HD12 2.04 0.40
48:D2:1:MET:HB2 48:D2:52:ASP:CG 2.45 0.40

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (3)

In the following table, the Percentiles column shows the percent Ramachandran outliers of the
chain as a percentile score with respect to all X-ray entries followed by that with respect to entries
of similar resolution.

The Analysed column shows the number of residues for which the backbone conformation was
analysed, and the total number of residues.
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
2 AB 229/256 (90%) 208 (91%) | 18 (8%) | 3 (1%) ﬂ 32

2 CB 229/256 (90%) 206 (90%) | 17 (%) | 6 (3%) 4)i17

3 AC 204/239 (85%) 193 (95%) | 10 (5%) | 1 (0%) 24 54
3 cC 204/239 (85%) 187 (92%) | 15 (7%) | 2 (1%) 12 39
4 AD 206,/209 (99%) 195 (95%) | 9 (4%) | 2 (1%) 12 39
4 CD 206,/209 (99%) 194 (94%) | 11 (5%) | 1 (0%) 24 54
5 AE 146/162 (90%) 140 (96%) | 4 (3%) | 2 (1%) 9| 30

5 CE 146,/162 (90%) 142 (97%) | 4 (3%) 0 | |
6 AF 98,/101 (97%) 96 (98%) 2 (2%) 0 |
6 CF 98/101 (97%) 96 (98%) 2 (2%) 0 |
7 | AG 153/156 (98%) 148 (97%) | 2 (1%) | 3 (2%) 22

7 CG 153/156 (98%) 151 (99%) | 1(1%) | 1 (1%) 18 48
8 AH 135/138 (98%) 133 (98%) | 2 (2%) 0 |
8 CH 135/138 (98%) 132 (98%) | 3 (2%) 0 |
9 Al 125/128 (98%) | 118 (94%) | 7 (6%) 0 [100] [ 100
9 CI 125/128 (98%) | 120 (96%) | 5 (4%) 0 100 ] [100]
10 AJ 95/105 (90%) 87 (92%) 7(1%) | 1(1%) 36
10 CJ 94,105 (90%) 87 (93%) 5(5%) | 2(2%) 21
11 | AK 112/129 (87%) 104 (93%) | 5(4%) | 3 (3%) 16
11 CK 112/129 (87%) 103 (92%) | 7(6%) | 2 (2%) 25
12 AL 120/132 (91%) 115 (96%) | 5 (4%) 0 |
12 CL 120/132 (91%) 113 (94%) | 7 (6%) 0 |
13 | AM 121/126 (96%) | 113 (93%) | 8 (7%) 0 100 ] [100]
13 | CM 120/126 (95%) 114 (95%) | 5(4%) | 1 (1%) 16| 44
14 | AN 58/61 (95%) 55 (95%) 3 (5%) 0

14 CN 58/61 (95%) 55 (95%) 3 (5%) 0 |
15 | AO 86/89 (97%) 83 (96%) | 3 (4%) 0 [100] [ 100
15 CcO 86,/89 (97%) 81 (94%) 5 (6%) 0 |
16 | AP 80/88 (91%) T7(96%) | 3 (4%) 0 [100] [ 100
16 CP 80/88 (91%) 77 (96%) 2 (2%) | 1(1%) 32
17 | AQ 97/105 (92%) 92 (95%) 4 (4%) | 1(1%) 12] 39
17 | CQ 97/105 (92%) 94 (97%) 3 (3%) 0 100 ] 1 100

WO RLDWIDE

AAAAAAAAAAAAAAA

Continued on next page...



Page 215 Full wwPDB X-ray Structure Validation Report 1VY6

Continued from previous page...

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
18 | AR 66/88 (75%) 65 (98%) | 1 (2%) 0 [100] [ 100
18 CR 66,/88 (75%) 65 (98%) 1 (2%) 0 |
19 | AS 81/93 (87%) 76 (94%) | 5 (6%) 0 [100] [ 100
19 | Cs 81/93 (87%) 75 (93%) | 6 (T%) 0 100 ] [100]
20 | AT 94/106 (89%) 87 (93%) 6 (6%) | 1(1%)

20 | CT 94,106 (89%) 86 (92%) 5(5%) | 3(3%)

21 | AU 21/27 (78%) 21 (100%) 0 0 100 ] [100]
21 | cU 21/27 (78%) 21 (100%) 0 0 [100] [ 100
27 | BD 273/276 (99%) 263 (96%) | 9 (3%) | 1 (0%

27 | DD 273/276 (99%) 262 (96%) | 9 (3%) | 2 (1%

28 BE 202/206 (98%) 195 (96%) | 6 (3%) | 1 (0%

28 | DE 202/206 (98%) 193 (96%) | 7 (4%) | 2 (1%

29 BF 201/210 (96%) 197 (98%) | 3(2%) | 1 (0%

29 | DF 201/210 (96%) 197 (98%) | 2 (1%) | 2 (1%

30 | BG 179/182 (98%) 171 (96%) | 7 (4%) | 1 (1%

30 | DG 179/182 (98%) 167 (93%) | 11 (6%) | 1 (1%

31 BH 172/180 (96%) 169 (98%) | 3 (2%) 0 |
31 DH 172/180 (96%) 168 (98%) | 4 (2%) 0 |
32 BI 144/148 (97%) 130 (90%) | 10 (7%) | 4 (3%) 4§15
32 DI 144/148 (97%) 137 (95%) | 6 (4%) | 1 (1%) 18 48
33 | BN 138/140 (99%) | 137 (99%) | 1 (1%) 0 (100 ] [100]
33 | DN 138/140 (99%) 135 (98%) | 2 (1%) | 1 (1%) 18 48
34 | BO 120/122 (98%) 113 (94%) | 7 (6%) 0

34 | DO 120/122 (98%) 113 (94%) | 7 (6%) 0 |
35 BP 147/150 (98%) 141 (96%) | 6 (4%) 0 |
35 | DP 147/150 (98%) 140 (95%) | 5(3%) | 2 (1%)

36 | BQ | 139/141 (99%) | 134 (96%) | 5 (4%) 0 100 [2oo] |
36 | DQ 139/141 (99%) | 133 (96%) | 6 (4%) 0 100 [100]
37 | BR 116/118 (98%) | 112 (97%) | 4 (3%) 0 100 ] [100]
37 | DR 116/118 (98%) | 111 (96%) | 5 (4%) 0 [100] [ 100
38 BS 108/112 (96%) 103 (95%) | 4 (4%) | 1 (1%) 14 41
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
38 | DS 108/112 (96%) | 105 (97%) 2%) | 10%) 41
39 | BT 129/146 (88%) | 123 (95%) 3%) | 2 (2%) r[ 27
39 | DT 120/146 (88%) | 125 (97%) | 3 (2%) | 1 (1%) 44
40 | BU 114/118 (97%) | 114 (100%) 0 0 |
10 | pu 114/118 (97%) | 114 (100%) 0 0 100 ] [100]
41 BV 99/101 (98%) 93 (94%) 6 (6%) 0 |
41 DV 99/101 (98%) 95 (96%) 4 (4%) 0 |
42 | BW 110/113 (97%) 110 (100%) 0 0 |
42 | DW | 110/113 (97%) 0 (100%) 0 0 100 ] [100]
43 | BX 93/96 (97%) 89 (96%) | 4 (4%) 0 100 ] [100]
43 | DX 93/96 (97%) 90 (97%) | 3 (3%) 0 [100] [ 100
4 | BY 105/110 (96%) 99 (94%) | 6 (6%) 0 100 ] [100]
44 DY 105/110 (96%) 102 (97%) | 3 (3%) 0 |
45 | BZ 169/206 (82%) | 152 (90%) | 16 (10%) | 1 (1%)

45 | DZ 172/206 (84%) | 158 (92%) | 14 (8%) 0

46 | BO 81/85 (95%) 81 (100%) 0 0 100 [100]
46 | Do 81/85 (95%) 79 (98%) | 1(1%) (1%) 34
a7 | B1 95/98 (97%) 04 (99%) | 1 (1%) 0 100
47 | D1 95/98 (97%) 93 (98%) | 1 (1%) (1%) 36
48 B2 68/72 (94%) 67 (98%) 1 (2%) 0 | |
48 | D2 68/72 (94%) 67 (98%) | 1 (2%) 0 100 [100]
19 | B3 57/60 (95%) 57 (100%) 0 0 100 ] [100]
49 | D3 57/60 (95%) 56 (98%) | 1 (2%) 0 [100] [ 100
50 | B4 67/71 (94%) 56 (84%) | 9 (13%) | 2 (3%)

50 | D4 67/71 (94%) 54 (81%) | 8 (12%) | 5 (8%)

51 | B5 57/60 (95%) 57 (100%) 0 0 100 ] [100]
51 | D5 57/60 (95%) 56 (98%) | 1 (2%) 0 [100] [ 100
52 | Be 51/54 (94%) 50 (98%) | 1 (2%) 0 100 [100]
52 | D6 51/54 (94%) 149 (96%) | 2 (4%) 0 100 ] [100]
53 | BT 46,49 (94%) 6 (100%) 0 0 [100] [ 100
53 | D7 46/49 (94%) 45 (98%) 0 1 (2%) 20
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
54 | BS 62/65 (95%) 62 (100%) 0 0 [100] [ 100
54 | DS 62/65 (95%) 62 (100%) 0 0 100 ] [100]
55 B9 35/37 (95%) 35 (100%) 0 0 |
5 | D9 35/37 (95%) 35 (100%) 0 0 100 ] [100]
All | ALl | 11409/12128 (94%) | 10906 (96%) | 432 (4%) | 71 (1%)

All (71) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
2 AB 19 HIS
2 AB 231 GLU
4 AD 166 LYS
7 AG 80 VAL

27 BD 275 LYS
29 BF 130 ALA
38 BS 60 GLY
39 BT 39 ARG
2 CB 20 GLU
2 CB 78 GLN
3 CcC 4 LYS
10 CJ 56 HIS
20 CT 99 LEU
29 DF 130 ALA
30 DG 47 LYS
32 DI 10 GLU
47 D1 3 LYS
50 D4 39 CYS
50 D4 62 ARG
50 D4 68 ARG
53 D7 46 VAL
5 AE 85 GLY
7 AG 8 GLU
11 AK 49 GLY
17 AQ 68 ARG
20 AT 47 GLY
32 BI 106 GLY
45 BZ 152 ALA
50 B4 55 ARG
2 CB 21 ARG
2 CB 125 PRO
11 CK 49 GLY
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Mol | Chain | Res | Type
13 CM 85 GLY
20 cT 47 GLY
20 CT 96 GLY
27 DD 239 ARG
33 DN 2 LYS
35 DP 45 LEU
38 DS 84 GLN
10 AlJ 56 HIS
11 AK 117 ASN
28 BE 52 LEU
30 BG 47 LYS
39 BT 127 ALA
50 B4 57 GLU

2 CB 10 LEU
10 CJ 55 LYS
7 AG 81 GLY
32 BI 73 GLU
32 BI 105 HIS
2 CB 8 LYS
3 CcC 62 ASP
28 DE 52 LEU
29 DF 21 ALA
35 DP 36 LYS
46 DO 4 LYS
50 D4 55 ARG
4 AD 5 ILE
5 AE 86 ALA
7 CG 7 ALA
27 DD 3 VAL
2 AB 125 PRO
32 BI 107 VAL
28 DE 73 GLU
39 DT 127 ALA
50 D4 60 GLN
11 CK 105 VAL
16 CP 53 VAL
11 AK 105 VAL
4 CD 5 ILE
3 AC 66 VAL
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5.3.2 Protein sidechains (1)

In the following table, the Percentiles column shows the percent sidechain outliers of the chain as a
percentile score with respect to all X-ray entries followed by that with respect to entries of similar
resolution.

The Analysed column shows the number of residues for which the sidechain conformation was
analysed, and the total number of residues.

Mol | Chain Analysed Rotameric | Outliers | Percentiles
2 AB 192/220 (87%) 150 (78%) 42 (22%) |
2 CB 187/220 (85%) 153 (82%) 34 (18%)
3 AC 143/188 (76%) 126 (88%) 17 (12%)
3 CcC 140/188 (74%) 119 (85%) 21 (15%)
4 AD 170/181 (94%) 144 (85%) 26 (15%)
4 CD 172/181 (95%) 144 (84%) 28 (16%)
5 AE 113/123 (92%) 98 (87%) 15 (13%)
5 CE 114/123 (93%) 96 (84%) 18 (16%)
6 AF 83/90 (92%) 77 (93%) 6 (7%)
6 CF 85/90 (94%) 76 (89%) 9 (11%)
7 AG 119/127 (94%) 104 (87%) 15 (13%)
7 CG 120/127 (94%) 107 (89%) 13 (11%)
8 AH 114/119 (96%) 100 (88%) 14 (12%)
8 CH 114/119 (96%) 101 (89%) 13 (11%)
9 Al 90/99 (91%) 75 (83%) 15 (17%)
9 CI 89/99 (90%) 70 (79%) 19 (21%)
10 AJ 66/92 (72%) 63 (96%) 3 (4%)
10 CJ 69/92 (75%) 62 (90%) 7 (10%)
11 AK 82/99 (83%) 71 (87%) 11 (13%)
11 CK 83/99 (84%) 76 (92%) 7 (8%)
12 AL 97/109 (89%) 86 (89%) 11 (11%)
12 CL 97/109 (89%) 88 (91%) 9 (9%)
13 AM 93/101 (92%) 74 (80%) 19 (20%)
13 CM 92/101 (91%) 75 (82%) 17 (18%)
14 AN 49/50 (98%) 42 (86%) 7 (14%)
14 CN 49/50 (98%) 39 (80%) 10 (20%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
15 AO 78/80 (98%) 68 (87%) 10 (13%)
15 CO 78/80 (98%) 69 (88%) 9 (12%)
16 AP 69/74 (93%) 52 (75%) 17 (25%)
16 CP 68/74 (92%) 56 (82%) 12 (18%)
17 AQ 94/97 (97%) 83 (88%) 11 (12%)
17 CQ 94/97 (97%) 84 (89%) 10 (11%)
18 AR 59/77 (77%) 51 (86%) 8 (14%)
18 CR 59/77 (77%) 51 (86%) 8 (14%)
19 AS 69/80 (86%) 60 (87%) 9 (13%)
19 CS 67/80 (84%) 57 (85%) 10 (15%)
20 AT 70/82 (85%) 60 (86%) 10 (14%)
20 CT 70/82 (85%) 58 (83%) 12 (17%)
21 AU 18/22 (82%) 15 (83%) 3 (17%)
21 CU 18/22 (82%) 16 (89%) 2 (11%)
27 BD 215/218 (99%) 194 (90%) 21 (10%)
27 DD 215/218 (99%) 191 (89%) 24 (11%)
28 BE 164/166 (99%) 138 (84%) 26 (16%)
28 DE 164/166 (99%) 138 (84%) 26 (16%)
29 BF 160/166 (96%) 141 (88%) 19 (12%)
29 DF 159/166 (96%) 140 (88%) 19 (12%)
30 BG 143/156 (92%) 117 (82%) 26 (18%)
30 DG 142/156 (91%) 116 (82%) 26 (18%)
31 BH 144/148 (97%) 131 (91%) 13 (9%)
31 DH 144/148 (97%) 127 (88%) 17 (12%)
32 BI 110/124 (89%) 90 (82%) 20 (18%)
32 DI 104/124 (84%) 83 (80%) 21 (20%)
33 BN 118/119 (99%) 103 (87%) 15 (13%)
33 DN 118/119 (99%) 103 (87%) 15 (13%)
34 BO 100/100 (100%) 90 (90%) 10 (10%)
34 DO 100/100 (100%) 88 (88%) 12 (12%)
35 BP 115/116 (99%) 99 (86%) 16 (14%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
35 DP 115/116 (99%) 99 (86%) 16 (14%)
36 BQ 111/111 (100%) (89%) 12 (11%)
36 DQ 111/111 (100%) (85%) 17 (15%)
37 BR 101/101 (100%) 83 (82%) 18 (18%)
37 DR 101/101 (100%) 87 (86%) 14 (14%)
38 BS 87/88 (99%) (91%) 8 (9%)
38 DS 85/88 (97%) (87%) 11 (13%)
39 BT 115/127 (91%) 103 (90%) 12 (10%)
39 DT 113/127 (89%) 97 (86%) 16 (14%)
40 BU 93/94 (99%) 84 (90%) 9 (10%)
40 DU 93/94 (99%) 84 (90%) 9 (10%)
41 BV 80/82 (98%) 66 (82%) 14 (18%)
41 DV 80/82 (98%) 66 (82%) 14 (18%)
42 BW 90/92 (98%) 77 (86%) 13 (14%)
42 DW 90/92 (98%) 82 (91%) 8 (9%)
43 BX 77/78 (99%) 71 (92%) 6 (8%)
43 DX 77/78 (99%) 73 (95%) 4 (5%)
44 BY 85/91 (93%) 77 (91%) 8 (9%)
44 DY 85/91 (93%) 78 (92%) 7 (8%)
45 BZ 145/179 (81%) 125 (86%) 20 (14%)
45 DZ 145/179 (81%) 125 (86%) 20 (14%)
46 BO 65/67 (97%) 60 (92%) 5 (8%)
46 DO 65/67 (97%) 60 (92%) 5 (8%)
47 Bl 80/83 (96%) 75 (94%) 5 (6%)
47 D1 80/83 (96%) 70 (88%) 10 (12%)
48 B2 65/67 (97%) 60 (92%) 5 (8%)
48 D2 65/67 (97%) 55 (85%) 10 (15%)
49 B3 51/52 (98%) 44 (86%) 7 (14%)
49 D3 50/52 (96%) 45 (90%) 5 (10%)
50 B4 59/63 (94%) 44 (75%) 15 (25%)
50 D4 53/63 (84%) 38 (72%) 15 (28%)
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
51 B5 50/52 (96%) 44 (88%) 6 (12%) m 16
51 D5 50/52 (96%) 48 (96%) 2 (4%) 28 62
52 B6 51/52 (98%) 46 (90%) 5 (10%) 25
52 D6 50/52 (96%) 45 (90%) 5 (10%) 24
53 B7 41/42 (98%) 38 (93%) 3 (7%) 38
53 D7 41/42 (98%) 36 (88%) 5 (12%) 16
54 B8 53/55 (96%) 49 (92%) 4 (8%) 37
54 D8 54/55 (98%) 48 (89%) 6 (11%) 20
%) B9 34/34 (100%) 33 (97%) 1 (3%) 71
55 D9 34/34 (100%) 30 (88%) 4 (12%) 54117
All | ALl | 9318/10066 (93%) | 8076 (87%) | 1242 (13%) |

All (1242) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
2 AB 8 LYS
2 AB 11 LEU
2 AB 15 VAL
2 AB 16 HIS
2 AB 17 PHE
2 AB 19 HIS
2 AB 20 GLU
2 AB 21 ARG
2 AB 39 ILE
2 AB 48 MET
2 AB 71 VAL
2 AB 81 VAL
2 AB 94 ASN
2 AB 96 ARG
2 AB 108 ILE
2 AB 114 ARG
2 AB 127 ILE
2 AB 130 ARG
2 AB 133 LYS
2 AB 137 ARG
2 AB 139 LYS
2 AB 145 LEU
2 AB 154 LEU
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Mol | Chain | Res | Type
2 AB 155 LEU
2 AB 157 ARG
2 AB 160 ASP
2 AB 179 LYS
2 AB 185 ILE
2 AB 187 LEU
2 AB 189 ASP
2 AB 190 THR
2 AB 192 SER
2 AB 198 ASP
2 AB 200 ILE
2 AB 209 ARG
2 AB 213 LEU
2 AB 217 ARG
2 AB 221 LEU
2 AB 223 ILE
2 AB 230 VAL
2 AB 231 GLU
2 AB 235 SER
3 AC 3 ASN
3 AC 17 ASP
3 AC 27 LYS
3 AC 28 GLN
3 AC 98 ASN
3 AC 101 LEU
3 AC 104 GLN
3 AC 112 SER
3 AC 115 LEU
3 AC 118 GLN
3 AC 140 ARG
3 AC 151 VAL
3 AC 154 SER
3 AC 181 ASN
3 AC 192 THR
3 AC 195 VAL
3 AC 196 LEU
4 AD 5 ILE
4 AD 18 LYS
4 AD 19 LEU
4 AD 36 ARG
4 AD 46 LYS
4 AD 58 LEU
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Mol | Chain | Res | Type
4 AD 65 ARG
4 AD 7 ASN
4 AD 108 LEU
4 AD 127 THR
4 AD 135 LEU
4 AD 138 TYR
4 AD 141 ARG
4 AD 150 GLU
4 AD 152 SER
4 AD 155 LEU
4 AD 157 LEU
4 AD 158 ILE
4 AD 168 ARG
4 AD 182 LYS
4 AD 186 LEU
4 AD 187 ARG
4 AD 188 LEU
4 AD 190 ASP
4 AD 194 LEU
4 AD 200 GLU
5 AE 10 MET
5 AE 12 LEU
5 AE 13 ILE
D AE 20 GLN
5 AE 31 LEU
5 AE 38 GLN
5 AE 41 VAL
5 AE 47 LYS
5 AE 51 VAL
5 AE 71 LEU
5 AE 120 THR
bt AE 137 GLU
5 AE 143 ARG
5 AE 145 LYS
5 AE 151 LEU
6 AF 6 VAL
6 AF 18 GLN
6 AF 40 VAL
6 AF 55 ASP
6 AF 61 LEU
6 AF 78 GLU
7 AG 6 ARG
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Mol | Chain | Res | Type
AG 8 GLU
AG 12 LEU
AG 13 GLN
AG 24 THR
AG 32 ARG
AG 51 GLN
AG 52 GLU
AG 61 VAL
AG 76 ARG
AG 91 VAL
AG 104 LEU
AG 113 GLU
AG 115 ARG
AG 155 ARG
AH 19 VAL
AH 26 VAL
AH 39 LEU
AH 41 ARG
AH 45 ILE
AH 51 VAL
AH 52 ASP
AH 78 GLN
AH 86 ILE
AH 98 LYS
AH 112 LEU
AH 122 ARG
AH 127 LEU
AH 133 LEU
Al 3 GLN
Al 17 VAL
Al 23 ASN
Al 29 ASN
Al 42 ARG
Al 53 VAL
Al 64 THR
Al 66 ARG
Al 78 LYS
Al 87 GLN
Al 92 TYR
Al 103 THR
Al 108 VAL
Al 121 ARG
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Mol | Chain | Res | Type
9 Al 128 ARG
10 AJ 16 LEU
10 AJ 38 ILE
10 AJ 84 GLN
11 AK 16 SER
11 AK 30 VAL
11 AK 31 THR
11 AK 48 ILE
11 AK 55 LYS
11 AK 7 MET
11 AK 81 ASP
11 AK 83 ILE
11 AK 96 ARG
11 AK 104 GLN
11 AK 114 VAL
12 AL 33 ARG
12 AL 36 VAL
12 AL 46 LYS
12 AL 52 LEU
12 AL 53 ARG
12 AL 59 ARG
12 AL 83 VAL
12 AL 84 LEU
12 AL 97 ARG
12 AL 115 LYS
12 AL 118 SER
13 AM 3 ARG
13 AM 4 ILE
13 AM 8 GLU
13 AM 9 ILE
13 AM 15 VAL
13 AM 19 LEU
13 AM 25 ILE
13 AM 27 LYS
13 AM 43 THR
13 AM 55 ARG
13 AM 57 ARG
13 AM 78 ILE
13 AM 84 ILE
13 AM 98 VAL
13 AM 106 ASN
13 AM 109 THR
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Mol | Chain | Res | Type
13 AM 110 ARG
13 AM 115 LYS
13 AM 116 THR
14 AN 3 ARG
14 AN 7 ILE
14 AN 18 VAL
14 AN 22 THR
14 AN 23 ARG
14 AN 33 VAL
14 AN 44 LEU
15 AO 3 ILE
15 AO 5 LYS
15 AO 7 GLU
15 AO 26 GLU
15 AO 38 ARG
15 AO 39 LEU
15 AO 41 GLU
15 AO 64 ARG
15 AO 76 GLU
15 AO 83 GLU
16 AP 1 MET
16 AP 2 VAL
16 AP 5 ARG
16 AP 6 LEU
16 AP 8 ARG
16 AP 11 SER
16 AP 19 ILE
16 AP 20 VAL
16 AP 34 GLU
16 AP 45 THR
16 AP 50 LYS
16 AP 54 GLU
16 AP 55 ARG
16 AP 60 LEU
16 AP 62 VAL
16 AP 67 THR
16 AP 72 ARG
17 AQ 6 LEU
17 AQ 9 VAL
17 AQ 24 GLU
17 AQ 52 LYS
17 AQ 62 SER
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Mol | Chain | Res | Type
17 AQ 63 ARG
17 AQ 65 ILE
17 AQ 72 ARG
17 AQ 74 LEU
17 AQ 90 ILE
17 AQ 100 LYS
18 AR 26 LEU
18 AR 31 LEU
18 AR 32 ARG
18 AR 37 VAL
18 AR 41 LYS
18 AR 76 LEU
18 AR 82 THR
18 AR 85 LEU
19 AS 28 LYS
19 AS 30 LEU
19 AS 41 VAL
19 AS 47 HIS
19 AS 49 ILE
19 AS 65 ASN
19 AS 7 THR
19 AS 78 ARG
19 AS 79 THR
20 AT 9 ASN
20 AT 10 LEU
20 AT 13 LEU
20 AT 24 LEU
20 AT 33 ILE
20 AT 37 SER
20 AT 45 GLN
20 AT 54 LYS
20 AT 75 ASN
20 AT 84 LEU
21 AU 7 ARG
21 AU 9 ARG
21 AU 15 ARG
27 BD 12 SER
27 BD 13 ARG
27 BD 37 LEU
27 BD 61 LEU
27 BD 94 LEU
27 BD 106 ILE

Continued on next page...



Page 229

Full wwPDB X-ray Structure Validation Report

1VYG6

Continued from previous page...

Mol | Chain | Res | Type
27 BD 113 VAL
27 BD 126 GLN
27 BD 138 VAL
27 BD 142 VAL
27 BD 155 LEU
27 BD 173 VAL
27 BD 183 ARG
27 BD 211 ARG
27 BD 212 SER
27 BD 217 ARG
27 BD 221 VAL
27 BD 229 VAL
27 BD 239 ARG
27 BD 257 LEU
27 BD 260 ARG
28 BE 2 LYS
28 BE 9 VAL
28 BE 11 MET
28 BE 12 THR
28 BE 21 VAL
28 BE 24 THR
28 BE 33 VAL
28 BE 34 VAL
28 BE 40 GLU
28 BE 73 GLU
28 BE 75 VAL
28 BE 7 ILE
28 BE 94 GLU
28 BE 111 ARG
28 BE 116 VAL
28 BE 118 LYS
28 BE 119 ARG
28 BE 144 ARG
28 BE 154 LYS
28 BE 163 GLU
28 BE 170 LEU
28 BE 175 VAL
28 BE 181 LEU
28 BE 184 VAL
28 BE 195 LEU
28 BE 203 LYS
29 BF 20 LEU
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Mol | Chain | Res | Type
29 BF 24 LEU
29 BF 28 ILE
29 BF 33 LEU
29 BF 57 VAL
29 BF 70 THR
29 BF 72 ARG
29 BF 74 ARG
29 BF 88 VAL
29 BF 106 ARG
29 BF 110 LEU
29 BF 125 LEU
29 BF 132 VAL
29 BF 162 LEU
29 BF 170 LEU
29 BF 183 VAL
29 BF 192 LEU
29 BF 197 ASP
29 BF 201 VAL
30 BG 5 VAL
30 BG 7 LEU
30 BG 21 ARG
30 BG 28 VAL
30 BG 35 GLU
30 BG 43 LEU
30 BG 45 GLU
30 BG 60 LEU
30 BG 70 VAL
30 BG 82 LEU
30 BG 88 ILE
30 BG 90 LEU
30 BG 91 ARG
30 BG 108 ASN
30 BG 115 ARG
30 BG 128 ARG
30 BG 133 LEU
30 BG 135 LEU
30 BG 138 GLN
30 BG 140 ILE
30 BG 143 GLU
30 BG 145 THR
30 BG 148 MET
30 BG 159 VAL
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Mol | Chain | Res | Type
30 BG 165 THR
30 BG 175 LEU
31 BH 15 VAL
31 BH 16 SER
31 BH 41 MET
31 BH 44 VAL
31 BH 45 VAL
31 BH 49 VAL
31 BH 57 ASP
31 BH 59 ARG
31 BH 62 LYS
31 BH 69 ARG
31 BH 95 ARG
31 BH 105 LEU
31 BH 149 ARG
32 BI 5 LEU
32 BI 9 LEU
32 BI 10 GLU
32 BI 37 VAL
32 BI 38 LEU
32 BI 41 GLU
32 BI 42 SER
32 BI 57 ARG
32 BI 61 ARG
32 BI 68 LEU
32 BI 74 ASN
32 BI 7 LEU
32 BI 92 VAL
32 BI 96 ASP
32 BI 101 LEU
32 BI 109 ILE
32 BI 116 LEU
32 BI 121 LYS
32 BI 140 LEU
32 BI 144 VAL
33 BN 28 THR
33 BN 33 LEU
33 BN 34 LEU
33 BN 46 VAL
33 BN 48 MET
33 BN 61 ARG
33 BN 62 VAL
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Mol | Chain | Res | Type
33 BN 67 LEU
33 BN 68 GLU
33 BN 73 THR
33 BN 85 ILE
33 BN 87 LEU
33 BN 97 ARG
33 BN 99 LEU
33 BN 120 LEU
34 BO 8 LEU
34 BO 9 GLU
34 BO 10 VAL
34 BO 23 ARG
34 BO 24 VAL
34 BO 28 SER
34 BO 78 ARG
34 BO 89 ASN
34 BO 94 ARG
34 BO 98 VAL
35 BP 1 MET
35 BP 21 ARG
35 BP 45 LEU
35 BP 55 ARG
35 BP 56 SER
35 BP 59 LEU
35 BP 65 ARG
35 BP 68 GLN
35 BP 7 ARG
35 BP 95 VAL
35 BP 106 LEU
35 BP 112 LEU
35 BP 119 GLU
35 BP 121 LYS
35 BP 147 LEU
35 BP 148 LEU
36 BQ 1 MET
36 BQ 6 ARG
36 BQ 7 MET
36 BQ 35 VAL
36 BQ 45 GLN
36 BQ 54 MET
36 BQ 55 VAL
36 BQ 75 THR
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Mol | Chain | Res | Type
36 BQ 81 VAL
36 BQ 109 VAL
36 BQ 110 THR
36 BQ 127 ILE
37 BR 1 MET
37 BR 14 SER
37 BR 18 LEU
37 BR 28 LEU
37 BR 29 LEU
37 BR 30 THR
37 BR 33 ARG
37 BR 36 THR
37 BR 44 LEU
37 BR 60 LEU
37 BR 65 LEU
37 BR 67 LEU
37 BR 75 LEU
37 BR 79 LEU
37 BR 86 ARG
37 BR 100 LEU
37 BR 102 GLU
37 BR 114 VAL
38 BS 14 VAL
38 BS 25 ARG
38 BS 36 TYR
38 BS 52 SER
38 BS 57 LYS
38 BS 59 LYS
38 BS 103 GLU
38 BS 110 LEU
39 BT 1 MET
39 BT 15 VAL
39 BT 28 VAL
39 BT 34 VAL
39 BT 49 VAL
39 BT 53 ARG
39 BT 78 LEU
39 BT 85 LYS
39 BT 89 VAL
39 BT 93 ARG
39 BT 96 ARG
39 BT 118 ARG
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Mol | Chain | Res | Type
40 BU 8 VAL
40 BU 20 LEU
40 BU 36 ARG
40 BU 74 LEU
40 BU 92 ARG
40 BU 95 LEU
40 BU 104 GLN
40 BU 108 GLU
40 BU 112 ARG
41 BV 18 LEU
41 BV 21 ARG
41 BV 43 GLU
41 BV 46 VAL
41 BV 51 VAL
41 BV 52 VAL
41 BV 61 VAL
41 BV 71 LEU
41 BV 72 VAL
41 BV 73 SER
41 BV 78 LYS
41 BV 79 VAL
41 BV 85 LYS
41 BV 95 LEU
42 BW 4 LYS
42 BW 11 ARG
42 BW 15 ARG
42 BW 17 VAL
42 BW 19 LEU
42 BW 23 LEU
42 BW 51 LEU
42 BW 52 GLU
42 BW 67 ASP
42 BW 68 ARG
42 BW 92 ARG
42 BW 96 ILE
42 BW 107 LEU
43 BX 1 MET
43 BX 35 THR
43 BX 52 VAL
43 BX 57 LEU
43 BX 65 ARG
43 BX 76 ARG
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Mol | Chain | Res | Type
44 BY 19 LYS
44 BY 21 LYS
44 BY 23 ARG
44 BY 43 ASN
44 BY 61 ILE
44 BY 72 VAL
44 BY 85 VAL
44 BY 91 GLU
45 BZ 5 LEU
45 BZ 18 LEU
45 BZ 19 ARG
45 BZ 31 ARG
45 BZ 33 LEU
45 BZ 46 LYS
45 BZ 58 VAL
45 BZ 72 ARG
45 BZ 74 VAL
45 BZ 76 LEU
45 BZ 91 LEU
45 BZ 98 MET
45 BZ 112 ARG
45 BZ 135 GLU
45 BZ 136 PHE
45 BZ 144 LEU
45 BZ 145 GLU
45 BZ 154 ASP
45 BZ 156 LYS
45 BZ 171 ILE
46 BO 5 LYS
46 BO 7 LEU
46 BO 20 ARG
46 BO 25 ARG
46 BO 82 ARG
47 B1 23 LYS
47 B1 30 VAL
47 B1 78 LYS
47 B1 89 GLU
47 B1 95 LEU
48 B2 30 ARG
48 B2 32 LEU
48 B2 50 ILE
48 B2 53 LEU
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Mol | Chain | Res | Type
48 B2 70 GLN
49 B3 8 LEU
49 B3 18 ASP
49 B3 23 LEU
49 B3 31 LEU
49 B3 54 VAL
49 B3 55 ARG
49 B3 58 VAL
50 B4 3 GLU
50 B4 5 ILE
50 B4 10 VAL
50 B4 27 THR
50 B4 34 GLU
50 B4 35 VAL
50 B4 46 GLN
50 B4 48 ARG
50 B4 49 PHE
50 B4 50 VAL
50 B4 56 VAL
50 B4 58 ARG
50 B4 61 ARG
50 B4 68 ARG
50 B4 69 LYS
51 B5 6 VAL
51 B5 16 ARG
51 B5 29 THR
51 B5 40 LYS
51 B5 58 LEU
51 B5 59 GLU
52 B6 4 GLU
52 B6 6 ARG
52 B6 33 LYS
52 B6 38 LYS
52 B6 48 VAL
53 B7 1 MET
53 B7 ARG
53 B7 43 THR
54 B8 11 LYS
54 B8 14 VAL
54 B8 30 ARG
54 B8 32 LEU
55 B9 7 VAL
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Mol | Chain | Res | Type
2 CB 8 LYS
2 CB 11 LEU
2 CB 17 PHE
2 CB 23 ARG
2 CB 48 MET
2 CB 56 ARG
2 CB 58 ILE
2 CB 60 ASP
2 CB 61 LEU
2 CB 67 THR
2 CB 94 ASN
2 CB 98 LEU
2 CB 108 ILE
2 CB 109 SER
2 CB 115 LEU
2 CB 117 GLU
2 CB 126 GLU
2 CB 127 ILE
2 CB 128 GLU
2 CB 138 LEU
2 CB 144 ARG
2 CB 145 LEU
2 CB 154 LEU
2 CB 155 LEU
2 CB 169 LYS
2 CB 187 LEU
2 CB 189 ASP
2 CB 192 SER
2 CB 200 ILE
2 CB 213 LEU
2 CB 217 ARG
2 CB 224 GLN
2 CB 230 VAL
2 CB 233 SER
3 CcC 15 THR
3 CcC 21 ARG
3 cC 32 LEU
3 CC 43 LEU
3 CC 44 GLU
3 cC 45 LYS
3 cC 52 LEU
3 CcC 54 ARG
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Mol | Chain | Res | Type
3 CcC 59 ARG
3 cC 72 LYS
3 cC 82 GLU
3 CC 105 GLU
3 CC 118 GLN
3 cC 140 ARG
3 cC 151 VAL
3 cC 152 ILE
3 CcC 164 ARG
3 cC 190 ARG
3 CC 195 VAL
3 CC 196 LEU
3 cC 206 GLU
4 CD 5 ILE
4 CD 12 CYS
4 CD 19 LEU
4 CD 34 GLU
4 CD 45 GLN
4 CD 46 LYS
4 CD 47 ARG
4 CD 58 LEU
4 CD 7 ASN
4 CD 83 SER
4 CD 96 LEU
4 CD 114 ARG
4 CD 122 ARG
4 CD 127 THR
4 CD 135 LEU
4 CD 137 SER
4 CD 150 GLU
4 CD 155 LEU
4 CD 156 GLU
4 CD 158 ILE
4 CD 169 LYS
4 CD 170 VAL
4 CD 181 MET
4 CD 187 ARG
4 CD 194 LEU
4 CD 200 GLU
4 CD 202 LEU
4 CD 203 VAL
5 CE 10 MET
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Mol | Chain | Res | Type
5 CE 16 THR
5 CE 18 ARG
5 CE 20 GLN
5 CE 31 LEU
bt CE 38 GLN
5 CE 41 VAL
5 CE 43 LEU
5 CE 47 LYS
5 CE 51 VAL
5 CE 60 TYR
) CE 67 VAL
5 CE 71 LEU
5 CE 120 THR
5 CE 137 GLU
5 CE 142 LEU
5 CE 144 THR
5 CE 150 ARG
6 CF 6 VAL
6 CF 10 LEU
6 CF 40 VAL
6 CF 41 GLU
6 CF 45 LEU
6 CF 46 ARG
6 CF 61 LEU
6 CF 69 GLU
6 CF 78 GLU
7 CG 9 VAL
7 CG 12 LEU
7 CG 32 ARG
7 CG 51 GLN
7 CG 61 VAL
7 CG 73 MET
7 CG 76 ARG
7 CG 79 ARG
7 CG 97 GLN
7 CG 104 LEU
7 CG 113 GLU
7 CG 137 LYS
7 CG 155 ARG
8 CH 8 ASP
8 CH 26 VAL
8 CH 39 LEU

Continued on next page...



Page 240

Full wwPDB X-ray Structure Validation Report

1VYG6

Continued from previous page...

Mol | Chain | Res | Type
8 CH 41 ARG
8 CH 51 VAL
8 CH 52 ASP
8 CH 78 GLN
8 CH 84 ARG
8 CH 85 ARG
8 CH 86 ILE
8 CH 98 LYS
8 CH 112 LEU
8 CH 127 LEU
9 CI 3 GLN
9 CI 23 ASN
9 CI 29 ASN
9 CI 47 LEU
9 CI 48 GLU
9 CI 56 LEU
9 CI 64 THR
9 CI 81 ILE
9 CI 86 VAL
9 CI 87 GLN
9 CI 89 ASN
9 CI 92 TYR
9 CI 93 ARG
9 CI 102 LEU
9 CI 105 ASP
9 CI 108 VAL
9 CI 111 ARG
9 CI 117 HIS
9 CI 124 GLN

10 CJ 6 ILE
10 CJ 29 ARG
10 CJ 33 GLN
10 CJ 57 LYS
10 CJ 67 THR
10 CJ 74 ILE
10 CJ 92 THR
11 CK 30 VAL
11 CK 48 ILE
11 CK 54 ARG
11 CK 7 MET
11 CK 96 ARG
11 CK 114 VAL
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Mol | Chain | Res | Type
11 CK 126 ARG
12 CL 6 THR
12 CL 34 ARG
12 CL 36 VAL
12 CL 38 THR
12 CL 44 THR
12 CL 79 GLU
12 CL 83 VAL
12 CL 84 LEU
12 CL 124 LYS
13 CM 15 VAL
13 CM 19 LEU
13 CM 27 LYS
13 CM 34 LEU
13 CM 44 ARG
13 CM 47 ASP
13 CM 49 THR
13 CM 60 VAL
13 CM 7 ASN
13 CM 84 ILE
13 CM 98 VAL
13 CM 102 ARG
13 CM 103 THR
13 CM 106 ASN
13 CM 110 ARG
13 CM 116 THR
13 CM 121 LYS
14 CN 3 ARG
14 CN 8 GLU
14 CN 12 ARG
14 CN 18 VAL
14 CN 22 THR
14 CN 23 ARG
14 CN 32 SER
14 CN 33 VAL
14 CN 44 LEU
14 CN 47 LEU
15 CO 3 ILE
15 CO 5 LYS
15 CO 26 GLU
15 CO 39 LEU
15 CO 48 LYS
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Mol | Chain | Res | Type
15 CO 68 ARG
15 CO 76 GLU
15 CO 83 GLU
15 CO 84 LYS
16 CPp 2 VAL
16 CPp 5 ARG
16 CPp 6 LEU
16 CP 8 ARG
16 CP 20 VAL
16 CP 21 VAL
16 CP 28 ARG
16 CPp 60 LEU
16 CPp 61 SER
16 CP 62 VAL
16 CP 67 THR
16 CP 69 THR
17 CQ 6 LEU
17 CQ 9 VAL
17 CcQ 24 GLU
17 CcQ 60 ILE
17 CQ 63 ARG
17 CQ 65 ILE
17 CQ 74 LEU
17 CQ 79 SER
17 CQ 91 ARG
17 CQ 99 SER
18 CR 25 THR
18 CR 26 LEU
18 CR 31 LEU
18 CR 32 ARG
18 CR 35 ARG
18 CR 41 LYS
18 CR 76 LEU
18 CR 85 LEU
19 CS 16 LEU
19 CS 17 GLU
19 CS 28 LYS
19 CS 30 LEU
19 CS 33 THR
19 CS 41 VAL
19 CS 56 GLN
19 CS 64 GLU
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Mol | Chain | Res | Type
19 CS 65 ASN
19 CS 78 ARG
20 CT 9 ASN
20 CT 10 LEU
20 CT 23 ARG
20 CcT 41 ILE
20 CcT 45 GLN
20 CT 46 GLU
20 cT 54 LYS
20 CT 56 MET
20 CT 62 LEU
20 CT 71 THR
20 CT 80 ARG
20 CT 90 GLN
21 CU 7 ARG
21 Cu 15 ARG
27 DD 5 LYS
27 DD 61 LEU
27 DD 94 LEU
27 DD 106 ILE
27 DD 113 VAL
27 DD 126 GLN
27 DD 134 ARG
27 DD 138 VAL
27 DD 142 VAL
27 DD 155 LEU
27 DD 162 SER
27 DD 171 ASP
27 DD 173 VAL
27 DD 204 ILE
27 DD 211 ARG
27 DD 221 VAL
27 DD 229 VAL
27 DD 242 ARG
27 DD 257 LEU
27 DD 260 ARG
27 DD 267 SER
27 DD 274 ARG
27 DD 275 LYS
27 DD 276 LYS
28 DE 9 VAL
28 DE 21 VAL
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28 DE 24 THR
28 DE 33 VAL
28 DE 34 VAL
28 DE 40 GLU
28 DE 47 VAL
28 DE 52 LEU
28 DE 54 GLN
28 DE 58 ARG
28 DE 61 ARG
28 DE 72 VAL
28 DE 73 GLU
28 DE 75 VAL
28 DE 7 ILE
28 DE 92 THR
28 DE 111 ARG
28 DE 116 VAL
28 DE 119 ARG
28 DE 144 ARG
28 DE 154 LYS
28 DE 163 GLU
28 DE 170 LEU
28 DE 175 VAL
28 DE 181 LEU
28 DE 195 LEU
29 DF 20 LEU
29 DF 24 LEU
29 DF 27 GLU
29 DF 28 ILE
29 DF 33 LEU
29 DF 57 VAL
29 DF 70 THR
29 DF 74 ARG
29 DF 88 VAL
29 DF 106 ARG
29 DF 110 LEU
29 DF 132 VAL
29 DF 162 LEU
29 DF 183 VAL
29 DF 192 LEU
29 DF 195 ASP
29 DF 196 LEU
29 DF 200 GLU
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Mol | Chain | Res | Type
29 DF 201 VAL
30 DG 5 VAL
30 DG 16 ARG
30 DG 28 VAL
30 DG 31 VAL
30 DG 33 ARG
30 DG 40 ASN
30 DG 43 LEU
30 DG 45 GLU
30 DG A7 LYS
30 DG 58 GLN
30 DG 60 LEU
30 DG 84 LYS
30 DG 90 LEU
30 DG 111 LEU
30 DG 115 ARG
30 DG 133 LEU
30 DG 136 ARG
30 DG 138 GLN
30 DG 140 ILE
30 DG 143 GLU
30 DG 145 THR
30 DG 148 MET
30 DG 165 THR
30 DG 167 GLU
30 DG 175 LEU
30 DG 178 PHE
31 DH 3 ARG
31 DH 15 VAL
31 DH 16 SER
31 DH 27 LYS
31 DH 32 GLU
31 DH 44 VAL
31 DH 63 SER
31 DH 69 ARG
31 DH 70 THR
31 DH 76 VAL
31 DH 95 ARG
31 DH 98 LEU
31 DH 124 GLU
31 DH 130 ARG
31 DH 136 ILE
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31 DH 149 ARG
31 DH 171 LEU
32 DI 5 LEU
32 DI 9 LEU
32 DI 37 VAL
32 DI 38 LEU
32 DI 40 THR
32 DI 43 ASN
32 DI 44 LEU
32 DI 50 ARG
32 DI 51 ILE
32 DI 68 LEU
32 DI 75 LEU
32 DI 7 LEU
32 DI 78 THR
32 DI 86 THR
32 DI 93 THR
32 DI 114 LEU
32 DI 117 GLU
32 DI 121 LYS
32 DI 123 LEU
32 DI 140 LEU
32 DI 143 SER
33 DN 9 VAL
33 DN 28 THR
33 DN 29 LYS
33 DN 33 LEU
33 DN 34 LEU
33 DN 38 HIS
33 DN 46 VAL
33 DN 48 MET
33 DN 62 VAL
33 DN 67 LEU
33 DN 87 LEU
33 DN 97 ARG
33 DN 99 LEU
33 DN 120 LEU
33 DN 131 GLN
34 DO 8 LEU
34 DO 9 GLU
34 DO 10 VAL
34 DO 14 THR
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Mol | Chain | Res | Type
34 DO 23 ARG
34 DO 24 VAL
34 DO 28 SER
34 DO 49 ARG
34 DO 69 ILE
34 DO 88 ASN
34 DO 94 ARG
34 DO 98 VAL
35 DP 2 LYS
35 DP 4 SER
35 DP 21 ARG
35 DP 45 LEU
35 DP 55 ARG
35 DP 56 SER
35 DP 68 GLN
35 DP 95 VAL
35 DP 96 THR
35 DP 98 GLU
35 DP 99 LEU
35 DP 106 LEU
35 DP 112 LEU
35 DP 119 GLU
35 DP 147 LEU
35 DP 149 GLU
36 DQ 1 MET
36 DQ 11 LYS
36 DQ 16 ARG
36 DQ 22 LYS
36 DQ 31 ASP
36 DQ 45 GLN
36 DQ 54 MET
36 DQ 55 VAL
36 DQ 56 ARG
36 DQ 59 ARG
36 DQ 60 ARG
36 DQ 81 VAL
36 DQ 85 LYS
36 DQ 98 LYS
36 DQ 110 THR
36 DQ 112 GLU
36 DQ 127 ILE
37 DR 1 MET

Continued on next page...



Page 248 Full wwPDB X-ray Structure Validation Report 1VY6

Continued from previous page...
Mol | Chain | Res | Type
37 DR 18 LEU
37 DR 28 LEU
37 DR 29 LEU
37 DR 33 ARG
37 DR 44 LEU
37 DR 65 LEU
37 DR 67 LEU
37 DR 75 LEU
37 DR 79 LEU
37 DR 86 ARG
37 DR 100 LEU
37 DR 102 GLU
37 DR 114 VAL
38 DS 3 ARG
38 DS 8 GLU
38 DS 14 VAL
38 DS 19 LYS
38 DS 28 VAL
38 DS 35 ILE
38 DS 40 ILE
38 DS 44 LYS
38 DS 80 LEU
38 DS 103 GLU
38 DS 110 LEU
39 DT 1 MET
39 DT 6 LEU
39 DT 8 LYS
39 DT 15 VAL
39 DT 19 LEU
39 DT 28 VAL
39 DT 34 VAL
39 DT 49 VAL
39 DT 53 ARG
39 DT 78 LEU
39 DT 89 VAL
39 DT 96 ARG
39 DT 108 ARG
39 DT 113 LYS
39 DT 118 ARG
39 DT 125 ARG
40 DU 20 LEU
40 DU 36 ARG
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40 DU 74 LEU
40 DU 92 ARG
40 DU 95 LEU
40 DU 97 ASP
40 DU 104 GLN
40 DU 108 GLU
40 DU 112 ARG
41 DV 5 VAL
41 DV 15 GLU
41 DV 21 ARG
41 DV 24 LYS
41 DV 28 GLU
41 DV 46 VAL
41 DV 61 VAL
41 DV 62 LEU
41 DV 71 LEU
41 DV 72 VAL
41 DV 78 LYS
41 DV 79 VAL
41 DV 85 LYS
41 DV 95 LEU
42 DW 4 LYS
42 DW 11 ARG
42 DW 15 ARG
42 DW 17 VAL
42 DW 23 LEU
42 DW 51 LEU
42 DW 78 GLU
42 DW 92 ARG
43 DX 23 GLU
43 DX 57 LEU
43 DX 76 ARG
43 DX 88 LYS
44 DY 8 LYS
44 DY 30 VAL
44 DY 43 ASN
44 DY 61 ILE
44 DY 72 VAL
44 DY 85 VAL
44 DY 90 LEU
45 DZ 4 ARG
45 DZ 5 LEU
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45 DZ 18 LEU
45 DZ 23 LYS
45 DZ 33 LEU
45 DZ 46 LYS
45 DZ 50 GLN
45 DZ 70 LEU
45 DZ 72 ARG
45 DZ 76 LEU
45 DZ 91 LEU
45 DZ 122 ARG
45 DZ 131 ARG
45 DZ 144 LEU
45 DZ 149 SER
45 DZ 150 LEU
45 DZ 154 ASP
45 DZ 155 LEU
45 DZ 162 GLU
45 DZ 171 ILE
46 DO 7 LEU
46 DO 10 THR
46 DO 20 ARG
46 DO 24 LYS
46 DO 62 LEU
47 D1 30 VAL
47 D1 32 LYS
47 D1 33 LYS
47 D1 35 THR
47 D1 37 ILE
47 D1 46 LEU
47 D1 78 LYS
47 D1 85 LEU
47 D1 95 LEU
47 D1 97 LEU
48 D2 1 MET
48 D2 14 ARG
48 D2 28 LYS
48 D2 30 ARG
48 D2 32 LEU
48 D2 45 SER
48 D2 50 ILE
48 D2 53 LEU
48 D2 64 LEU
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48 D2 70 GLN
49 D3 8 LEU
49 D3 23 LEU
49 D3 31 LEU
49 D3 54 VAL
49 D3 58 VAL
50 D4 3 GLU
50 D4 8 LYS
50 D4 10 VAL
50 D4 13 ARG
50 D4 21 VAL
50 D4 22 ILE
50 D4 24 THR
50 D4 34 GLU
50 D4 35 VAL
50 D4 43 TYR
50 D4 44 THR
50 D4 50 VAL
50 D4 58 ARG
50 D4 61 ARG
50 D4 63 TYR
51 D5 6 VAL
51 D5 40 LYS
52 D6 6 ARG
52 D6 25 LYS
52 D6 28 ARG
52 D6 38 LYS
52 D6 48 VAL
53 D7 9 ARG
53 D7 10 ARG
53 D7 41 ARG
53 D7 43 THR
53 D7 48 LYS
54 D8 14 VAL
54 D8 30 ARG
54 D8 32 LEU
o4 D8 34 TRP
o4 D8 37 SER
54 D8 41 ILE
55 D9 4 ARG
55 D9 7 VAL
55 D9 12 ASP
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Chain

Res

Type

95

D9

26

ILE

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (155)

such sidechains are listed below:

Mol | Chain | Res | Type
2 AB 40 HIS
2 AB 94 ASN
2 AB 135 GLN
3 AC 6 HIS
3 AC 28 GLN
3 AC 37 GLN
3 AC 104 GLN
3 AC 118 GLN
3 AC 136 GLN
3 AC 181 ASN
4 AD 45 GLN
4 AD 7 ASN
4 AD 123 HIS
4 AD 129 ASN
4 AD 160 GLN
4 AD 201 GLN
5 AE 20 GLN
6 AF 84 ASN
6 AF 100 ASN
7 AG 28 ASN
7 AG 56 GLN
7 AG 97 GLN
7 AG 148 ASN
8 AH 82 HIS
9 Al 31 GLN
9 Al 73 GLN
9 Al 124 GLN

11 AK 93 GLN
11 AK 104 GLN
11 AK 116 HIS
11 AK 117 ASN
12 AL 78 GLN
12 AL 80 HIS
14 AN 52 GLN
15 AO 28 GLN
16 AP 76 GLN
19 AS 65 ASN

Continued on next page...



Page 253

Full wwPDB X-ray Structure Validation Report

1VYG6

Continued from previous page...
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19 AS 83 HIS
20 AT 9 ASN
20 AT 45 GLN
20 AT 90 GLN
27 BD 115 GLN
27 BD 164 GLN
27 BD 166 GLN
27 BD 203 ASN
27 BD 253 GLN
28 BE 55 ASN
28 BE 143 ASN
29 BF 69 HIS
29 BF 75 HIS
29 BF 203 GLN
30 BG 26 GLN
30 BG 41 GLN
30 BG 138 GLN
32 BI 43 ASN
32 BI 105 HIS
33 BN 45 ASN
33 BN 133 GLN
35 BP 38 GLN
36 BQ 12 GLN
36 BQ 45 GLN
39 BT 43 GLN
39 BT 123 GLN
40 BU 81 HIS
40 BU 94 ASN
43 BX 82 GLN
44 BY 6 HIS
44 BY 43 ASN
44 BY 92 ASN
45 BZ 73 GLN
45 BZ 132 ASN
45 BZ 151 HIS
48 B2 9 GLN
48 B2 70 GLN
50 B4 40 HIS
50 B4 46 GLN
52 B6 46 HIS
55 B9 20 HIS
55 B9 36 GLN
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2 CB 19 HIS
2 CB 40 HIS
2 CB 76 GLN
2 CB 78 GLN
2 CB 94 ASN
2 CB 212 GLN
2 CB 224 GLN
3 cC 28 GLN
3 CcC 31 HIS
3 cC 136 GLN
3 CC 162 GLN
4 CD 45 GLN
4 CD 7 ASN
4 CD 123 HIS
4 CD 125 HIS
4 CD 129 ASN
4 CD 160 GLN
4 CD 161 ASN
5 CE 38 GLN
5 CE 127 ASN
5 CE 130 ASN
5 CE 141 GLN
6 CF 7 ASN
6 CF 100 ASN
7 CG 28 ASN
7 CG 148 ASN
7 CG 153 HIS
8 CH 15 ASN
9 CI 23 ASN
9 CI 38 GLN
9 CI 58 HIS
9 CI 89 ASN

10 CJ 62 HIS
10 CJ 68 HIS
11 CK 22 HIS
11 CK 117 ASN
12 CL 78 GLN
15 CO 28 GLN
19 CS 14 HIS
19 CS 23 ASN
19 CS 56 GLN
19 CS 57 HIS

Continued on next page...



Page 255 Full wwPDB X-ray Structure Validation Report

1VYG6

Continued from previous page...
Mol | Chain | Res | Type
19 CS 69 HIS
20 CT 9 ASN
27 DD 96 HIS
27 DD 116 GLN
27 DD 164 GLN
27 DD 166 GLN
27 DD 253 GLN
28 DE 35 GLN
29 DF 69 HIS
29 DF 75 HIS
29 DF 169 ASN
29 DF 203 GLN
30 DG 40 ASN
30 DG 41 GLN
30 DG 121 ASN
30 DG 138 GLN
32 DI 43 ASN
34 DO 89 ASN
35 DP 35 HIS
35 DP 38 GLN
36 DQ 141 GLN
37 DR 31 HIS
38 DS 68 GLN
39 DT 58 ASN
39 DT 123 GLN
41 DV 80 GLN
43 DX 31 HIS
44 DY 43 ASN
45 DZ 50 GLN
45 DZ 75 ASN
45 DZ 121 HIS
45 DZ 151 HIS
55 D9 20 HIS
55 D9 36 GLN

5.3.3 RNA (D

Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 AA | 1495/1521 (98%) 388 (25%) 22 (1%)
1 CA 1501/1521 (98%) 392 (26%) 24 (1%)

22 AV 12/24 (50%) 4 (33%) 0
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Mol | Chain Analysed Backbone Outliers | Pucker Outliers
22 Y% 11/24 (45%) 4 (36%) 0
23 AW 0/2 - -
23 CW 0/2 - -
24 AX 74/77 (96%) 25 (33%) 1 (1%)
24 CcX 7477 (96%) 26 (35%) 1 (1%)
25 BA | 2811/2915 (96%) 539 (19%) 24 (0%)
25 DA | 2791/2915 (95%) 623 (22%) 29 (1%)
26 BB 120/121 (99%) 19 (15%) 3 (2%)
26 DB 119/121 (98%) 36 (30%) 0
All All 9008/9320 (96%) 2056 (22%) 104 (1%)

All (2056) RNA backbone outliers are listed below:

Mol | Chain Res Type
1 AA 5 U
1 AA 6 G
1 AA 7 G
1 AA 9 G
1 AA 22 G
1 AA 29 G
1 AA 32 A
1 AA 39 G
1 AA 41 G
1 AA 47 C
1 AA 48 C
1 AA 51 A
1 AA 59 A
1 AA 61 G
1 AA 72 C
1 AA 73 G
1 AA 78 G
1 AA 79 G
1 AA 91 C
1 AA 92 C
1 AA 96 U
1 AA 97 G
1 AA 98 G
1 AA 115 G
1 AA 116 A
1 AA 120 A
1 AA 121 C
1 AA 129 U
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Mol | Chain Res Type
1 AA 129(A) G
1 AA 131 C
1 AA 138 G
1 AA 143 A
1 AA 146 G
1 AA 152 A
1 AA 157 G
1 AA 163 C
1 AA 172 A
1 AA 173 U
1 AA 174 C
1 AA 180 U
1 AA 182 U
1 AA 189(A) C
1 AA 189(D) C
1 AA 189(F) U
1 AA 189(G) G
1 AA 189(H) G
1 AA 189(1) G
1 AA 189(K) U
1 AA 189(L) G
1 AA 195 A
1 AA 197 A
1 AA 203 U
1 AA 204 U
1 AA 216 G
1 AA 243 A
1 AA 247 G
1 AA 251 G
1 AA 264 U
1 AA 266 G
1 AA 267 C
1 AA 276 G
1 AA 289 G
1 AA 306 G
1 AA 321 A
1 AA 328 C
1 AA 332 G
1 AA 342 C
1 AA 346 G
1 AA 347 G
1 AA 348 G
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Mol | Chain Res Type
1 AA 352 C
1 AA 353 A
1 AA 354 G
1 AA 355 C
1 AA 367 U
1 AA 372 C
1 AA 373 A
1 AA 374 A
1 AA 382 A
1 AA 383 A
1 AA 384 G
1 AA 397 A
1 AA 398 C
1 AA 403 C
1 AA 405 U
1 AA 406 G
1 AA 409 G
1 AA 411 A
1 AA 412 A
1 AA 413 G
1 AA 414 A
1 AA 421 U
1 AA 424 G
1 AA 426 G
1 AA 429 U
1 AA 430 A
1 AA 434 U
1 AA 435 C
1 AA 436 C
1 AA 439 A
1 AA 441 A
1 AA 442 C
1 AA 443 C
1 AA 452 A
1 AA 453 A
1 AA 461 A
1 AA 470 C
1 AA 471 G
1 AA 483 C
1 AA 485 G
1 AA 491 G
1 AA 495 A
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Mol | Chain Res Type
1 AA 496 A
1 AA 498 U
1 AA 504 C
1 AA 505 G
1 AA 510 A
1 AA 511 C
1 AA 513 C
1 AA 518 C
1 AA 520 A
1 AA 521 G
1 AA 524 G
1 AA 527 G
1 AA 531 U
1 AA 532 A
1 AA 533 A
1 AA 544 G
1 AA 547 A
1 AA 559 A
1 AA 560 U
1 AA 561 U
1 AA 567 G
1 AA 571 U
1 AA 572 A
1 AA 573 A
1 AA D75 G
1 AA 576 G
1 AA 577 G
1 AA 581 G
1 AA 582 U
1 AA 587 G
1 AA 590 C
1 AA 596 C
1 AA 600 C
1 AA 623 C
1 AA 625 G
1 AA 627 G
1 AA 629 G
1 AA 630 G
1 AA 632 A
1 AA 633 G
1 AA 653 A
1 AA 661 G
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Mol | Chain Res Type
1 AA 665 A
1 AA 671 G
1 AA 680 C
1 AA 687 A
1 AA 688 G
1 AA 692 U
1 AA 693 G
1 AA 695 A
1 AA 712 A
1 AA 723 U
1 AA 724 G
1 AA 730 G
1 AA 731 G
1 AA 733 A
1 AA 748 C
1 AA 749 C
1 AA 751 U
1 AA 754 C
1 AA 755 G
1 AA 759 A
1 AA 760 G
1 AA 764 C
1 AA 766 A
1 AA e G
1 AA 7 A
1 AA 787 A
1 AA 792 A
1 AA 793 U
1 AA 794 A
1 AA 798 G
1 AA 815 A
1 AA 816 A
1 AA 817 C
1 AA 821 G
1 AA 827 U
1 AA 828 A
1 AA 836 G
1 AA 840 C
1 AA 841 U
1 AA 848 C
1 AA 851 G
1 AA 853 G
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1 AA 859 A
1 AA 872 A
1 AA 884 U
1 AA 887 G
1 AA 902 G
1 AA 914 A
1 AA 919 A
1 AA 920 U
1 AA 925 G
1 AA 926 G
1 AA 927 G
1 AA 932 C
1 AA 934 C
1 AA 936 C
1 AA 942 G
1 AA 954 G
1 AA 958 A
1 AA 960 U
1 AA 961 U
1 AA 966 G
1 AA 968 A
1 AA 969 A
1 AA 971 G
1 AA 974 A
1 AA 975 A
1 AA 976 G
1 AA 977 A
1 AA 983 A
1 AA 992 U
1 AA 993 G
1 AA 996 A
1 AA 1001 A
1 AA 1002 G
1 AA 1003 G
1 AA 1004 A
1 AA 1005 A
1 AA 1008 C
1 AA 1009 G
1 AA 1010 G
1 AA 1016 A
1 AA 1020 U
1 AA 1021 G
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Mol | Chain Res Type
1 AA 1022 G
1 AA 1024 G
1 AA 1025 U
1 AA 1026 G
1 AA 1027 C
1 AA 1028 C
1 AA 1029 C
1 AA 1030 C
1 AA 1030(A) G
1 AA 1030(C) G
1 AA | 1030(D) A
1 AA 1032 G
1 AA 1033 G
1 AA 1037 C
1 AA 1044 A
1 AA 1045 C
1 AA 1053 G
1 AA 1054 C
1 AA 1061 G
1 AA 1065 U
1 AA 1066 C
1 AA 1068 G
1 AA 1076 C
1 AA 1077 G
1 AA 1081 G
1 AA 1088 G
1 AA 1094 G
1 AA 1095 U
1 AA 1096 C
1 AA 1101 A
1 AA 1104 G
1 AA 1108 G
1 AA 1112 C
1 AA 1113 C
1 AA 1122 U
1 AA 1124 G
1 AA 1125 U
1 AA 1126 U
1 AA 1130 A
1 AA 1135 U
1 AA 1136 U
1 AA 1137 C
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1 AA 1138 G
1 AA 1139 G
1 AA 1140 C
1 AA 1146 A
1 AA 1152 A
1 AA 1157 A
1 AA 1159 U
1 AA 1163 C
1 AA 1166 G
1 AA 1168 A
1 AA 1169 A
1 AA 1179 A
1 AA 1180 A
1 AA 1181 G
1 AA 1183 A
1 AA 1184 G
1 AA 1191 A
1 AA 1194 U
1 AA 1196 U
1 AA 1197 G
1 AA 1199 U
1 AA 1200 C
1 AA 1202 G
1 AA 1206 G
1 AA 1212 U
1 AA 1213 A
1 AA 1214 C
1 AA 1217 C
1 AA 1224 G
1 AA 1225 A
1 AA 1227 A
1 AA 1228 C
1 AA 1238 A
1 AA 1255 G
1 AA 1256 A
1 AA 1257 U
1 AA 1258 G
1 AA 1260 C
1 AA 1262 C
1 AA 1268 A
1 AA 1270 C
1 AA 1273 G
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Mol | Chain Res Type
1 AA 1278 U
1 AA 1279 A
1 AA 1280 A
1 AA 1282 C
1 AA 1284 C
1 AA 1286 A
1 AA 1287 A
1 AA 1289 A
1 AA 1290 G
1 AA 1296 C
1 AA 1297 C
1 AA 1299 A
1 AA 1300 G
1 AA 1302 U
1 AA 1305 G
1 AA 1317 C
1 AA 1319 A
1 AA 1320 C
1 AA 1322 C
1 AA 1338 G
1 AA 1340 A
1 AA 1346 A
1 AA 1347 G
1 AA 1353 G
1 AA 1354 C
1 AA 1355 G
1 AA 1358 U
1 AA 1360 A
1 AA 1363 C
1 AA 1368 G
1 AA 1370 G
1 AA 1372 U
1 AA 1377 A
1 AA 1379 G
1 AA 1383 C
1 AA 1397 C
1 AA 1398 A
1 AA 1400 C
1 AA 1402 C
1 AA 1406 U
1 AA 1409 C
1 AA 1419 G
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Mol | Chain Res Type
1 AA 1425 U
1 AA 1442 G
1 AA 1442(A) G
1 AA 1442(B) A
1 AA 1447 A
1 AA 1452 C
1 AA 1457 G
1 AA 1459 C
1 AA 1487 G
1 AA 1489 G
1 AA 1490 C
1 AA 1492 A
1 AA 1493 A
1 AA 1494 G
1 AA 1497 G
1 AA 1503 A
1 AA 1504 G
1 AA 1506 U
1 AA 1517 G
1 AA 1520 G
1 AA 1529 G
1 AA 1530 G
1 AA 1531 A
1 AA 1532 U

22 AV 14 A
22 AV 15 A
22 AV 19 U
22 AV 24 A
24 AX 6 G
24 AX 7 G
24 AX 9 G
24 AX 16 C
24 AX 17 C
24 AX 19 G
24 AX 20 U
24 AX 21 A
24 AX 25 C
24 AX 30 G
24 AX 31 G
24 AX 34 C
24 AX 42 G
24 AX 47 U
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Mol | Chain Res Type
24 AX 48 C
24 AX 52 G
24 AX 56 C
24 AX 58 A
24 AX 59 A
24 AX 60 U
24 AX 61 C
24 AX 64 G
24 AX 65 C
24 AX 67 C
24 AX 68 C
25 BA 10 G
25 BA 12 U
25 BA 27 G
25 BA 34 C
25 BA 37 C
25 BA 45 C
25 BA 50 U
25 BA 55 G
25 BA 61 G
25 BA 71 A
25 BA 72 U
25 BA 74 A
25 BA 75 G
25 BA 96 G
25 BA 100 G
25 BA 102 G
25 BA 118 A
25 BA 119 A
25 BA 120 U
25 BA 121 G
25 BA 125 G
25 BA 140 G
25 BA 154 G
25 BA 154(A) C
25 BA 172 C
25 BA 175 G
25 BA 177 G
25 BA 182 A
25 BA 188 G
25 BA 196 A
25 BA 199 A
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Mol | Chain Res Type
25 BA 205 G
25 BA 215 G
25 BA 216 A
25 BA 221 A
25 BA 222 A
25 BA 223 A
25 BA 225 A
25 BA 226 G
25 BA 229 A
25 BA 233 A
25 BA 248 G
25 BA 271(E) U
25 BA 271(I) G
25 BA 271(K) U
25 BA 271(L) U
25 BA 271(M) G
25 BA 271(N) U
25 BA 271(0) C
25 BA 271(S) G
25 BA 272(A) U
25 BA 272(B) G
25 BA 272(G) C
25 BA 272(T) U
25 BA 279 C
25 BA 282 A
25 BA 311 A
25 BA 324 A
25 BA 329 G
25 BA 330 A
25 BA 333 G
25 BA 336 C
25 BA 352 G
25 BA 353 G
25 BA 357 A
25 BA 360 G
25 BA 363 G
25 BA 363(B) G
25 BA 363(F) A
25 BA 372 G
25 BA 383 U
25 BA 386 G
25 BA 391 G
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Mol | Chain Res Type
25 BA 396 G
25 BA 399 G
25 BA 407 G
25 BA 411 G
25 BA 412 A
25 BA 415 A
25 BA 428 A
25 BA 443 A
25 BA 444 C
25 BA 448 U
25 BA 449 A
25 BA 451 C
25 BA 457 A
25 BA 470 A
25 BA 481 G
25 BA 494 G
25 BA 504 U
25 BA 505 A
25 BA 508 G
25 BA 509 C
25 BA 528 A
25 BA 530 G
25 BA 531 C
25 BA 532 A
25 BA 533 G
25 BA 545 G
25 BA 549 G
25 BA 555 U
25 BA 563 G
25 BA 573 G
25 BA D74 C
25 BA 575 A
25 BA 593 G
25 BA 602 G
25 BA 603 A
25 BA 604 G
25 BA 607 U
25 BA 610 G
25 BA 614(A) U
25 BA 614(B) G
25 BA 615 G
25 BA 616 G
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Mol | Chain Res Type
25 BA 627 A
25 BA 637 A
25 BA 645 C
25 BA 646 A
25 BA 652(E) G
25 BA 652(F) G
25 BA 652(T) C
25 BA 652(U) G
25 BA 668 G
25 BA 669 G
25 BA 686 G
25 BA 717 G
25 BA 722 A
25 BA 730 C
25 BA 740 U
25 BA 746 A
25 BA ey U
25 BA 764 A
25 BA 775 G
25 BA 776 G
25 BA 782 A
25 BA 783 A
25 BA 784 A
25 BA 785 G
25 BA 789 A
25 BA 792 G
25 BA 793 A
25 BA 805 G
25 BA 812 C
25 BA 819 A
25 BA 827 U
25 BA 830 G
25 BA 866 A
25 BA 877 U
25 BA 879 G
25 BA 880 G
25 BA 881 G
25 BA 882 G
25 BA 884 C
25 BA 885 C
25 BA 886 C
25 BA 887 A
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Mol | Chain Res Type
25 BA 888 C
25 BA 889 C
25 BA 890 A
25 BA 892 G
25 BA 896 A
25 BA 897 C
25 BA 907 U
25 BA 910 A
25 BA 932 G
25 BA 941 A
25 BA 945 A
25 BA 946 G
25 BA 958 U
25 BA 959 A
25 BA 961 C
25 BA 974 G
25 BA 975 C
25 BA 983 A
25 BA 996 A
25 BA 1012 U
25 BA 1013 C
25 BA 1020 A
25 BA 1022 G
25 BA 1025 G
25 BA 1026 U
25 BA 1033 U
25 BA 1038 C
25 BA 1039 G
25 BA 1041 C
25 BA 1044 G
25 BA 1045 A
25 BA 1046 A
25 BA 1047 G
25 BA 1048 A
25 BA 1051 G
25 BA 1107 G
25 BA 1108 U
25 BA 1109 C
25 BA 1110 G
25 BA 1112 G
25 BA 1119 C
25 BA 1129 A
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25 BA 1130 U
25 BA 1132 A
25 BA 1135 C
25 BA 1136 G
25 BA 1138 G
25 BA 1139 G
25 BA 1170 G
25 BA 1171 G
25 BA 1173 G
25 BA 1174 A
25 BA 1175 U
25 BA 1176 G
25 BA 1177 A
25 BA 1210 A
25 BA 1211 U
25 BA 1218 C
25 BA 1236 G
25 BA 1244 G
25 BA 1248 G
25 BA 1250 G
25 BA 1253 A
25 BA 1256 G
25 BA 1271 G
25 BA 1272 A
25 BA 1273 U
25 BA 1300 U
25 BA 1301 A
25 BA 1305 C
25 BA 1308 A
25 BA 1311 G
25 BA 1314 C
25 BA 1319 G
25 BA 1320 C
25 BA 1334 G
25 BA 1342 A
25 BA 1345 C
25 BA 1352 U
25 BA 1359 A
25 BA 1360 A
25 BA 1365 A
25 BA 1384 A
25 BA 1385 G
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25 BA 1386 C
25 BA 1395 A
25 BA 1416 G
25 BA 1417 C
25 BA 1420 U
25 BA 1421 G
25 BA 1422 G
25 BA 1428 C
25 BA 1429 G
25 BA 1445 A
25 BA 1449 A
25 BA 1450 G
25 BA 1455 G
25 BA 1459 G
25 BA 1467 C
25 BA 1471 A
25 BA 1478 G
25 BA 1482 G
25 BA 1486 A
25 BA 1490 A
25 BA 1493 C
25 BA 1504 C
25 BA 1507 A
25 BA 1508 A
25 BA 1509 C
25 BA 1509(A) A
25 BA 1525 G
25 BA 1527 G
25 BA 1531 C
25 BA 1532 C
25 BA 1542 A
25 BA 1543 C
25 BA 1546 C
25 BA 1558 A
25 BA 1566 A
25 BA 1569 A
25 BA 1578 U
25 BA 1580 A
25 BA 1581 G
25 BA 1584 C
25 BA 1586 A
25 BA 1592 C
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25 BA 1607 C
25 BA 1608 A
25 BA 1609 A
25 BA 1634 A
25 BA 1635 G
25 BA 1646 C
25 BA 1647 G
25 BA 1648 C
25 BA 1651 G
25 BA 1654 A
25 BA 1664 A
25 BA 1667 G
25 BA 1674 G
25 BA 1683 C
25 BA 1688 U
25 BA 1696 G
25 BA 1700 A
25 BA 1701 A
25 BA 1703 G
25 BA 1721 G
25 BA 1722 A
25 BA 1739 U
25 BA 1740 G
25 BA 1746 G
25 BA 1756 G
25 BA 1762 A
25 BA 1763 G
25 BA 1764 G
25 BA 1772 G
25 BA 1773 A
25 BA 1780 A
25 BA 1782 C
25 BA 1786 A
25 BA 1791 A
25 BA 1800 C
25 BA 1801 G
25 BA 1816 G
25 BA 1836 C
25 BA 1837 C
25 BA 1839 G
25 BA 1847 A
25 BA 1851 U
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25 BA 1878 G
25 BA 1889 A
25 BA 1900 A
25 BA 1906 G
25 BA 1909 C
25 BA 1910 G
25 BA 1912 A
25 BA 1913 A
25 BA 1914 C
25 BA 1915 U
25 BA 1919 A
25 BA 1929 G
25 BA 1930 G
25 BA 1937 A
25 BA 1938 A
25 BA 1940 U
25 BA 1952 A
25 BA 1955 U
25 BA 1963 U
25 BA 1965 C
25 BA 1967 C
25 BA 1970 A
25 BA 1971 A
25 BA 1972 A
25 BA 1992 G
25 BA 1993 U
25 BA 1997 G
25 BA 2001 A
25 BA 2021 C
25 BA 2023 G
25 BA 2031 A
25 BA 2032 G
25 BA 2033 A
25 BA 2035 G
25 BA 2036 C
25 BA 2039 C
25 BA 2043 C
25 BA 2049 G
25 BA 2055 C
25 BA 2056 G
25 BA 2060 A
25 BA 2061 G
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25 BA 2062 A
25 BA 2063 C
25 BA 2067 G
25 BA 2069 G
25 BA 2093 G
25 BA 2097 C
25 BA 2099 U
25 BA 2100 G
25 BA 2109 U
25 BA 2111 C
25 BA 2113 U
25 BA 2118 U
25 BA 2119 A
25 BA 2120 G
25 BA 2121 G
25 BA 2127 G
25 BA 2130 U
25 BA 2132 U
25 BA 2133 G
25 BA 2134 A
25 BA 2135 A
25 BA 2136 C
25 BA 2137 C
25 BA 2138 C
25 BA 2140 C
25 BA 2141 G
25 BA 2142 C
25 BA 2143 C
25 BA 2145 C
25 BA 2147 G
25 BA 2148 G
25 BA 2151 G
25 BA 2156 G
25 BA 2157 G
25 BA 2158 A
25 BA 2159 G
25 BA 2160 G
25 BA 2165 G
25 BA 2169 A
25 BA 2171 A
25 BA 2172 U
25 BA 2173 A
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25 BA 2174 C
25 BA 2175 C
25 BA 2176 A
25 BA 2178 C
25 BA 2181 G
25 BA 2182 G
25 BA 2184 G
25 BA 2188 C
25 BA 2189 U
25 BA 2192 G
25 BA 2193 G
25 BA 2198 A
25 BA 2199 A
25 BA 2206 G
25 BA 2207 G
25 BA 2208 A
25 BA 2218 U
25 BA 2225 A
25 BA 2226 C
25 BA 2238 G
25 BA 2239 G
25 BA 2268 A
25 BA 2269 A
25 BA 2273 A
25 BA 2275 C
25 BA 2278 A
25 BA 2283 C
25 BA 2287 A
25 BA 2289 G
25 BA 2305 A
25 BA 2307 G
25 BA 2308 G
25 BA 2312 U
25 BA 2320 A
25 BA 2325 G
25 BA 2327 A
25 BA 2334 G
25 BA 2335 A
25 BA 2336 A
25 BA 2343 C
25 BA 2347 C
25 BA 2350 C
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25 BA 2361 A
25 BA 2383 G
25 BA 2384 G
25 BA 2385 C
25 BA 2405 G
25 BA 2406 U
25 BA 2410 G
25 BA 2414 G
25 BA 2424 C
25 BA 2425 A
25 BA 2428 G
25 BA 2429 G
25 BA 2430 A
25 BA 2435 A
25 BA 2438 U
25 BA 2439 A
25 BA 2441 C
25 BA 2448 A
25 BA 2468 G
25 BA 2469 A
25 BA 2471 C
25 BA 2476 A
25 BA 2478 A
25 BA 2483 C
25 BA 2487 G
25 BA 2490 G
25 BA 2502 G
25 BA 2504 U
25 BA 2505 G
25 BA 2518 A
25 BA 2525 G
25 BA 2529 G
25 BA 2554 U
25 BA 2555 U
25 BA 2564 A
25 BA 2566 A
25 BA 2567 G
25 BA 2573 C
25 BA 2582 G
25 BA 2585 U
25 BA 2602 A
25 BA 2609 U
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25 BA 2611 U
25 BA 2612 C
25 BA 2623 G
25 BA 2628 C
25 BA 2629 A
25 BA 2630 G
25 BA 2654 A
25 BA 2673 G
25 BA 2689 U
25 BA 2690 C
25 BA 2691 C
25 BA 2702 U
25 BA 2703 C
25 BA | 2712(A) A
25 BA 2713 A
25 BA 2714 G
25 BA 2726 U
25 BA 2733 A
25 BA 2739 U
25 BA 2751 G
25 BA 2758 A
25 BA 2764 A
25 BA 2765 A
25 BA 2766 G
25 BA 2769 C
25 BA 2778 A
25 BA 2790 A
25 BA 2791 C
25 BA 2792 G
25 BA 2793 G
25 BA 2794 C
25 BA 2802 G
25 BA 2808 U
25 BA 2818 G
25 BA 2820 A
25 BA 2821 A
25 BA 2835 A
25 BA 2846 G
25 BA 2872 G
25 BA 2873 A
25 BA 2880 C
25 BA 2886 G
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25 BA 2889 C
25 BA 2892 A
25 BA 2893 G
25 BA 2894 G
26 BB 2 C
26 BB 7 G
26 BB 9 G
26 BB 24 G
26 BB 32 C
26 BB 47 C
26 BB o1 G
26 BB 52 A
26 BB 53 A
26 BB 56 G
26 BB 57 A
26 BB 72 G
26 BB 73 A
26 BB 75 G
26 BB 85 G
26 BB 86 G
26 BB 89 G
26 BB 106 G
26 BB 110 G

1 CA 5 U
1 CA 6 G
1 CA 7 G
1 CA 9 G
1 CA 22 G
1 CA 29 G
1 CA 32 A
1 CA 39 G
1 CA 47 C
1 CA 48 C
1 CA 51 A
1 CA 59 A
1 CA 61 G
1 CA 66 G
1 CA 72 C
1 CA 73 G
1 CA 79 G
1 CA 80 G
1 CA 88 A
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1 CA 89 C
1 CA 91 C
1 CA 96 U
1 CA 97 G
1 CA 98 G
1 CA 115 G
1 CA 116 A
1 CA 120 A
1 CA 121 C
1 CA 129 U
1 CA 129(A) G
1 CA 131 C
1 CA 146 G
1 CA 157 G
1 CA 163 C
1 CA 172 A
1 CA 173 U
1 CA 174 C
1 CA 180 U
1 CA 182 U
1 CA 189(D) C
1 CA 189(F) U
1 CA 189(G) G
1 CA 189(H) G
1 CA 189(1) G
1 CA 189(J) G
1 CA 189(K) U
1 CA 189(L) G
1 CA 195 A
1 CA 197 A
1 CA 201 C
1 CA 203 U
1 CA 204 U
1 CA 216 G
1 CA 243 A
1 CA 247 G
1 CA 251 G
1 CA 264 U
1 CA 266 G
1 CA 267 C
1 CA 276 G
1 CA 289 G

Continued on next page...



Page 281

Full wwPDB X-ray Structure Validation Report

1VYG6

Continued from previous page...

Mol | Chain Res Type
1 CA 306 G
1 CA 321 A
1 CA 328 C
1 CA 332 G
1 CA 342 C
1 CA 344 A
1 CA 346 G
1 CA 350 G
1 CA 352 C
1 CA 353 A
1 CA 354 G
1 CA 367 U
1 CA 372 C
1 CA 373 A
1 CA 374 A
1 CA 382 A
1 CA 384 G
1 CA 397 A
1 CA 398 C
1 CA 403 C
1 CA 405 U
1 CA 406 G
1 CA 409 G
1 CA 411 A
1 CA 412 A
1 CA 413 G
1 CA 414 A
1 CA 421 U
1 CA 422 C
1 CA 424 G
1 CA 426 G
1 CA 429 U
1 CA 430 A
1 CA 434 U
1 CA 435 C
1 CA 436 C
1 CA 439 A
1 CA 441 A
1 CA 442 C
1 CA 443 C
1 CA 452 A
1 CA 453 A
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1 CA 461 A
1 CA 470 C
1 CA 471 G
1 CA 483 C
1 CA 485 G
1 CA 491 G
1 CA 495 A
1 CA 496 A
1 CA 498 U
1 CA 504 C
1 CA 505 G
1 CA 510 A
1 CA 511 C
1 CA 513 C
1 CA 518 C
1 CA 520 A
1 CA 521 G
1 CA 527 G
1 CA 531 U
1 CA 532 A
1 CA 533 A
1 CA 536 C
1 CA 544 G
1 CA 547 A
1 CA 559 A
1 CA 560 U
1 CA 561 U
1 CA 567 G
1 CA 571 U
1 CA 572 A
1 CA 573 A
1 CA D75 G
1 CA 576 G
1 CA 577 G
1 CA 581 G
1 CA 582 U
1 CA 587 G
1 CA 590 C
1 CA 591 U
1 CA 596 C
1 CA 600 C
1 CA 623 C
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1 CA 625 G
1 CA 627 G
1 CA 629 G
1 CA 630 G
1 CA 632 A
1 CA 633 G
1 CA 650 G
1 CA 653 A
1 CA 661 G
1 CA 665 A
1 CA 671 G
1 CA 680 C
1 CA 692 U
1 CA 693 G
1 CA 695 A
1 CA 712 A
1 CA 723 U
1 CA 724 G
1 CA 730 G
1 CA 731 G
1 CA 733 A
1 CA 748 C
1 CA 749 C
1 CA 751 U
1 CA 754 C
1 CA 755 G
1 CA 759 A
1 CA 760 G
1 CA 764 C
1 CA 766 A
1 CA e G
1 CA T A
1 CA 787 A
1 CA 792 A
1 CA 793 U
1 CA 794 A
1 CA 798 G
1 CA 802 A
1 CA 815 A
1 CA 816 A
1 CA 817 C
1 CA 821 G
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1 CA 827 U
1 CA 828 A
1 CA 836 G
1 CA 840 C
1 CA 841 U
1 CA 848 C
1 CA 851 G
1 CA 853 G
1 CA 859 A
1 CA 868 C
1 CA 884 U
1 CA 902 G
1 CA 914 A
1 CA 919 A
1 CA 920 U
1 CA 925 G
1 CA 926 G
1 CA 927 G
1 CA 932 C
1 CA 934 C
1 CA 936 C
1 CA 942 G
1 CA 948 C
1 CA 954 G
1 CA 958 A
1 CA 960 U
1 CA 961 U
1 CA 966 G
1 CA 968 A
1 CA 969 A
1 CA 971 G
1 CA 974 A
1 CA 975 A
1 CA 976 G
1 CA 977 A
1 CA 983 A
1 CA 991 U
1 CA 992 U
1 CA 993 G
1 CA 996 A
1 CA 1001 A
1 CA 1001(A) G
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1 CA 1002 G
1 CA 1004 A
1 CA 1005 A
1 CA 1006 C
1 CA 1010 G
1 CA 1016 A
1 CA 1020 U
1 CA 1022 G
1 CA 1024 G
1 CA 1025 U
1 CA 1026 G
1 CA 1027 C
1 CA 1028 C
1 CA 1029 C
1 CA 1030(A) G
1 CA 1030(C) G
1 CA 1030(D) A
1 CA 1032 G
1 CA 1033 G
1 CA 1037 C
1 CA 1038 C
1 CA 1041 A
1 CA 1044 A
1 CA 1045 C
1 CA 1053 G
1 CA 1054 C
1 CA 1061 G
1 CA 1065 U
1 CA 1066 C
1 CA 1068 G
1 CA 1076 C
1 CA 1077 G
1 CA 1081 G
1 CA 1088 G
1 CA 1094 G
1 CA 1095 U
1 CA 1096 C
1 CA 1101 A
1 CA 1104 G
1 CA 1108 G
1 CA 1112 C
1 CA 1113 C
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1 CA 1117 G
1 CA 1122 U
1 CA 1124 G
1 CA 1125 U
1 CA 1126 U
1 CA 1129 C
1 CA 1130 A
1 CA 1135 U
1 CA 1136 U
1 CA 1137 C
1 CA 1138 G
1 CA 1139 G
1 CA 1140 C
1 CA 1146 A
1 CA 1147 C
1 CA 1152 A
1 CA 1154 G
1 CA 1156 G
1 CA 1157 A
1 CA 1159 U
1 CA 1163 C
1 CA 1168 A
1 CA 1169 A
1 CA 1179 A
1 CA 1180 A
1 CA 1181 G
1 CA 1183 A
1 CA 1184 G
1 CA 1194 U
1 CA 1196 U
1 CA 1197 G
1 CA 1199 U
1 CA 1200 C
1 CA 1202 G
1 CA 1206 G
1 CA 1212 U
1 CA 1213 A
1 CA 1214 C
1 CA 1217 C
1 CA 1224 G
1 CA 1225 A
1 CA 1227 A
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Mol | Chain Res Type
1 CA 1228 C
1 CA 1236 A
1 CA 1238 A
1 CA 1255 G
1 CA 1256 A
1 CA 1257 U
1 CA 1258 G
1 CA 1260 C
1 CA 1262 C
1 CA 1267 C
1 CA 1268 A
1 CA 1270 C
1 CA 1273 G
1 CA 1278 U
1 CA 1279 A
1 CA 1280 A
1 CA 1281 U
1 CA 1282 C
1 CA 1284 C
1 CA 1285 A
1 CA 1286 A
1 CA 1287 A
1 CA 1289 A
1 CA 1290 G
1 CA 1296 C
1 CA 1297 C
1 CA 1300 G
1 CA 1305 G
1 CA 1310 G
1 CA 1317 C
1 CA 1319 A
1 CA 1322 C
1 CA 1338 G
1 CA 1340 A
1 CA 1346 A
1 CA 1347 G
1 CA 1353 G
1 CA 1354 C
1 CA 1355 G
1 CA 1358 U
1 CA 1360 A
1 CA 1363 C
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Mol | Chain Res Type
1 CA 1363(A) A
1 CA 1370 G
1 CA 1372 U
1 CA 1377 A
1 CA 1379 G
1 CA 1381 U
1 CA 1383 C
1 CA 1397 C
1 CA 1398 A
1 CA 1400 C
1 CA 1402 C
1 CA 1406 U
1 CA 1409 C
1 CA 1419 G
1 CA 1425 U
1 CA 1442 G
1 CA 1442(A) G
1 CA 1442(B) A
1 CA 1447 A
1 CA 1452 C
1 CA 1457 G
1 CA 1459 C
1 CA 1487 G
1 CA 1489 G
1 CA 1490 C
1 CA 1492 A
1 CA 1493 A
1 CA 1494 G
1 CA 1497 G
1 CA 1503 A
1 CA 1504 G
1 CA 1506 U
1 CA 1517 G
1 CA 1520 G
1 CA 1529 G
1 CA 1530 G
1 CA 1532 U
22 CV 15 A
22 CV 19 U
22 CV 20 U
22 (Y% 24 A
24 CX 6 G
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Mol | Chain Res Type
24 CX 7 G
24 CcX 9 G
24 CX 16 C
24 CcX 17 C
24 CcX 19 G
24 CcX 20 U
24 CX 21 A
24 CcX 25 C
24 CcX 30 G
24 CX 31 G
24 CcX 34 C
24 CcX 42 G
24 CX 47 U
24 CX 48 C
24 CcX 52 G
24 CcX 56 C
24 CX 58 A
24 CcX 59 A
24 CcX 60 U
24 CcX 61 C
24 CcX 64 G
24 CcX 65 C
24 CX 67 C
24 CcX 68 C
24 CcX 70 G
25 DA 7 G
25 DA 9 U
25 DA 10 G
25 DA 12 U
25 DA 13 A
25 DA 15 G
25 DA 34 C
25 DA 35 G
25 DA 45 C
25 DA 51 G
25 DA 63 U
25 DA 71 A
25 DA 74 A
25 DA 75 G
25 DA 78 A
25 DA 83 G
25 DA 84 A
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Mol | Chain Res Type
25 DA 90 U
25 DA 94(A) G
25 DA 96 G
25 DA 118 A
25 DA 120 U
25 DA 139 G
25 DA 139(A) G
25 DA 141 A
25 DA 154(A) C
25 DA 157 U
25 DA 173 G
25 DA 181 A
25 DA 182 A
25 DA 188 G
25 DA 196 A
25 DA 205 G
25 DA 206 U
25 DA 214 G
25 DA 216 A
25 DA 221 A
25 DA 222 A
25 DA 225 A
25 DA 228 A
25 DA 229 A
25 DA 230 U
25 DA 233 A
25 DA 248 G
25 DA 271(D) G
25 DA 271(I) G
25 DA 271(K) U
25 DA 271(L) U
25 DA 271(M) G
25 DA 271(N) U
25 DA 271(0) C
25 DA 272 G
25 DA 272(A) U
25 DA 272(B) G
25 DA 272(J) C
25 DA 276 A
25 DA 277 C
25 DA 278 A
25 DA 282 A
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Mol | Chain Res Type
25 DA 283 A
25 DA 290 G
25 DA 292 C
25 DA 295 G
25 DA 308 G
25 DA 311 A
25 DA 316 C
25 DA 317 G
25 DA 319 C
25 DA 322 A
25 DA 327 G
25 DA 329 G
25 DA 330 A
25 DA 333 G
25 DA 342 G
25 DA 345 A
25 DA 352 G
25 DA 354 G
25 DA 363 G
25 DA 363(B) G
25 DA 385 C
25 DA 386 G
25 DA 396 G
25 DA 403 U
25 DA 405 U
25 DA 406 G
25 DA 407 G
25 DA 411 G
25 DA 412 A
25 DA 415 A
25 DA 426 C
25 DA 428 A
25 DA 444 C
25 DA 454 A
25 DA 455 C
25 DA 456 C
25 DA 457 A
25 DA 470 A
25 DA 471 A
25 DA 479 A
25 DA 480 A
25 DA 481 G
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Mol | Chain Res Type
25 DA 484 C
25 DA 487 C
25 DA 504 U
25 DA 505 A
25 DA 508 G
25 DA 509 C
25 DA 527 C
25 DA 529 A
25 DA 530 G
25 DA 531 C
25 DA 532 A
25 DA 533 G
25 DA 536 A
25 DA 545 G
25 DA 562 U
25 DA 563 G
25 DA 566 U
25 DA 568 U
25 DA 573 G
25 DA 574 C
25 DA 575 A
25 DA 587 C
25 DA 588 U
25 DA 595 C
25 DA 603 A
25 DA 604 G
25 DA 607 U
25 DA 609 A
25 DA 610 G
25 DA 614(B) G
25 DA 614(C) A
25 DA 615 G
25 DA 616 G
25 DA 627 A
25 DA 637 A
25 DA 644 A
25 DA 645 C
25 DA 646 A
25 DA 647 G
25 DA 651 G
25 DA 652(B) A
25 DA 652(C) G
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Mol | Chain Res Type
25 DA 652(U) G
25 DA 652(V) C
25 DA 669 G
25 DA 686 G
25 DA 701 G
25 DA 708 C
25 DA 715 G
25 DA 717 G
25 DA 726 G
25 DA 730 C
25 DA 751 A
25 DA 753 C
25 DA 758 C
25 DA 759 G
25 DA 765 G
25 DA 771 G
25 DA 775 G
25 DA 776 G
25 DA 781 A
25 DA 782 A
25 DA 784 A
25 DA 785 G
25 DA 792 G
25 DA 801 G
25 DA 805 G
25 DA 812 C
25 DA 819 A
25 DA 827 U
25 DA 830 G
25 DA 843 G
25 DA 845 G
25 DA 847 U
25 DA 857 C
25 DA 859 G
25 DA 866 A
25 DA 869 G
25 DA 879 G
25 DA 880 G
25 DA 882 G
25 DA 884 C
25 DA 886 C
25 DA 887 A
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Mol | Chain Res Type
25 DA 888 C
25 DA 889 C
25 DA 890 A
25 DA 893 C
25 DA 896 A
25 DA 898 C
25 DA 900 A
25 DA 901 A
25 DA 910 A
25 DA 912 C
25 DA 915 C
25 DA 917 A
25 DA 932 G
25 DA 933 A
25 DA 936 C
25 DA 938 G
25 DA 941 A
25 DA 945 A
25 DA 946 G
25 DA 959 A
25 DA 961 C
25 DA 974 G
25 DA 975 C
25 DA 979 G
25 DA 980 A
25 DA 983 A
25 DA 989 G
25 DA 996 A
25 DA 1005 C
25 DA 1012 U
25 DA 1013 C
25 DA 1017 G
25 DA 1020 A
25 DA 1022 G
25 DA 1025 G
25 DA 1026 U
25 DA 1027 A
25 DA 1033 U
25 DA 1034 G
25 DA 1038 C
25 DA 1039 G
25 DA 1043 C
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Mol | Chain Res Type
25 DA 1114 G
25 DA 1117 G
25 DA 1121 C
25 DA 1122 G
25 DA 1126 A
25 DA 1128 A
25 DA 1130 U
25 DA 1135 C
25 DA 1136 G
25 DA 1139 G
25 DA 1142(A) A
25 DA 1166 C
25 DA 1170 G
25 DA 1171 G
25 DA 1180 C
25 DA 1194 A
25 DA 1195 G
25 DA 1206 G
25 DA 1210 A
25 DA 1211 U
25 DA 1219 G
25 DA 1220 A
25 DA 1227 G
25 DA 1229 G
25 DA 1242 A
25 DA 1244 G
25 DA 1253 A
25 DA 1255 U
25 DA 1256 G
25 DA 1271 G
25 DA 1272 A
25 DA 1273 U
25 DA 1275 A
25 DA 1276 A
25 DA 1298 C
25 DA 1300 U
25 DA 1301 A
25 DA 1305 C
25 DA 1306 C
25 DA 1309 G
25 DA 1314 C
25 DA 1318 C
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Mol | Chain Res Type
25 DA 1321 A
25 DA 1341 U
25 DA 1342 A
25 DA 1352 U
25 DA 1359 A
25 DA 1360 A
25 DA 1365 A
25 DA 1368 G
25 DA 1370 C
25 DA 1373 A
25 DA 1380 G
25 DA 1384 A
25 DA 1385 G
25 DA 1386 C
25 DA 1391 U
25 DA 1395 A
25 DA 1412 A
25 DA 1416 G
25 DA 1417 C
25 DA 1420 U
25 DA 1421 G
25 DA 1427 A
25 DA 1428 C
25 DA 1437 C
25 DA 1445 A
25 DA 1446 C
25 DA 1449 A
25 DA 1450 G
25 DA 1459 G
25 DA 1467 C
25 DA 1471 A
25 DA 1472 A
25 DA 1473 G
25 DA 1482 G
25 DA 1490 A
25 DA 1493 C
25 DA 1497 U
25 DA 1508 A
25 DA 1509 C
25 DA 1509(A) A
25 DA 1509(B) A
25 DA 1531 C
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Mol | Chain Res Type
25 DA 1533 G
25 DA 1537 G
25 DA 1539 G
25 DA 1543 C
25 DA 1544 A
25 DA 1547 C
25 DA 1554 A
25 DA 1558 A
25 DA 1559 G
25 DA 1566 A
25 DA 1569 A
25 DA 1578 U
25 DA 1580 A
25 DA 1582 C
25 DA 1583 A
25 DA 1584 C
25 DA 1586 A
25 DA 1598 C
25 DA 1607 C
25 DA 1608 A
25 DA 1609 A
25 DA 1610 A
25 DA 1612 C
25 DA 1616 A
25 DA 1618 A
25 DA 1640 C
25 DA 1648 C
25 DA 1654 A
25 DA 1661 G
25 DA 1664 A
25 DA 1674 G
25 DA 1675 C
25 DA 1682 G
25 DA 1695 G
25 DA 1700 A
25 DA 1703 G
25 DA 1721 G
25 DA 1722 A
25 DA 1740 G
25 DA 1743 C
25 DA 1746 G
25 DA 1756 G
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Mol | Chain Res Type
25 DA 1758 G
25 DA 1762 A
25 DA 1763 G
25 DA 1764 G
25 DA 1773 A
25 DA 1780 A
25 DA 1782 C
25 DA 1791 A
25 DA 1800 C
25 DA 1801 G
25 DA 1806 C
25 DA 1812 A
25 DA 1816 G
25 DA 1823 G
25 DA 1833 U
25 DA 1835 G
25 DA 1847 A
25 DA 1848 A
25 DA 1866 C
25 DA 1877 A
25 DA 1878 G
25 DA 1881 C
25 DA 1889 A
25 DA 1900 A
25 DA 1906 G
25 DA 1913 A
25 DA 1914 C
25 DA 1926 U
25 DA 1927 A
25 DA 1929 G
25 DA 1930 G
25 DA 1936 A
25 DA 1937 A
25 DA 1938 A
25 DA 1955 U
25 DA 1963 U
25 DA 1965 C
25 DA 1967 C
25 DA 1970 A
25 DA 1971 A
25 DA 1972 A
25 DA 1981 A
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Mol | Chain Res Type
25 DA 1984 G
25 DA 1993 U
25 DA 1997 G
25 DA 2020 A
25 DA 2023 G
25 DA 2031 A
25 DA 2032 G
25 DA 2033 A
25 DA 2036 C
25 DA 2043 C
25 DA 2049 G
25 DA 2055 C
25 DA 2056 G
25 DA 2060 A
25 DA 2061 G
25 DA 2062 A
25 DA 2063 C
25 DA 2067 G
25 DA 2069 G
25 DA 2092 U
25 DA 2093 G
25 DA 2096 U
25 DA 2102 U
25 DA 2104 G
25 DA 2106 G
25 DA 2108 C
25 DA 2109 U
25 DA 2111 C
25 DA 2112 G
25 DA 2113 U
25 DA 2116 G
25 DA 2119 A
25 DA 2121 G
25 DA 2122 U
25 DA 2126 A
25 DA 2127 G
25 DA 2128 C
25 DA 2130 U
25 DA 2131 G
25 DA 2132 U
25 DA 2133 G
25 DA 2134 A
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Mol | Chain Res Type
25 DA 2135 A
25 DA 2136 C
25 DA 2137 C
25 DA 2138 C
25 DA 2139 C
25 DA 2140 C
25 DA 2142 C
25 DA 2143 C
25 DA 2144 U
25 DA 2146 C
25 DA 2148 G
25 DA 2149 G
25 DA 2150 U
25 DA 2152 G
25 DA 2153 G
25 DA 2154 G
25 DA 2155 G
25 DA 2156 G
25 DA 2157 G
25 DA 2158 A
25 DA 2162 G
25 DA 2163 C
25 DA 2164 C
25 DA 2165 G
25 DA 2166 G
25 DA 2167 U
25 DA 2168 G
25 DA 2169 A
25 DA 2170 A
25 DA 2172 U
25 DA 2173 A
25 DA 2177 C
25 DA 2178 C
25 DA 2181 G
25 DA 2185 C
25 DA 2187 G
25 DA 2188 C
25 DA 2189 U
25 DA 2192 G
25 DA 2193 G
25 DA 2196 C
25 DA 2198 A
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Mol | Chain Res Type
25 DA 2199 A
25 DA 2205 C
25 DA 2206 G
25 DA 2207 G
25 DA 2208 A
25 DA 2218 U
25 DA 2225 A
25 DA 2235 G
25 DA 2238 G
25 DA 2239 G
25 DA 2254 C
25 DA 2273 A
25 DA 2275 C
25 DA 2278 A
25 DA 2280 G
25 DA 2283 C
25 DA 2287 A
25 DA 2288 A
25 DA 2294 C
25 DA 2299 G
25 DA 2302 G
25 DA 2303 G
25 DA 2305 A
25 DA 2308 G
25 DA 2318 G
25 DA 2320 A
25 DA 2325 G
25 DA 2334 G
25 DA 2336 A
25 DA 2343 C
25 DA 2345 G
25 DA 2347 C
25 DA 2350 C
25 DA 2354 G
25 DA 2357 U
25 DA 2358 G
25 DA 2366 A
25 DA 2367 G
25 DA 2376 A
25 DA 2383 G
25 DA 2385 C
25 DA 2396 G
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Mol | Chain Res Type
25 DA 2401 U
25 DA 2402 C
25 DA 2403 C
25 DA 2406 U
25 DA 2410 G
25 DA 2422 A
25 DA 2423 U
25 DA 2425 A
25 DA 2427 C
25 DA 2428 G
25 DA 2429 G
25 DA 2430 A
25 DA 2431 U
25 DA 2435 A
25 DA 2439 A
25 DA 2440 C
25 DA 2441 C
25 DA 2448 A
25 DA 2459 A
25 DA 2469 A
25 DA 2474 C
25 DA 2476 A
25 DA 2478 A
25 DA 2479 G
25 DA 2480 C
25 DA 2487 G
25 DA 2492 U
25 DA 2494 G
25 DA 2502 G
25 DA 2505 G
25 DA 2506 U
25 DA 2507 C
25 DA 2518 A
25 DA 2525 G
25 DA 2554 U
25 DA 2564 A
25 DA 2566 A
25 DA 2567 G
25 DA 2573 C
25 DA 2578 G
25 DA 2582 G
25 DA 2586 C
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Mol | Chain Res Type
25 DA 2602 A
25 DA 2609 U
25 DA 2611 U
25 DA 2612 C
25 DA 2630 G
25 DA 2634 G
25 DA 2646 C
25 DA 2652 C
25 DA 2654 A
25 DA 2658 C
25 DA 2661 G
25 DA 2663 G
25 DA 2668 G
25 DA 2669 G
25 DA 2674 G
25 DA 2689 U
25 DA 2690 C
25 DA 2691 C
25 DA 2702 U
25 DA 2703 C
25 DA | 2712(A) A
25 DA 2713 A
25 DA 2714 G
25 DA 2720 U
25 DA 2721 A
25 DA 2726 U
25 DA 2733 A
25 DA 2746 U
25 DA 2751 G
25 DA 2752 C
25 DA 2757 A
25 DA 2758 A
25 DA 2760 C
25 DA 2761 G
25 DA 2764 A
25 DA 2765 A
25 DA 2766 G
25 DA 2778 A
25 DA 2780 G
25 DA 2789 C
25 DA 2794 C
25 DA 2802 G
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Mol | Chain Res Type
25 DA 2803 C
25 DA 2820 A
25 DA 2821 A
25 DA 2833 G
25 DA 2835 A
25 DA 2849 U
25 DA 2859 G
25 DA 2866 U
25 DA 2872 G
25 DA 2873 A
25 DA 2879 C
25 DA 2880 C
25 DA 2886 G
25 DA 2892 A
25 DA 2893 G
25 DA 2894 G
25 DA 2895 U
25 DA 2897 U
26 DB 2 C
26 DB 3 C
26 DB 4 C
26 DB 6 C
26 DB 7 G
26 DB 8 U
26 DB 13 A
26 DB 21 G
26 DB 24 G
26 DB 30 C
26 DB 31 C
26 DB 33 G
26 DB 35 U
26 DB 39 A
26 DB 41 U
26 DB 42 C
26 DB 45 A
26 DB 55 U
26 DB 56 G
26 DB 58 A
26 DB 59 A
26 DB 63 G
26 DB 64 C
26 DB 65 C
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Mol | Chain Res Type
26 DB 72 G
26 DB 73 A
26 DB 74 U
26 DB 75 G
26 DB 85 G
26 DB 86 G
26 DB 93 G
26 DB 101 G
26 DB 106 G
26 DB 108 U
26 DB 109 C
26 DB 110 G

All (104) RNA pucker outliers are listed below:

Mol | Chain | Res | Type
1 AA 115 G
1 AA 266 G
1 AA 347 G
1 AA 429 U
1 AA 509 A
1 AA 532 A
1 AA 560 U
1 AA 687 A
1 AA 839 U
1 AA 913 A
1 AA 991 U
1 AA 1064 G
1 AA 1065 U
1 AA 1067 A
1 AA 1165 C
1 AA 1190 G
1 AA 1201 A
1 AA 1256 A
1 AA 1285 A
1 AA 1299 A
1 AA 1442 G
1 AA 1492 A

24 AX 16 C
25 BA 71 A
25 BA 195 A
25 BA 278 A
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Mol | Chain | Res | Type
25 BA 746 A
25 BA 764 A
25 BA 827 U
25 BA 1046 A
25 BA 1047 G
25 BA 1174 A
25 BA 1175 U
25 BA 1176 G
25 BA 1210 A
25 BA 1300 U
25 BA 1420 U
25 BA 1530 C
25 BA 1992 G
25 BA 2126 A
25 BA 2181 G
25 BA 2183 C
25 BA 2198 A
25 BA 2238 G
25 BA 2406 U
25 BA 2689 U
25 BA 2893 G
26 BB 1 U
26 BB 52 A
26 BB 56 G
1 CA 5 U
1 CA 60 A
1 CA 65 U
1 CA 115 G
1 CA 266 G
1 CA 429 U
1 CA 509 A
1 CA 532 A
1 CA 560 U
1 CA 748 C
1 CA 913 A
1 CA 991 U
1 CA 992 U
1 CA 1064 G
1 CA 1065 U
1 CA 1067 A
1 CA 1128 C
1 CA 1183 A
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Mol | Chain | Res | Type

1 CA 1201
1 CA 1212
1 CA 1256
1 CA 1279
1 CA 1442
1 CA 1492
24 CcX 16

25 DA 34

25 | DA 195
25 | DA | 271(K)
25 | DA | 271(M)
25 | DA 277
25 | DA 587
25 | DA 752
25 | DA 800
25 | DA 856
25 | DA 960
25 | DA | 1210
25 | DA | 1275
25 | DA | 1379
25 | DA | 1420
25 | DA | 1543
25 | DA | 1558
25 | DA | 1653
25 | DA | 1913
25 | DA | 1992
25 | DA | 2110
25 | DA | 2133
25 | DA | 2169
25 | DA | 2172
25 | DA | 2282
25 | DA | 2406
25 | DA | 2422
25 | DA | 2430
25 | DA | 20689
25 | DA | 2756

C|C| | | C| QS| | Q| Q| @ 2| Q| &= Q) S| 2| = | | Q| | | QO Q| S| 2= Q| O | Q| 2= | | S| =

5.4 Non-standard residues in protein, DNA, RNA chains (i)

12 non-standard protein/DNA/RNA residues are modelled in this entry.

In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
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the number of bonds (or angles) that are defined in the Chemical Component Dictionary. The
Link column lists molecule types, if any, to which the group is linked. 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| > 2 is considered an outlier worth inspection.
RMSZ is the root-mean-square of all Z scores of the bond lengths (or angles).

Mol | Type | Chain | Res | Link CountsB Onfgl\/llglzlgt::Z | > 2 CountsBofr{llil/[SaZn gleﬁsﬂZ | > 2
24 | 5MC | AX | 32 | 24 [192223] 1.68 | 3 (16%) | 26,32,35| 131 | 3 (11%)
24 | 5MU | AX | 54 | 56,24 | 19,2223 | 1.37 | 5 (26%) | 27,32,35 | 2.08 | 6 (22%)
24 | 5MC | COX | 32 [ 24 [192223] 1.60 | 3 (16%) |26:3235| 1.12 | 2 (7%)
24 | PSU | OX | 55 | 24 |1821.22] 1.36 | 2(11%) |21,30,33 | 1.98 | 4 (19%)
24 PSU AX 55 24 | 18,21,22 | 1.38 3 (16%) | 21,30,33 | 2.06 3 (14%)
24 | 31H | AX | 76 | 56,24 | 31,3435 | 1.24 | 3 (9%) | 354750 | 2.24 | 13 (37%)
24 | 31H | OX | 76 | 24 |31,34,35| 1.29 | 3(9%) | 354750 | 2.31 | 12 (34%)
23 | PPU | AW | 76 | 2523 | 37,4041 | 1.35 | 5 (13%) | 47,57,60 | 2.24 | 15 (31%)
24 | 5MU | OX | 54 | 24 [192223] 1.28 | 5(26%) | 27,3235 | 217 | 6 (22%)
24 | 4SU | OX | 8 | 24 [1821.22] 212 | 6(33%) | 253033 | 156 | 5 (20%)
23 | PPU | CW | 76 | 23 |37.4041 | 1.30 | 5 (13%) | 47,57,60 | 2.15 | 14 (29%)
24 | 4SU | AX | 8 | 24 [1821.22] 227 | 5(27%) | 253033 ] 1.65 | 5 (20%)

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the
Chemical Component Dictionary. Similar counts are reported in the Torsion and Rings columns.
’-” means no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals Torsions Rings
24 | 5MC AX 32 24 - 0/7/25/26 | 0/2/2/2
24 | bMU AX 54 | 56,24 - 0/7/25/26 | 0/2/2/2
24 | 5MC CX 32 24 - 0/7/25/26 | 0/2/2/2
24 PSU CcX 55 24 - 1/7/25/26 | 0/2/2/2
24 PSU AX 55 24 - 1/7/25/26 | 0/2/2/2
24 31H AX 76 | 56,24 - 5/22/40/41 | 0/3/3/3
24 31H CX 76 24 - 10/22/40/41 | 0/3/3/3
23 | PPU AW 76 | 25,23 - 5/25/43/44 | 0/4/4/4
24 | bMU CX 54 24 - 0/7/25/26 | 0/2/2/2
24 4SU CX 8 24 - 0/7/25/26 | 0/2/2/2
23 | PPU CW 76 23 - 5/25/43/44 | 0/4/4/4
24 4SU AX 8 24 - 0/7/25/26 | 0/2/2/2

All (48) bond length outliers are listed below:
¢PDB
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Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
24 AX 32 5MC | C5-C4 | 6.11 1.48 1.44
24 CX 32 5MC | C5-C4 | 5.76 1.48 1.44
24 AX 8 4SU | C4-N3 | -5.30 1.32 1.37
23 CW 76 | PPU | C5-C4 | 5.03 1.48 1.39
23 AW 76 | PPU | C5-C4 | 4.98 1.48 1.39
24 AX 8 45U | C4-S4 | -4.85 1.60 1.68
24 CcX 8 4SU C4-N3 | -4.65 1.32 1.37
24 CX 8 4SU C4-S4 | -4.64 1.60 1.68
24 CcX 76 31H C5h-N7 | -4.18 1.31 1.39
24 AX 8 4SU | C2-N3 | -4.10 1.30 1.38
24 AX 76 31H Ch-C4 | -3.69 1.32 1.39
24 AX 76 31H C5-NT7 | -3.67 1.32 1.39
24 CcX 5Y) PSU | C6-Cb | 3.59 1.39 1.35
24 CX 8 4SU C5-C4 | -3.49 1.38 1.42
24 AX 5} PSU | C6-C5 | 3.37 1.39 1.35
24 AX 8 4SU Ch-C4 | -3.27 1.38 1.42
23 AW 76 PPU | C5-C6 | 3.14 1.49 1.41
24 CcX 8 4SU | 02-C2 | 2.95 1.28 1.23
24 CcX 76 31H C5-C6 | -2.90 1.32 1.41
24 AX 54 | 5MU | C4-N3 | -2.85 1.33 1.38
23 CW 76 PPU | C5-C6 | 2.83 1.48 1.41
24 AX 32 | BMC | C6-C5 | 2.78 1.39 1.34
24 AX 54 | 5MU | C6-C5 | 2.77 1.39 1.34
24 CX 32 | BMC | C6-C5 | 2.75 1.39 1.34
24 CX 54 | 5MU | C6-C5 | 2.56 1.38 1.34
24 CcX 54 | BMU | C4-N3 | -2.49 1.34 1.38
23 CW 76 PPU | C5-N7 | -2.48 1.34 1.39
24 AX 32 5MC | C6-N1 | -2.45 1.33 1.38
24 AX 76 31H C5-C6 | -2.42 1.34 1.41
24 AX 95 PSU | C4-N3 | -2.41 1.34 1.38
24 CcX 8 4SU C2-N1 | 2.39 1.42 1.38
23 AW 76 | PPU | C5-N7 | -2.32 1.34 1.39
24 CcX 5} PSU | C4-N3 | -2.32 1.34 1.38
24 CcX 8 4SU C2-N3 | -2.23 1.34 1.38
24 AX 54 | 5BMU | C4-C5 | 2.23 1.48 1.44
24 CcX 76 31H Ch-C4 | -2.20 1.35 1.39
23 CW 76 PPU | C8-N7 | 2.16 1.35 1.31
24 AX 54 | BMU | C6-N1 | -2.15 1.34 1.38
23 AW 76 | PPU | C8-N7 | 2.12 1.35 1.31
23 CW 76 PPU | C6-N6 | 2.10 1.42 1.36
24 CcX 54 | bMU | C6-N1 | -2.10 1.34 1.38
24 CX 32 5MC | C6-N1 | -2.09 1.34 1.38
24 AX 8 4SU 02-C2 | 2.09 1.26 1.23
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Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
24 AX 54 | 5MU | C2-N3 | -2.07 1.34 1.38
24 CcX 54 | 5MU | C4-C5 | 2.07 1.48 1.44
24 CcX 54 | 5MU | C2-N3 | -2.03 1.34 1.38
24 AX 5} PSU | O4-C17 | -2.02 1.41 1.43
23 AW 76 | PPU | C6-N6 | 2.01 1.42 1.36

All (88) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
24 AX 5h) PSU N1-C2-N3 | 6.30 121.81 115.17
24 CcX 95 PSU N1-C2-N3 | 6.22 121.73 115.17
23 AW 76 | PPU CH-C4-N3 | -6.18 118.21 126.72
23 CW 76 | PPU | C5-C4-N3 | -5.95 118.52 126.72
24 AX 76 31H N1-C2-N3 | -5.94 119.59 128.58
24 CcX 76 31H | O4’-C1’-N9 | 5.81 119.26 108.09
24 CcX 76 31H N1-C2-N3 | -5.63 120.06 128.58
24 AX 54 | BbMU | N3-C2-N1 | 5.55 122.12 114.89
24 CX 76 31H CH-C4-N3 | -5.26 119.47 126.72
23 AW 76 | PPU | C3-N3-C | -5.25 115.22 123.20
24 CcX 54 | 5MU | C4-N3-C2 | -5.13 120.61 127.34
24 CcX 54 | 5MU | N3-C2-N1 | 5.08 121.51 114.89
24 AX 54 | 5MU | C4-N3-C2 | -5.03 120.75 127.34
24 AX 76 31H | O4-C1’-N9 | -5.02 98.44 108.09
24 AX 76 31H CH-C4-N3 | -4.99 119.84 126.72
24 CcX 54 | 5MU | 04-C4-C5 | -4.72 119.52 124.92
23 AW 76 | PPU | N3-C4-N9 | 4.67 135.12 127.17
24 AX 32 | BMC | C5-C6-N1 | -4.52 118.41 123.31
23 CW 76 | PPU | N3-C4-N9 | 4.45 134.73 127.17
23 CW 76 | PPU C2-N1-C6 | 4.44 122.68 111.83
23 CW 76 | PPU | C3-N3-C |-4.28 116.69 123.20
23 AW 76 | PPU C2-N1-C6 | 4.28 122.28 111.83
23 CW 76 | PPU | C10-N6-C6 | -4.26 109.69 120.52
24 CX 54 | 5MU | C5-C4-N3 | 4.25 119.02 115.32
24 AX 8 4SU C5-C4-N3 | 4.06 118.53 114.75
23 AW 76 | PPU | C4-C5-N7 | -4.06 105.94 110.58
24 CcX 5) PSU C4-N3-C2 | -3.99 120.87 126.37
24 AX 5} PSU C4-N3-C2 | -3.95 120.93 126.37
24 AX ) PSU 02-C2-N1 | -3.91 118.75 122.79
24 CcX 8 4SU C6-Ch-C4 | -3.86 116.61 119.95
24 CcX 54 | 5MU | 02-C2-N1 | -3.86 117.77 122.80
24 AX 54 | 5MU | C5-C4-N3 | 3.83 118.65 115.32
23 AW 76 | PPU | C10-N6-C6 | -3.76 110.95 120.52
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
23 AW 76 PPU C2-N3-C4 | 3.76 121.01 111.83
23 CW 76 | PPU | C4-C5-N7 | -3.70 106.36 110.58
24 CX 76 31H N9-C8-N7 | -3.69 108.70 113.94
24 AX 54 | BMU | 04-C4-C5 | -3.64 120.75 124.92
24 CcX 8 4SU | C1-N1-C2 | 3.64 124.14 117.59
24 CcX 76 31H C2-N3-C4 | 3.59 120.60 111.83
23 CW 76 | PPU | C2-N3-C4 | 3.59 120.59 111.83
24 AX 8 4SU C6-Ch-C4 | -3.58 116.85 119.95
24 AX 8 4SU 02-C2-N1 | 3.57 127.44 122.80
24 CX 32 5MC Ch-C6-N1 | -3.48 119.53 123.31
24 CcX 54 | BMU | Cb5-C6-N1 | -3.42 119.60 123.31
23 AW 76 | PPU | N1-C6-N6 | 3.40 121.00 116.86
24 CcX 76 31H CHh-N7-C8 | 3.38 108.76 103.45
23 CW 76 | PPU | N1-C6-N6 | 3.37 120.96 116.86
24 CcX 25 PSU 02-C2-N1 | -3.33 119.36 122.79
24 AX 76 31H C2-N3-C4 | 3.32 119.94 111.83
24 AX 54 | 5MU | C5-C6-N1 | -3.27 119.76 123.31
24 AX 76 31H N9-C8-N7 | -3.25 109.32 113.94
23 AW 76 PPU C9-N6-C6 | -3.16 112.48 120.52
23 CW 76 PPU N3-C2-N1 | -3.15 123.81 128.58
24 CcX 8 4SU C5-C4-N3 | 3.14 117.67 114.75
23 AW 76 PPU N3-C2-N1 | -3.12 123.86 128.58
24 CX 76 31H N3-C4-N9 | 3.03 132.32 127.17
24 AX 76 31H | 02-C2-C3’ | 3.01 118.54 111.16
24 AX 8 4SU S54-C4-N3 | -3.01 117.05 120.20
24 AX 76 31H C5-C4-N9 | 2.99 109.07 105.81
24 AX 54 | bMU | 0O2-C2-N1 | -2.96 118.94 122.80
23 AW 76 | PPU | C5-N7-C8 | 2.79 107.83 103.45
24 AX 76 31H | C4-04’-C1" | -2.77 103.35 109.47
23 CW 76 PPU CA-C-N3’ | 2.75 119.94 116.21
24 AX 76 31H C6-Ch-C4 | 2.71 120.87 117.18
24 AX 76 | 31H | C5-N7-C8 | 2.64 107.60 103.45
23 CW 76 PPU C9-N6-C6 | -2.64 113.81 120.52
24 CX 32 5MC Ch-C4-N3 | -2.59 119.10 121.75
24 CX 76 31H C4-C5-N7 | -2.46 107.76 110.58
23 CW 76 | PPU | C5-N7-C8 | 2.44 107.29 103.45
24 CcX 8 4SU 02-C2-N1 | 2.43 125.96 122.80
24 CcX 76 31H | 02-C2-C3’ | 2.41 117.08 111.16
24 AX 32 5MC C5-C4-N3 | -2.40 119.30 121.75
23 CW 76 | PPU | C10-N6-C9 | -2.39 108.49 116.18
24 CX 8 4SU C6-N1-C2 | -2.39 118.09 121.00
24 AX 32 5MC 02-C2-N3 | -2.38 118.58 122.33
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
24 AX 8 4SU 02-C2-N3 | -2.38 117.10 121.49
23 AW 76 PPU | C10-N6-C9 | -2.37 108.58 116.18
24 CX 55 PSU C5-C6-N1 | -2.31 118.94 122.14
24 CcX 76 31H | C4-04’-C1’ | -2.30 104.38 109.47
24 AX 76 31H N3-C4-N9 | 2.30 131.08 127.17
24 CX 76 31H CA-N-CN | -2.30 119.29 122.82
23 AW 76 PPU CA-C-NJ’ 2.26 119.27 116.21
23 CwW 76 PPU C4-C5-C6 2.21 118.20 115.91
24 CX 76 31H C5-C4-N9 2.20 108.20 105.81
24 AX 76 31H | OCN-CN-N | -2.18 119.68 125.32
23 AW 76 PPU | CM-OC-CZ | 2.11 122.02 117.50
24 AX 76 31H | O4’-C1-C2’ | -2.06 102.20 106.62
23 AW 76 PPU C4-N9-C8 | 2.02 107.86 105.74

There are no chirality outliers.
All (27) torsion outliers are listed below:

Mol | Chain | Res | Type Atoms

23 AW 76 | PPU | O4’-C4’-C5-05’
24 AX 76 | 31H | OCN-CN-N-CA
24 CX 76 31H C-CA-CB-CG
24 CcX 76 31H | OCN-CN-N-CA
24 CcX 76 | 31H | CA-CB-CG-SD
23 AW 76 PPU | C3’-C4’-C5’-05’
24 AX 76 31H | C3’-C4’-C5’-05’
23 CW 76 | PPU | C3-C4’-C5-05’
24 CcX 76 31H | C3’-C4’-C5’-05’
24 AX 76 31H | 04’-C4’-C5’-0%’
23 CW 76 | PPU | O4’-C4’-C5-05’
24 CcX 76 31H | 0O4’-C4-C5’-05’
23 AW 76 | PPU | N-CA-CB-CG
24 CX 76 | 31H | CB-CG-SD-CE
24 CX 76 31H C4’-C5-05’-P
23 CW 76 | PPU | C-CA-CB-CG
24 CcX 76 31H N3’-C-CA-N
24 CcX 76 31H 0O-C-CA-N
23 AW 76 PPU C5-C6-N6-C9
23 CW 76 | PPU | N-CA-CB-CG
24 AX 76 31H C4’-C5-05’-P
23 CwW 76 PPU C5-C6-N6-C9
24 AX 55 PSU | O4-C4’-C5-05’

23 AW 76 | PPU | C-CA-CB-CG

Continued on next page...
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Mol | Chain | Res | Type Atoms
24 AX 76 31H 0O-C-CA-N
24 CX 76 31H O-C-CA-CB
24 CX 55 | PSU | 0O4-C4-C5-05’

There are no ring outliers.

7 monomers are involved in 19 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
24 CX 55 | PSU 1 0
24 AX 55 | PSU 1 0
24 AX 76 31H 3 0
24 CX 76 31H 4 0
23 AW 76 | PPU 5 0
24 CX 8 4SU 1 0
23 CW 76 | PPU 7 0

5.5 Carbohydrates (i)

There are no oligosaccharides in this entry.

5.6 Ligand geometry (i)

Of 1780 ligands modelled in this entry, 1778 are monoatomic - leaving 2 for Mogul analysis.

In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
the number of bonds (or angles) that are defined in the Chemical Component Dictionary. The
Link column lists molecule types, if any, to which the group is linked. 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| > 2 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 | Type | Chain | Res | Link | " "R\iS7 [ #(2] > 2 | Counts | RMSZ, | #]7] > 2
57 | SFA | CD [501 | 4 [o01212] - - .
57 | SF4 | AD [ 501 | 4 [01212] - - -

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the
Chemical Component Dictionary. Similar counts are reported in the Torsion and Rings columns.

- means no outliers of that kind were identified.
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Mol | Type | Chain | Res | Link | Chirals

Torsions

Rings

57 SF4 CD 501 4

0/6/5/5

o7 Sk4 AD 201 4

0/6/5/5

There are no bond length outliers.
There are no bond angle outliers.
There are no chirality outliers.
There are no torsion outliers.

There are no ring outliers.

No monomer is involved in short contacts.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.
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6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

In the following table, the column labelled ‘#RSRZ> 2’ contains the number (and percentage)
of RSRZ outliers, followed by percent RSRZ outliers for the chain as percentile scores relative to
all X-ray entries and entries of similar resolution. The OWAB column contains the minimum,
median, 95" percentile and maximum values of the occupancy-weighted average B-factor per
residue. The column labelled ‘Q< 0.9” lists the number of (and percentage) of residues with an
average occupancy less than 0.9.

Mol [ Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) [Q<0.9
1 AA 1498 /1521 (98%) 0.51 48 (3%) 50 41 39, 74, 94, 105 0
1 CA 1503 /1521 (98%) 0.61 86 (5%) 29 123 | 41,75, 94, 105 0
2 AB 231/256 (90%) 1.05 27 (11%) |9 | 8 65, 82, 90, 96 0
2 CB 231/256 (90%) 1.45 50 (21%) 67, 83, 92, 96 0
3 AC 206/239 (86%) 0.94 18 (8%) 116 13 67, 78, 86, 94 0
3 cC 206,/239 (86%) 1.31 31 (15%) | 5 69, 80, 87, 92 0
4 AD 208,/209 (99%) 1.02 24 (11%) E'E 57, 72, 82, 86 0
4 CD 208,/209 (99%) 1.14 24 (11%) 191 |8 57,73, 82, 87 0
5 AE 148/162 (91%) 0.80 12 (8%) |18 [ 15 55, 71, 81, 86 0
5 CE 148/162 (91%) 1.01 13 (8%) 115/ 113 58, 73, 82, 89 0
6 AF 100/101 (99%) 0.74 6 (6%) 27 21 55, 71, 80, 82 0
6 CF 100/101 (99%) 0.57 2 (2%) 65 56 58, 73, 80, 82 0
7 AG 155/156 (99%) 0.81 15 (9%) [ 13} | 11 67, 76, 85, 94 0
7 CG 155/156 (99%) 1.08 21 (13%) 68, 78, 86, 96 0
8 AH 137/138 (99%) 0.56 3(2%) 62 53 62, 72, 78, 86 0
8 CH 137/138 (99%) 0.94 9 (6%) 24 19 62, 73, 80, 88 0
9 Al 127/128 (99%) 1.39 64, 82, 87, 90 0
9 CI 127/128 (99%) 2.16 67, 83, 89, 91 0
10 AJ 97/105 (92%) 1.21 63, 80, 89, 95 0
10 CJ 96,105 (91%) 2.01 70, 86, 93, 100 0
11 | AK 114/129 (88%) 0.87 54, 72, 81, 83 0
11 CK 114/129 (88%) 0.67 56, 72, 80, 83 0
12 AL 122/132 (92%) 0.74 55, 65, 75, 78 0
12 CL 122/132 (92%) 0.83 57, 67, 75, 80 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
13 AM 123/126 (97%) 1.37 23 (18%) 64, 78, 86, 91 0
13 CM 122/126 (96%) 1.70 35 (28%) 68, 80, 88, 93 0
14 AN 60/61 (98%) 1.32 11 (18%) 65, 76, 83, 86 0
14 CN 60/61 (98%) 2.07 28 (46%) 69, 79, 84, 88 0
15 AO 88/89 (98%) 0.90 7 (7%) 26, 69, 80, 90 0
15 CO 88/89 (98%) 0.71 6 (6%) 23 |18 56, 70, 80, 90 0
16 AP 82/88 (93%) 1.49 16 (19%) I o8, 73, 83, 85 0
16 CPp 82/88 (93%) 1.30 16 (19%) 58, 72, 82, 85 0
17 AQ 99/105 (94%) 1.11 7T(T%) 22017 60, 70, 81, 85 0
17 CQ 99/105 (94%) 0.75 2 (2%) 65 56 o7, 70, 80, 84 0
18 AR 68/88 (77%) 0.59 ( 60, 70, 81, 85 0
18 CR 68/88 (77%) 0.59 0 61, 72, 82, 86 0
19 AS 83/93 (89%) 1.22 0 67, 81, 88, 96 0
19 CS 83/93 (89%) 1.52 71, 83, 91, 97 0
20 AT 96,/106 (90%) 1.10 58, 72, 82, 89 0
20 CT 96/106 (90%) 0.95 59, 72, 82, 88 0
21 AU 23/27 (85%) 1.46 65, 75, 80, 86 0
21 CU 23/27 (85%) 1.78 66, 76, 83, 87 0
22 AV 13/24 (54%) 1.97 60, 92, 100, 100 0
22 CV 12/24 (50%) 1.91 63, 93, 99, 99 0
23 AW 1/2 (50%) -0.24 42,42, 42, 42 0
23 CW 1/2 (50%) 0.94 59, 59, 59, 59 0
24 AX 71/77 (92%) 0.42 37,72, 84, 92 0
24 CX 71/77 (92%) 0.24 39, 73, 86, 92 0
25 BA 2819/2915 (96%) -0.18 77 (2%) 56 47 23, 46, 89, 107 0
25 DA 2800/2915 (96%) -0.14 50 (1%) 67 59 26, 50, 90, 107 0
26 BB 120/121 (99%) 0.10 04100 I 100 40, 65, 76, 91 0
26 DB 120/121 (99%) 0.67 5(4%) 40 32 44, 70, 81, 93 0
27 BD 275/276 (99%) 0.33 5 (1%) 67 59 24, 45, 61, 77 0
27 DD 275/276 (99%) 0.18 1 (0%) I 27,47, 63, 78 0
28 BE 204/206 (99%) -0.07 1 (0%) [ 87} 183 18, 44, 66, 80 0
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
28 DE 204/206 (99%) 0.12 32, 57, 72, 86 0
29 BF 203/210 (96%) 0.30 26, 55, 74, 84 0
29 DF 203/210 (96%) 0.28 26, 58, 75, 85 0
30 BG 181/182 (99%) 1.02 56, 70, 82, 91 0
30 DG 181/182 (99%) 1.37 61, 73, 85, 91 0
31 BH 174/180 (96%) 0.47 5(2%) 53 45 51, 66, 76, 82 0
31 DH 174/180 (96%) 0.82 7 (4%) 42 34 55, 69, 80, 85 0
32 BI 146,/148 (98%) 0.75 3 (2%) 63 54 46, 74, 85, 87 0
32 DI 146,/148 (98%) 1.25 25 (17%) §4 113 50, 75, 84, 87 0
33 BN 140/140 (100%) 0.26 4 (2%) 53 45 33, 53, 72, 80 0
33 DN 140/140 (100%) 0.26 0 f100]f 100 36, 56, 72, 81 0
34 BO 122/122 (100%) -0.19 1(0%) | 82) 77 25, 43, 60, 76 0
34 DO 122/122 (100%) 0.30 1(0%) | 82) 77 42, 59, 73, 77 0
35 BP 149/150 (99%) 0.37 1(0%) [84) 79 27, 57, 73, 87 0
35 DP 149/150 (99%) 0.33 1(0%) [ 84) 79 29, 59, 76, 86 0
36 BQ 141/141 (100%) 0.36 2 (1%) 73 65 35, 53, 64, 71 0
36 DQ 141/141 (100%) 0.52 3(2%) 63 54 38, 56, 68, 76 0
37 BR 118/118 (100%) -0.21 2 (1%) 69 61 25, 37, 56, 66 0
37 DR 118/118 (100%) 0.24 0 f100]f 100 40, 54, 66, 76 0
38 BS 110/112 (98%) 0.00 0 f100]f 100 40, 52, 63, 68 0
38 DS 110/112 (98%) 1.15 15 (13%) k715 57, 76, 86, 92 0
39 BT 131/146 (89%) 0.00 1(0%) | 82) 77 32, 50, 74, 86 0
39 DT 131/146 (89%) 0.47 2 (1%) 72 64 44, 60, 75, 85 0
40 BU 116/118 (98%) -0.30 1(0%) 81 75 23, 35, 55, 76 0
40 DU 116/118 (98%) 0.39 4 ( 41, 61, 77, 87 0
41 BV 101/101 (100%) -0.30 19, 43, 64, 76 0
41 DV 101/101 (100%) 0.35 44, 71, 80, 88 0
42 | BW 112/113 (99%) -0.33 21, 38, 53, 75 0
42 | DW 112/113 (99%) 0.12 31, 51, 69, 85 0
43 BX 95/96 (98%) -0.03 25, 43, 64, 82 0
43 DX 95/96 (98%) 0.59 43, 62, 78, 91 0
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
44 BY 107/110 (97%) 0.10 0 36, 51, 69, 80 0
44 DY 107/110 (97%) 0.90 8 (7%) 20 |16 55, 72, 81, 89 0
45 BZ 171/206 (83%) 0.30 3(1%) 67 59 42,63, 77, 92 0
45 DZ 174/206 (84%) 0.89 10 (5%) 29 23 61, 80, 90, 100 0
46 BO 83/85 (97%) -0.07 0 §100Q§100 16, 43, 56, 66 0
46 DO 83/85 (97%) 0.85 8 (9%) | 13 44, 65, 74, 80 0
47 B1 97/98 (98%) 0.10 3(3%) 51 42 27,49, 70, 77 0
47 D1 97/98 (98%) 0.57 2 (2%) 63 54 38, 59, 75, 78 0
48 B2 70/72 (97%) 0.07 1 (1%) 73 65 37, 50, 66, 72 0
48 D2 70/72 (97%) 0.53 04100 I 100 58, 70, 79, 85 0
49 B3 59/60 (98%) -0.27 04100 I 26, 41, 61, 72 0
49 D3 59/60 (98%) 0.29 ( 44, 64, 77, 80 0
50 B4 69/71 (97%) 1.01 57, 76, 91, 94 0
50 D4 69/71 (97%) 1.55 77, 87,97, 104 0
51 B5 59/60 (98%) -0.39 19, 38, 57, 78 0
51 D5 59/60 (98%) 0.04 31, 52, 69, 76 0
52 B6 53/54 (98%) -0.19 29, 43, 60, 71 0
52 D6 53/54 (98%) 0.71 1 (1%) 66 58 50, 63, 75, 83 0
53 B7 48/49 (97%) -0.15 04100 M 20, 30, 53, 72 0
53 D7 48/49 (97%) 0.26 3(6%) 26 20 35, 46, 71, 76 0
54 B8 64/65 (98%) -0.10 0 §100Q§100 27, 36, 47, 55 0
o4 D8 64/65 (98%) 0.57 0 44, 58, 67, 75 0
55 B9 37/37 (100%) 0.18 1 (2%) 56 47 31, 52, 64, 69 0
55 D9 37/37 (100%) 0.56 04100 I 100 44, 58, 67, 73 0
All All 20634/21448 (96%) 0.42 1154 (5%) 30 23 16, 64, 87, 107 0

All (1154) RSRZ outliers are listed below:

Mol | Chain Res Type | RSRZ
9 CI 126 SER 7.5
13 CM 124 PRO 7.3
13 CM 123 ALA 6.9
5} CE 94 ALA 6.6
25 BA 2804 C 6.4
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Mol | Chain Res Type | RSRZ
9 CI 102 LEU 6.4
25 BA 2805 G 6.2
14 AN 2 ALA 6.1
25 BA 2803 C 5.9
14 CN 2 ALA 5.7
9 CI 9 ARG 5.6
4 AD 2 GLY 5.5
25 BA 2121 G 5.4
20 AT 103 GLY 5.2
13 AM 105 THR 5.1
9 CI 14 VAL 5.0
1 AA 1447 A 5.0
25 BA 2119 A 4.9
9 Al 106 ALA 4.9
1 CA 1532 U 4.9
16 AP 68 ASP 4.7
14 CN 18 VAL 4.7
9 CI 64 THR 4.7
50 D4 52 THR 4.7
25 BA 2792 G 4.6
1 CA 1202 G 4.6
25 BA 2793 G 4.5
9 CI 123 PRO 4.4
14 CN 59 ALA 4.4
9 CI 7 THR 4.4
13 AM 124 PRO 4.4
31 BH 2 SER 4.3
50 D4 54 GLY 4.3
9 CI 66 ARG 4.3
25 BA 2120 G 4.3
25 BA 2142 C 4.3
25 BA 2113 U 4.2
3 cC 13 GLY 4.2
1 AA 1446 U 4.2
10 CJ 71 LEU 4.2
22 Y% 13 A 4.2
30 DG 19 LEU 4.2
4 CD 18 LYS 4.1
25 BA 2117 A 4.1
1 CA 1030(B) C 4.1
9 CI 65 VAL 4.0
1 AA 1532 U 4.0
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Mol | Chain Res Type | RSRZ
9 CI 96 LEU 4.0
9 CI 125 TYR 4.0
9 Al 126 SER 4.0
14 CN 30 ALA 4.0
22 AV 24 A 4.0
50 B4 55 ARG 4.0
14 CN 21 TYR 4.0
25 BA 2179 C 4.0
4 AD 179 GLU 4.0
30 DG 173 LEU 3.9
2 AB 237 ALA 3.9
13 CM 33 ALA 3.9
38 DS 3 ARG 3.9
1 CA 1001(A) G 3.9
27 BD 276 LYS 3.9
50 D4 51 ASP 3.9
7 CG 81 GLY 3.8
36 BQ 61 GLY 3.8
50 B4 49 PHE 3.8
50 D4 57 GLU 3.8
10 CJ 23 ILE 3.8
10 CJ 54 PHE 3.8
25 BA 2141 G 3.8
46 DO 71 ASP 3.8
21 CU 6 ARG 3.8
4 AD 21 LEU 3.8
3 CcC 195 VAL 3.8
14 CN 3 ARG 3.8
22 AV 23 A 3.8
14 CN 25 VAL 3.7
30 BG 146 TYR 3.7
13 CM 102 ARG 3.7
25 BA 1026 U 3.7
2 CB 187 LEU 3.7
32 DI 13 GLY 3.7
30 BG 136 ARG 3.7
13 AM 121 LYS 3.7
31 DH 115 VAL 3.7
14 CN 5 ALA 3.7
20 CT 9 ASN 3.7
25 BA 2115 G 3.6
32 DI 14 ASP 3.6
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Mol | Chain Res Type | RSRZ
9 CI 18 PHE 3.6
10 CJ 57 LYS 3.6
13 CM 122 LYS 3.6
5 AE 85 GLY 3.6
25 BA 2178 C 3.6
25 DA 2143 C 3.6
1 CA 1531 A 3.6
10 CJ 34 VAL 3.6
13 CM 7 VAL 3.6
1 AA 380 G 3.6
5 CE 17 ALA 3.6
10 CJ 27 ALA 3.6
2 CB 214 ILE 3.6
2 CB 164 VAL 3.6
9 CI 26 VAL 3.6
25 BA 2188 C 3.6
7 AG 79 ARG 3.5
25 DA 2894 G 3.5
9 CI 63 ILE 3.5
2 CB 7 VAL 3.5
7 AG 80 VAL 3.5
32 DI 3 VAL 3.5
21 Cu 14 TRP 3.5
2 CB 97 TRP 3.5
1 AA 1452 C 3.5
25 BA 2108 C 3.5
3 AC 87 LEU 3.5
14 AN 15 LYS 3.5
2 CB 190 THR 3.5
50 D4 49 PHE 3.5
13 CM 6 GLY 3.5
2 CB 165 VAL 3.5
25 BA 2129 C 3.5
25 BA 2896 C 3.5
4 AD 20 TYR 3.5
7 CG 84 ASN 3.5
2 CB 70 PHE 3.4
14 CN 33 VAL 3.4
9 CI 21 PRO 3.4
4 CD 20 TYR 3.4
9 Al 114 TYR 3.4
1 CA 1250 A 3.4
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Mol | Chain Res Type | RSRZ
1 AA 103 C 3.4
3 cC 189 ALA 3.4
7 CG 83 ALA 3.4
9 CI 36 TYR 3.4
4 AD 110 PHE 34
20 CcT 74 LYS 3.4
19 CS 9 VAL 3.4
25 BA 2112 G 3.4
38 DS 32 LEU 3.4
9 Al 66 ARG 3.4
50 D4 55 ARG 3.4
10 CJ 6 ILE 3.4
25 BA 2122 U 3.4
38 DS 7 TYR 3.4
2 AB 7 VAL 3.3
10 CJ 72 VAL 3.3
25 BA 2145 C 3.3
10 CJ 5 ILE 3.3
50 D4 56 VAL 3.3
1 CA 1115 C 3.3
25 BA 2794 C 3.3
25 BA 2168 G 3.3
25 DA 2116 G 3.3
50 D4 41 PRO 3.3
2 CB 22 LYS 3.3
14 CN 4 LYS 3.3
55 B9 17 ILE 3.3
2 CB 92 TYR 3.3
9 CI 105 ASP 3.3
19 AS 84 GLY 3.3
10 CJ 69 ASN 3.3
25 DA 2146 C 3.3
19 AS 48 THR 3.3
25 BA 2170 A 3.3
1 CA 1119 C 3.3
25 DA 2804 C 3.3
31 DH 101 ARG 3.3
16 CPp 51 VAL 3.3
25 BA 2132 U 3.2
30 DG 172 LEU 3.2
2 CB 21 ARG 3.2
32 DI 18 VAL 3.2
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Mol | Chain Res Type | RSRZ
1 CA 1237 C 3.2
25 DA 2145 C 3.2
2 CB 129 GLU 3.2
9 CI 5 TYR 3.2
25 DA 2147 G 3.2
5 CE 13 ILE 3.2
9 CI 46 ALA 3.2
25 DA 2133 G 3.2
9 CI 17 VAL 3.2
1 CA 1286 A 3.2
10 CJ 63 PHE 3.2
9 CI 127 LYS 3.2
1 AA 1024 G 3.2
1 CA 1220 G 3.2
25 BA 2133 G 3.2
30 BG 119 GLY 3.2
22 AV 13 A 3.1
16 CPp 16 HIS 3.1
14 CN 15 LYS 3.1
21 AU 16 GLY 3.1
1 AA 1036 G 3.1
13 AM 94 ARG 3.1
25 DA 2112 G 3.1
8 CH 54 ASP 3.1
13 CM 112 GLY 3.1
9 CI 12 GLU 3.1
32 DI 85 GLU 3.1
3 CcC 12 LEU 3.1
20 cT 24 LEU 3.1
13 AM 123 ALA 3.1
13 CM 75 ALA 3.1
2 AB 19 HIS 3.1
10 CJ 59 SER 3.1
30 DG 92 VAL 3.1
32 BI 91 SER 3.1
25 BA 888 C 3.1
9 Al 46 ALA 3.1
9 CI 43 ALA 3.1
19 CS 52 TYR 3.1
3 cC 207 VAL 3.1
4 AD 112 VAL 3.1
5 CE 90 VAL 3.1
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Mol | Chain Res Type | RSRZ
46 DO 73 GLY 3.1
1 AA 630 G 3.1
1 AA 1456 G 3.1
1 CA 973 G 3.1
25 DA 171 G 3.1
2 CB 200 ILE 3.1
13 AM 56 LEU 3.1
8 AH 3 THR 3.1
25 BA 2174 C 3.1
30 BG 50 ALA 3.0
3 CC 167 TRP 3.0
6 AF 88 VAL 3.0
4 AD 3 ARG 3.0
25 BA 2160 G 3.0
9 Al 13 ALA 3.0
45 DZ 113 ALA 3.0
9 CI 69 GLY 3.0
2 CB 133 LYS 3.0
13 CM 78 ILE 3.0
9 CI 2 GLU 3.0
10 CJ 48 THR 3.0
1 CA 1236 A 3.0
14 CN 34 TYR 3.0
13 AM 22 ILE 3.0
13 CM 25 ILE 3.0
19 CS 84 GLY 3.0
30 BG 26 GLN 3.0
5 AE 95 ALA 3.0
2 AB 97 TRP 3.0
21 CU 9 ARG 3.0
9 CI 79 LEU 3.0
3 CC 191 THR 3.0
4 CD 164 ALA 3.0
50 B4 59 PHE 3.0
7 AG 78 ARG 2.9
14 CN 7 ILE 2.9
13 AM 87 TYR 2.9
16 AP 17 TYR 2.9
30 BG 25 TYR 2.9
30 BG 49 ASP 2.9
1 CA 1149 C 2.9
25 BA 2143 C 2.9
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Mol | Chain Res Type | RSRZ
43 DX 33 LYS 2.9
25 DA 2144 U 2.9
36 BQ 60 ARG 2.9
3 CC 14 ILE 2.9
9 CI 81 ILE 2.9
7 CG 154 TYR 2.9
25 BA 2169 A 2.9
10 CJ 12 ASP 2.9
10 AJ 72 VAL 2.9
26 DB 118 G 2.9
26 DB 119 G 2.9
7 AG 156 TRP 2.9
45 DZ 114 GLY 2.9
2 CB 131 PRO 2.9
1 AA 149 A 2.9
2 CB 93 VAL 2.9
3 cC 180 ALA 2.9
7 CG 80 VAL 2.9
14 CN 10 ALA 2.9
30 DG 28 VAL 2.9
1 CA 1038 C 2.9
9 CI 30 GLY 2.9
25 BA 2167 U 2.9
1 CA 1036 G 2.9
21 AU 23 PRO 2.9
24 AX 70 G 2.9
10 AJ 35 SER 2.9
14 AN 37 PHE 2.9
19 CS 14 HIS 2.9
20 AT 24 LEU 2.9
30 DG 20 ILE 2.9
32 DI 30 LEU 2.9
43 DX 92 LEU 2.9
2 CB 99 GLY 2.8
1 CA 1030 C 2.8
1 CA 1223 C 2.8
2 CB 236 TYR 2.8
44 DY 55 TYR 2.8
10 CJ 49 VAL 2.8
12 CL 51 ALA 2.8
26 DB 23 G 2.8
13 AM 106 ASN 2.8
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Mol | Chain Res Type | RSRZ
20 CT 23 ARG 2.8
9 CI 75 ASP 2.8
5 CE 85 GLY 2.8
7 AG 82 GLY 2.8
10 CJ 31 GLY 2.8
50 D4 45 GLY 2.8
10 CJ 37 PRO 2.8
1 AA 163 C 2.8
7 AG 2 ALA 2.8
9 Al 41 VAL 2.8
7 CG 37 ASN 2.8
3 CC o7 ILE 2.8
5 CE 89 ILE 2.8
50 D4 40 HIS 2.8
38 DS 48 LEU 2.8
1 CA 1030(A) G 2.8
25 DA 2115 G 2.8
50 B4 52 THR 2.8
13 CM 121 LYS 2.8
9 CI 82 ALA 2.8
25 BA 2897 U 2.8
25 DA 2897 U 2.8
10 CJ 76 ASN 2.8
10 CJ 88 LEU 2.8
14 CN 6 LEU 2.8
19 AS 57 HIS 2.8
30 DG 85 GLY 2.8
1 CA 1355 G 2.8
25 DA 2123 G 2.8
10 AJ 64 GLU 2.8
8 CH 53 VAL 2.8
3 AC 201 TYR 2.8
14 CN 20 ALA 2.8
32 BI 39 ALA 2.8
7 CG 38 LEU 2.8
13 CM 66 LEU 2.8
30 DG 175 LEU 2.8
4 CD 154 ASN 2.8
10 CJ 58 ASP 2.8
3 AC 4 LYS 2.8
1 AA 1030(B) C 2.8
4 CD 109 GLY 2.8
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Mol | Chain Res Type | RSRZ
12 AL 5 PRO 2.8
50 D4 47 GLN 2.7
4 AD 132 ARG 2.7
10 CJ 46 ARG 2.7
48 B2 69 ARG 2.7
3 AC 207 VAL 2.7
25 DA 229 A 2.7
44 DY 16 ALA 2.7
1 CA 1370 G 2.7
2 CB 199 TYR 2.7
7 AG 85 TYR 2.7
12 CL 69 TYR 2.7
19 CS 20 LEU 2.7
25 DA 2125 G 2.7
25 DA 2318 G 2.7
25 BA 2109 U 2.7
19 CS 2 PRO 2.7
9 CI 83 ARG 2.7
25 DA 2803 C 2.7
44 DY 57 GLN 2.7
4 AD 170 VAL 2.7
10 CJ 94 VAL 2.7
30 DG 31 VAL 2.7
2 CB 218 ALA 2.7
9 CI 101 PHE 2.7
20 AT 10 LEU 2.7
30 DG 29 TRP 2.7
30 DG 53 LEU 2.7
30 DG 90 LEU 2.7
32 DI 53 ALA 2.7
10 CJ 98 ILE 2.7
46 DO 75 LEU 2.7
1 CA 1363(A) A 2.7
1 CA 1017 G 2.7
1 CA 1224 G 2.7
22 Y% 22 U 2.7
3 AC 15 THR 2.7
7 CG 7 SER 2.7
13 AM 102 ARG 2.7
20 AT 25 ARG 2.7
50 B4 53 GLU 2.7
5 AE 94 ALA 2.7
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Mol | Chain Res Type | RSRZ
7 CG 2 ALA 2.7
10 AJ 63 PHE 2.7
10 CJ 32 ALA 2.7
14 CN 44 LEU 2.7
19 CS 31 ILE 2.7
36 DQ 104 PHE 2.7
13 CM 64 TRP 2.7
2 CB 31 TYR 2.7
20 CT 73 HIS 2.7
1 CA 965 A 2.7
3 CC 155 GLY 2.7
8 CH 5 PRO 2.7
13 AM 88 ARG 2.7
1 AA | 1001(A) G 2.7
1 AA 1023 G 2.7
1 CA 951 G 2.7
1 CA 1190 G 2.7
26 DB 54 G 2.7
5 AE 100 VAL 2.7
4 CD 174 LEU 2.7
46 DO 69 PHE 2.7
50 D4 42 PHE 2.7
7 AG 153 HIS 2.7
14 CN 61 TRP 2.7
4 AD 138 TYR 2.7
27 BD 262 ARG 2.7
2 CB 234 PRO 2.7
9 CI 115 GLY 2.7
10 CJ 87 THR 2.7
16 CP 69 THR 2.7
40 BU 117 GLN 2.7
2 CB 163 PHE 2.6
27 BD 38 LYS 2.6
1 AA 1034 G 2.6
2 AB 48 MET 2.6
25 BA 2807 G 2.6
14 CN 29 ARG 2.6
20 AT 102 GLY 2.6
43 DX 86 GLY 2.6
2 CB 205 ASP 2.6
19 CS 71 LEU 2.6
15 AO 87 ILE 2.6
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3 AC 189 ALA 2.6
30 BG 23 PHE 2.6
30 BG 178 PHE 2.6
30 DG 76 SER 2.6
32 DI 100 ALA 2.6
44 DY 1 MET 2.6
1 CA 1003 G 2.6
6 AF 63 TYR 2.6
15 AO 69 TYR 2.6
25 BA 2123 G 2.6
38 DS 36 TYR 2.6
17 AQ 80 GLY 2.6
1 CA 980 C 2.6
1 CA 1363 C 2.6
4 AD 157 LEU 2.6
4 CD 161 ASN 2.6
17 AQ 87 LYS 2.6
5 CE 82 VAL 2.6
13 CM 69 GLU 2.6
11 AK 81 ASP 2.6
25 BA 2114 A 2.6
4 AD 124 GLY 2.6
12 AL 29 GLY 2.6
50 D4 2 LYS 2.6
1 CA 1002 G 2.6
3 AC 55 VAL 2.6
9 CI 27 THR 2.6
15 CO 27 VAL 2.6
36 DQ 106 VAL 2.6
2 AB 120 ALA 2.6
12 CL 32 PHE 2.6
30 BG 116 ASP 2.6
10 CJ 62 HIS 2.6
12 CL 89 ARG 2.6
5 AE 23 GLY 2.6
11 AK 25 TYR 2.6
17 AQ 95 TYR 2.6
46 DO 76 GLY 2.6
38 DS 56 LEU 2.6
9 Al 63 ILE 2.6
9 CI 86 VAL 2.6
13 AM 7 VAL 2.6
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16 CP 2 VAL 2.6
16 AP 82 GLN 2.6
30 BG 137 GLU 2.6
2 CB 123 ALA 2.6
1 AA 1002 G 2.5
1 AA 1106 G 2.5
1 CA 1034 G 2.5
25 DA 2110 G 2.5
25 DA 2805 G 2.5
28 BE 89 ASP 2.6
1 AA 1381 U 2.5
1 CA 1219 U 2.5
22 CV 20 U 2.5
25 DA 2172 U 2.5
2 AB 22 LYS 2.5
10 CJ 55 LYS 2.5
20 AT 21 LYS 2.5
19 AS 68 GLY 2.5
21 AU 21 TYR 2.5
30 BG 53 LEU 2.5
2 CB 39 ILE 2.5
10 AlJ 75 ILE 2.5
12 AL 18 VAL 2.5
2 CB 134 GLU 2.5
3 CC 192 THR 2.5
32 DI 17 GLN 2.5
30 DG 57 ALA 2.5
35 DP 15 ARG 2.5
9 CI 71 SER 2.5
1 AA 154 C 2.5
1 CA 1045 C 2.5
8 CH 2 LEU 2.5
9 Al 72 GLY 2.5
30 BG 24 GLY 2.5
30 DG 139 LEU 2.5
2 CB 184 VAL 2.5
9 CI 62 TYR 2.5
50 D4 50 VAL 2.5
22 AV 14 A 2.5
21 AU 24 ARG 2.5
4 CD 144 ASP 2.5
9 Al 75 ASP 2.5
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14 CN 60 SER 2.5
25 BA 2130 U 2.5
4 CD 194 LEU 2.5
10 CJ 8 LEU 2.5
30 DG 68 PRO 2.5
32 DI 90 GLY 2.5
1 AA 1030 C 2.5
1 CA 1155 G 2.5
16 CP 82 GLN 2.5
50 D4 44 THR 2.5
20 AT 23 ARG 2.5
20 AT 14 LYS 2.5
2 AB 160 ASP 2.5
10 CJ 16 LEU 2.5
10 AJ 31 GLY 2.5
38 DS 52 SER 2.5
44 DY 58 GLY 2.5
31 BH 123 PHE 2.5
14 AN 5 ALA 2.5
16 AP 22 THR 2.5
19 CS 24 ALA 2.5
39 BT 115 ARG 2.5
1 CA 1325 C 2.5
25 DA 2136 C 2.5
38 DS 21 THR 2.5
1 CA 1033 G 2.5
1 CA 1156 G 2.5
1 CA 1357 A 2.5
32 DI 11 ASN 2.5
2 CB 138 LEU 24
32 DI 116 LEU 24
13 CM 22 ILE 2.4
38 DS 46 VAL 2.4
1 CA 723 U 2.4
2 AB 117 GLU 2.4
9 CI 10 ARG 24
12 AL 89 ARG 24
17 AQ 78 GLU 24
31 BH 104 GLU 2.4
2 CB 62 ALA 2.4
14 AN 59 ALA 24
9 Al 7 THR 2.4
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21 Cu 17 THR 2.4
10 CJ 68 HIS 2.4
2 CB 69 LEU 24
4 CD 181 MET 2.4
11 AK 117 ASN 24
13 CM 40 ASN 2.4
46 DO 62 LEU 2.4
1 AA 151 A 2.4
2 CB 185 ILE 2.4
37 BR 49 ASP 24
4 CD 170 VAL 24
13 AM 100 GLY 2.4
4 CD 73 ARG 24
14 AN 23 ARG 2.4
21 Cu 24 ARG 2.4
2 AB 134 GLU 24
10 CJ 64 GLU 24
13 CM 73 GLU 2.4
30 BG 12 TYR 2.4
31 DH 83 TYR 2.4
2 AB 11 LEU 24
10 AlJ 69 ASN 2.4
15 CO 19 PRO 2.4
20 CT 100 ILE 24
30 BG 7 ILE 24
30 DG 39 ILE 2.4
22 CV 21 C 24
25 DA 2142 C 2.4
2 CB 189 ASP 24
7 CG 61 VAL 24
16 CP 68 ASP 24
19 CS 60 VAL 2.4
30 DG 42 GLY 2.4
7 AG 4 ARG 2.4
53 D7 47 ARG 2.4
1 AA 585 G 24
1 CA 966 G 24
1 CA 1154 G 24

Al 2 GLU 2.4
14 CN 16 PHE 2.4
25 BA 652(C) G 24
25 BA 2151 G 2.4
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7 CG 152 ALA 2.4
9 Al 119 ALA 2.4
13 AM 2 ALA 2.4
27 BD 2 ALA 24
30 DG 73 ALA 24
1 CA 950 U 2.4
32 DI 1 MET 2.4
9 CI 19 LEU 2.4
19 CS 49 ILE 2.4
30 DG 140 ILE 2.4
3 CC 7 PRO 24
4 AD 189 PRO 2.4
16 AP 15 PRO 24
19 AS 76 PRO 2.4
2 CB 100 GLY 2.4
2 CB 230 VAL 24
3 AC 2 GLY 24
) CE 67 VAL 2.4
32 DI 92 VAL 2.4
50 B4 50 VAL 2.4
2 AB 30 ARG 24
7 CG 33 ASP 2.4
16 AP 35 LYS 2.4
44 DY 107 ASP 24
1 AA 1027 C 24
1 CA 1116 C 2.4
1 CA 1249 C 24
19 CS 74 PHE 2.4
4 AD 80 GLU 24
25 BA 2173 A 24
2 AB 188 ALA 24
bt CE 125 SER 2.4
4 AD 173 TRP 2.4
1 CA 630 G 2.4
3 AC 192 THR 2.4
3 CcC 48 TYR 24
5 CE 10 MET 24
25 BA 2893 G 24
25 DA 2159 G 2.4
50 D4 43 TYR 2.4
2 AB 221 LEU 24
4 AD 155 LEU 2.4
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13 CM 34 LEU 2.4
18 AR 79 LEU 2.4
9 CI 49 PRO 24
13 CM 31 LYS 2.3
2 CB 38 GLY 2.3
13 CM 119 GLY 2.3
30 BG 42 GLY 2.3
9 CI 33 PHE 2.3
2 AB 129 GLU 2.3
3 AC 200 ALA 2.3
9 CI 45 ALA 2.3
32 DI 146 ALA 2.3
1 AA 63 C 2.3
25 BA 2111 C 2.3
25 BA 2146 C 2.3
1 AA 1005 A 2.3
1 CA 1492 A 2.3
1 CA 1493 A 2.3
2 CB 140 HIS 2.3
5 AE 98 THR 2.3
5 CE 119 LEU 2.3
7 AG 151 TYR 2.3
9 CI 40 LEU 2.3
9 CI 56 LEU 2.3
10 CJ 42 THR 2.3
14 CN 22 THR 2.3
19 CS 30 LEU 2.3
21 AU 18 TYR 2.3
11 CK 32 ILE 2.3
15 AO 3 ILE 2.3
2 CB 169 LYS 2.3
3 CC 4 LYS 2.3
4 AD 169 LYS 2.3
9 Al 11 LYS 2.3
9 CI 78 LYS 2.3
13 AM 113 PRO 2.3
38 DS 57 LYS 2.3
47 B1 48 LYS 2.3
1 AA 148 G 2.3
1 AA 1030(A) G 2.3
4 CD 140 VAL 2.3
9 Al 104 ARG 2.3
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13 CM 104 ARG 2.3
25 BA 2802 G 2.3
3 cC 2 GLY 2.3
13 AM 6 GLY 2.3
13 AM 24 GLY 2.3
16 CP 10 GLY 2.3
2 AB 12 GLU 2.3
5 AE 117 ASP 2.3
7 CG 39 ALA 2.3
9 Al 94 ALA 2.3
17 CQ 97 SER 2.3
20 CT 19 SER 2.3
9 Al 64 THR 2.3
16 AP 69 THR 2.3
25 BA 2107 C 2.3
25 DA 2138 C 2.3
1 CA 968 A 2.3
3 CC 5 ILE 2.3
30 DG 52 ILE 2.3
13 AM 122 LYS 2.3
14 CN 9 LYS 2.3
3 CcC 172 ARG 2.3
7 CG 79 ARG 2.3
15 CO 79 ARG 2.3
30 DG 32 PRO 2.3
7 AG 21 VAL 2.3
10 Al 34 VAL 2.3
4 CD 130 GLY 2.3
9 CI 72 GLY 2.3
14 CN 38 GLY 2.3
1 CA 1310 G 2.3
bt AE 86 ALA 2.3
25 DA 1171 G 2.3
4 AD 102 ASP 2.3
43 DX 1 MET 2.3
9 CI 50 LEU 2.3
10 AJ 33 GLN 2.3
31 BH 103 LEU 2.3
4 AD 208 SER 2.3
4 CD 71 SER 2.3
19 CS 70 LYS 2.3
10 CJ 5 ARG 2.3
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15 CO 68 ARG 2.3
30 DG 25 TYR 2.3
30 DG 136 ARG 2.3
43 DX 69 TYR 2.3
1 AA 101 A 2.3
1 CA 1275 A 2.3
13 CM 15 VAL 2.3
22 AV 15 A 2.3
25 DA 2108 C 2.3
30 DG 160 VAL 2.3
9 CI 6 GLY 2.3
31 DH 123 PHE 2.3
45 DZ 88 PHE 2.3
9 CI 15 ALA 2.3
3 CcC 204 LEU 2.3
19 CS 12 ASP 2.3
32 DI 12 LEU 2.3
42 DW 36 LEU 2.3
1 AA 104 G 2.3
10 AJ 98 ILE 2.3
25 BA 2147 G 2.3
25 BA 2154 G 2.3
25 BA 2157 G 2.3
25 DA 2166 G 2.3
33 BN 71 ILE 2.3
4 CD 152 SER 2.3
10 CJ 19 SER 2.3
16 CP 45 THR 2.3
20 AT 11 SER 2.3
34 BO 49 ARG 2.3
50 B4 48 ARG 2.3
2 CB 167 PRO 2.3
30 DG 12 TYR 2.3
9 CI 28 VAL 2.3
16 CP 53 VAL 2.3
32 DI 127 VAL 2.3
38 DS 98 VAL 2.3
7 CG 132 GLY 2.3
13 AM 85 GLY 2.3
38 DS 45 GLY 2.3
25 DA 2122 U 2.3
25 BA 2135 A 2.2
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25 BA 2161 C 2.2
25 DA 277 C 2.2
25 DA 2111 C 2.2
25 DA 2896 C 2.2
7 AG 84 ASN 2.2
9 Al 52 ALA 2.2
30 DG 169 ALA 2.2
3 AC 188 LEU 2.2
17 CQ 98 LEU 2.2
12 AL 17 LYS 2.2
20 AT 18 GLN 2.2
40 DU 56 ASP 2.2
2 CB 58 ILE 2.2
3 AC 14 ILE 2.2
13 CM 9 ILE 2.2
50 D4 22 ILE 2.2
2 CB 194 PRO 2.2
27 BD 140 THR 2.2
13 CM 54 VAL 2.2
45 DZ 149 SER 2.2
1 AA 1026 G 2.2
1 CA 971 G 2.2
1 CA 1061 G 2.2
1 CA 1215 G 2.2
25 DA 2141 G 2.2
25 DA 2155 G 2.2
25 DA 2319 G 2.2
4 AD 167 GLY 2.2
11 CK 74 ALA 2.2
27 DD 2 ALA 2.2
30 DG 54 GLU 2.2
1 AA 1531 A 2.2
1 CA 949 A 2.2
2 AB 8 LYS 2.2
7 CG 28 ASN 2.2
10 AlJ 78 ASN 2.2
13 CM 106 ASN 2.2
20 AT 58 LYS 2.2
5 AE 118 ILE 2.2
8 CH 70 GLN 2.2
9 CI 74 ILE 2.2
7 CG 32 ARG 2.2
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Mol | Chain Res Type | RSRZ
10 CJ 45 ARG 2.2
14 CN 57 ARG 2.2
19 CS 13 ASP 2.2
21 CU 15 ARG 2.2
38 DS 95 HIS 2.2
6 AF 6 VAL 2.2
9 CI 98 PRO 2.2
30 DG 15 VAL 2.2
9 CI 4 TYR 2.2
9 CI 92 TYR 2.2
9 CI 114 TYR 2.2
2 AB 151 GLY 2.2
9 CI 68 GLY 2.2
10 CJ 36 GLY 2.2
15 AO 89 GLY 2.2
1 CA 1047 G 2.2
1 CA 1117 G 2.2
1 CA 1290 G 2.2
2 AB 180 LEU 2.2
7 AG 99 LEU 2.2
7 CG 12 LEU 2.2
26 DB 24 G 2.2
30 DG 50 ALA 2.2
10 CJ 43 ARG 2.2
11 AK 126 ARG 2.2
16 AP 65 GLN 2.2
1 AA 607 A 2.2
25 DA 2135 A 2.2
1 AA 1028 C 2.2
1 CA 1028 C 2.2
1 CA 1322 C 2.2
25 BA 2177 C 2.2
4 CD 134 ASP 2.2
7 AG 33 ASP 2.2
10 CJ 91 PRO 2.2
47 D1 68 PRO 2.2
49 D3 2 PRO 2.2
2 AB 14 GLY 2.2
2 AB 33 TYR 2.2
10 CJ 10 GLY 2.2
13 CM 100 GLY 2.2
53 D7 48 LYS 2.2
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Mol | Chain Res Type | RSRZ
10 CJ 40 LEU 2.2
10 CJ 85 LEU 2.2
19 CS 15 LEU 2.2
43 BX 95 LEU 2.2
3 CC 121 ALA 2.2
3 cC 168 ALA 2.2
4 CD 195 ALA 2.2
14 AN 30 ALA 2.2
32 DI 46 ALA 2.2
7 CG 5 ARG 2.2
7 CG 78 ARG 2.2
14 AN 3 ARG 2.2
10 CJ 33 GLN 2.2
16 CPp 76 GLN 2.2
25 BA 2144 U 2.2
1 AA 105 G 2.2
1 CA 963 G 2.2
1 CA 1131 G 2.2
1 CA 1139 G 2.2
20 AT 73 HIS 2.2
25 BA 614(B) G 2.2
25 BA 2116 G 2.2
25 BA 2159 G 2.2
25 BA 2165 G 2.2
1 CA 975 A 2.2
3 cC 55 VAL 2.2
9 Al 109 VAL 2.2
11 AK 30 VAL 2.2
22 (Y% 23 A 2.2
25 DA 896 A 2.2
25 DA 2176 A 2.2
50 B4 56 VAL 2.2
1 AA 175 C 2.2
1 AA 1037 C 2.2
1 CA 1320 C 2.2
1 CA 1354 C 2.2
16 AP 1 MET 2.2
24 AX 71 C 2.2
25 DA 271(7) C 2.2
10 Al 42 THR 2.2
32 DI 93 THR 2.2
34 DO 1 MET 2.2
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Mol | Chain Res Type | RSRZ
5 AE 114 GLY 2.2
11 CK 118 GLY 2.2
40 DU 61 TRP 2.2
9 CI 88 TYR 2.2
45 BZ 104 PHE 2.2
20 AT 72 LEU 2.2
28 DE 52 LEU 2.2
30 BG 3 LEU 2.2
47 D1 2 SER 2.2
9 CI 106 ALA 2.2
11 AK 92 GLU 2.2
30 BG 35 GLU 2.2
30 BG 54 GLU 2.2
30 DG 158 ALA 2.2
45 DZ 168 GLU 2.2
13 CM 39 ILE 2.1
45 BZ 171 ILE 2.1
1 CA 1364 U 2.1
16 AP 13 HIS 2.1
22 AV 19 U 2.1
25 DA 2132 U 2.1
13 AM 45 VAL 2.1
15 AO 27 VAL 2.1
17 AQ 10 VAL 2.1
45 DZ 42 VAL 2.1
45 DZ 68 PRO 2.1
1 AA 346 G 2.1
1 AA 377 G 2.1
1 AA 1030(C) G 2.1
1 CA 1031 G 2.1
1 CA 1032 G 2.1
6 CF 54 LYS 2.1
1 CA 1035 A 2.1
1 CA 1233 G 2.1
1 CA 1530 G 2.1
2 CB 74 LYS 2.1
19 CS 32 LYS 2.1
25 BA 1913 A 2.1
25 BA 2125 G 2.1
25 BA 2152 G 2.1
25 BA 2181 G 2.1
25 DA 10 G 2.1
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Mol | Chain Res Type | RSRZ
25 DA 2793 G 2.1
38 DS 11 LYS 2.1
9 Al 30 GLY 2.1
30 BG 65 GLY 2.1
32 BI 90 GLY 2.1

1 CA 1336 C 2.1
1 CA 1362 C 2.1
3 AC 47 LEU 2.1
6 AF 45 LEU 2.1
9 CI 59 PHE 2.1
14 AN 21 TYR 2.1
16 CPp 39 TYR 2.1
25 BA 2140 C 2.1
47 B1 98 LEU 2.1
40 DU 76 TYR 2.1
6 AF 49 ALA 2.1
9 CI 13 ALA 2.1
10 AJ 59 SER 2.1
13 CM 51 ALA 2.1
13 CM 118 ALA 2.1
14 AN 60 SER 2.1
44 DY 48 ALA 2.1
45 DZ 172 ALA 2.1
4 CD 141 ARG 2.1
10 CJ 61 GLU 2.1
14 CN 23 ARG 2.1
33 BN 115 ARG 2.1
30 DG 157 ILE 2.1
8 CH 95 VAL 2.1
3 CcC 142 MET 2.1
14 AN 14 PRO 2.1
18 AR 84 LYS 2.1
16 AP 67 THR 2.1
19 CS 68 GLY 2.1
33 BN 81 GLY 2.1
2 CB 55 PHE 2.1
3 AC 91 LEU 2.1
6 CF 45 LEU 2.1
9 Al 59 PHE 2.1
30 DG 102 PHE 2.1
52 D6 42 TRP 2.1
1 CA 1213 A 2.1
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Mol | Chain Res Type | RSRZ
9 Al 10 ARG 2.1
9 CI 16 ARG 2.1
13 AM 108 ARG 2.1
13 CM 30 ALA 2.1
16 AP 32 TYR 2.1
20 CT 8 ARG 2.1
39 DT 130 ALA 2.1
3 AC 124 ILE 2.1
3 CcC 8 ILE 2.1
3 cC 154 SER 2.1
4 AD 145 GLU 2.1
12 AL 16 GLU 2.1
13 AM 78 ILE 2.1
25 DA 1114 G 2.1
25 DA 2151 G 2.1
25 DA 2157 G 2.1
1 AA 153 C 2.1
19 CS 69 HIS 2.1
2 AB 165 VAL 2.1
3 CcC 173 VAL 2.1
4 CD 165 MET 2.1
16 CP 14 ASN 2.1
20 AT 9 ASN 2.1
33 BN 9 VAL 2.1
8 CH 67 PRO 2.1
1 CA 1257 U 2.1
3 CcC 159 GLY 2.1
5 CE 22 GLY 2.1
15 AO 56 LEU 2.1
19 AS 72 GLY 2.1
36 DQ 61 GLY 2.1
45 BZ 106 GLY 2.1
10 CJ 60 ARG 2.1
13 CM 88 ARG 2.1
19 AS 78 ARG 2.1
2 CB 225 ALA 2.1
3 cC 182 ILE 2.1
3 CC 184 TYR 2.1
5 CE 109 ILE 2.1
13 AM 51 ALA 2.1
16 CP 19 ILE 2.1
30 BG 73 ALA 2.1
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Mol | Chain Res Type | RSRZ
30 BG 164 GLU 2.1
31 BH 58 GLU 2.1

1 AA 152 A 2.1
1 AA 1035 A 2.1
1 AA 1286 A 2.1
1 CA 978 A 2.1
1 CA 1285 A 2.1
14 CN 32 SER 2.1
19 AS 4 SER 2.1
25 BA | 2801(A) A 2.1
45 DZ 166 SER 2.1
5 AE 20 GLN 2.1
9 CI 124 GLN 2.1
1 AA 66 G 2.1
1 AA 1029 C 2.1
1 CA 1365 G 2.1
2 AB 101 MET 2.1
9 Al 28 VAL 2.1
12 CL 43 VAL 2.1
25 BA 1117 G 2.1
25 BA 1176 G 2.1
25 BA 2131 G 2.1
25 BA 2153 G 2.1
25 BA 2155 G 2.1
30 BG 5 VAL 2.1
50 D4 28 LYS 2.1
30 BG 34 LEU 2.1
2 AB 152 PHE 2.1
3 AC 9 GLY 2.1
16 CP 78 GLY 2.1
2 CB 166 ASP 2.1
8 AH 92 ARG 2.1
8 CH 30 ARG 2.1
9 Al 9 ARG 2.1
10 CJ 70 ARG 2.1
10 CJ 79 ARG 2.1
13 CM 29 ARG 2.1
15 AO 22 THR 2.1
30 DG 71 THR 2.1
46 DO 74 ARG 2.1
3 cC 71 ALA 2.1
4 CD 48 ALA 2.1
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Mol | Chain Res Type | RSRZ
10 Al 6 ILE 2.1
10 CJ 82 ILE 2.1
11 AK 42 TRP 2.1
19 AS 34 TRP 2.1
17 AQ 58 GLU 2.1

1 CA 1110 A 2.0
6 AF 90 VAL 2.0
17 AQ 5 VAL 2.0
25 BA 2790 A 2.0
30 DG 109 VAL 2.0
31 DH 17 VAL 2.0
32 DI 19 VAL 2.0
32 DI 145 VAL 2.0
32 DI 119 PRO 2.0
1 AA 1109 C 2.0
3 AC 178 LEU 2.0
4 AD 188 LEU 2.0
8 AH 2 LEU 2.0
10 CJ 65 LEU 2.0
16 CPp 60 LEU 2.0
25 DA 2137 C 2.0
32 DI 5 LEU 2.0
35 BP 3 LEU 2.0
44 DY 90 LEU 2.0
1 AA 347 G 2.0
1 CA 1048 G 2.0
1 CA 1253 G 2.0
1 CA 1361 G 2.0
2 CB 152 PHE 2.0
7 AG 81 GLY 2.0
15 CO 15 PHE 2.0
15 CO 54 ARG 2.0
20 CcT 101 GLY 2.0
21 Cu 10 ARG 2.0
25 BA 2156 G 2.0
25 BA 2833 G 2.0
25 DA 2182 G 2.0
31 DH 132 ARG 2.0
38 DS 29 PHE 2.0
49 D3 29 ARG 2.0
2 CB 41 ILE 2.0
2 CB 54 THR 2.0
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Mol | Chain Res Type | RSRZ
7 CG 42 ILE 2.0
13 CM 105 THR 2.0
25 DA 1026 U 2.0
37 BR 69 ASP 2.0
45 DZ 146 ILE 2.0
9 CI 122 ALA 2.0
39 DT 131 ALA 2.0
30 DG 59 GLU 2.0
31 DH 116 GLU 2.0
32 DI 95 LYS 2.0
2 AB 124 SER 2.0
2 CB 71 VAL 2.0
3 AC 68 VAL 2.0
4 CD 160 GLN 2.0
9 CI 41 VAL 2.0
19 CS 11 VAL 2.0
5 AE 93 PRO 2.0
16 CP 46 PRO 2.0
1 CA 1016 A 2.0
4 AD 176 LEU 2.0
4 CD 162 LEU 2.0
13 CM 48 LEU 2.0
16 AP 49 LEU 2.0
18 AR 44 LEU 2.0
20 AT 13 LEU 2.0
22 CV 15 A 2.0
22 CV 24 A 2.0
32 DI 38 LEU 2.0
47 B1 97 LEU 2.0
10 AJ 29 ARG 2.0
16 AP 42 ARG 2.0
2 AB 99 GLY 2.0
3 cC 10 PHE 2.0
16 AP 80 PHE 2.0
18 AR 57 GLY 2.0
19 AS 74 PHE 2.0
1 CA 979 C 2.0
8 CH 111 ILE 2.0
4 AD 48 ALA 2.0
4 CD 111 ALA 2.0
10 CJ 100 THR 2.0
46 DO 43 THR 2.0
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Mol | Chain Res Type | RSRZ
2 CB 191 ASP 2.0
25 BA 12 2.0
25 BA 90 2.0
25 BA 2150 2.0
1 CA 306 2.0
14 CN 17 LYS 2.0
25 BA 2148 G 2.0
25 DA 271(M) G 2.0
25 DA 2154 G 2.0
30 BG 48 GLU 2.0
29 BF 172 TRP 2.0
2 AB 236 TYR 2.0
40 DU 47 TYR 2.0
16 AP 2 VAL 2.0
53 D7 46 VAL 2.0

6.2 Non-standard residues in protein, DNA, RNA chains (i)

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. The B-factors column lists the minimum,
median, 95" percentile and maximum values of B factors of atoms in the group. The column
labelled ‘Q< 0.9’ lists the number of atoms with occupancy less than 0.9.

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
24 4SU CX 8 20/21 0.85 0.11 65,84,90,94 0
24 | bMU CX 54 21/22 0.86 0.12 66,78,87,98 0
24 | PSU CcX 55 20/21 0.86 0.11 59,68,84,85 0
24 | PSU AX 55 20/21 0.92 0.10 57,66,78,79 0
24 | 5MC CX 32 21/22 0.92 0.12 52,69,78,83 0
24 4SU AX 8 20/21 0.93 0.10 50,63,78,79 0
24 31H CcX 76 32/33 0.93 0.12 33,54,78,89 0
24 | 5MC AX 32 21/22 0.94 0.11 46,61,70,75 0
24 | bMU AX 54 21/22 0.94 0.09 55,69,75,82 0
23 | PPU CW 76 37/38 0.96 0.11 31,50,63,70 0
24 31H AX 76 32/33 0.96 0.12 27,44,76,98 0
23 | PPU AW 76 37/38 0.97 0.09 25,33,43,45 0

6.3 Carbohydrates (i)

There are no oligosaccharides in this entry.
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6.4 Ligands (i)

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. The B-factors column lists the minimum,
median, 95" percentile and maximum values of B factors of atoms in the group. The column

labelled ‘Q< 0.9” lists the number of atoms with occupancy less than 0.9.

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG DG 3001 1/1 0.55 0.21 81,81,81,81 0
56 MG DA 3574 1/1 0.66 0.33 56,56,56,56 0
56 MG CA 3138 1/1 0.69 0.17 58,58,58,58 0
56 MG DA 3504 1/1 0.71 0.17 49,49,49.49 0
56 MG DA 3247 1/1 0.73 0.15 49,49,49.49 0
56 MG AA 3184 1/1 0.75 0.23 74,74,74,74 0
56 MG AA 3056 1/1 0.75 0.29 69,69,69,69 0
56 MG AA 3180 1/1 0.75 0.15 56,56,56,56 0
56 MG CA 3105 1/1 0.76 0.25 84,84,84,84 0
56 MG AA 3167 1/1 0.76 0.25 73,73,73,73 0
56 MG BA 3580 1/1 0.76 0.13 62,62,62,62 0
56 MG DA 3478 1/1 0.77 0.25 53,53,53,53 0
56 MG CA 3126 1/1 0.77 0.15 73,73,73,73 0
56 MG BA 3639 1/1 0.77 0.19 64,64,64,64 0
56 MG CA 3119 1/1 0.77 0.12 48,48,48,48 0
56 | MG | DA [3326] 1/1 | 078 | 013 | 41,4141,41 0
56 MG DA 3354 1/1 0.78 0.16 51,51,51,51 0
56 MG CA 3149 1/1 0.78 0.38 66,66,66,66 0
56 MG DA 3271 1/1 0.79 0.17 55,55,55,55 0
56 MG AA 3055 1/1 0.79 0.20 72,72,72,72 0
56 MG CA 3068 1/1 0.79 0.20 74,74,74,74 0
5% | MG | DA | 3446 | 1/1 | 079 | 0.12 | 46,46,46,46 0
56 MG AF 3001 1/1 0.80 0.18 52,52,52,52 0
56 MG CA 3140 1/1 0.80 0.23 61,61,61,61 0
5% | MG | DA | 3475 1/1 080 | 0.14 | 41414141 0
5 | MG | BA | 3634 1/1 0.80 | 023 | 41414141 0
56 MG CA 3108 1/1 0.80 0.20 59,59,59,59 0
56 MG BA 3569 1/1 0.80 0.17 55,55,55,55 0
56 MG BB 3009 1/1 0.80 0.18 67,67,67,67 0
5 | MG | CA |3125| 1/1 081 | 024 | 7717171 0
56 MG BA 3631 1/1 0.81 0.13 41,41,41.,41 0
56 MG DA 3103 1/1 0.81 0.08 56,56,56,56 0
5 | MG | DA | 3443 | 1/1 081 | 0.12 | 49,49,49.49 0
56 MG AA 3106 1/1 0.81 0.15 50,50,50,50 0
56 MG DA 3366 1/1 0.82 0.12 43,43,43,43 0
56 MG DA 3416 1/1 0.82 0.13 44.44.44 44 0
56 MG BA 3536 1/1 0.82 0.21 53,53,53,53 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG BA | 3497 1/1 0.82 0.14 34,34,34,34 0
56 MG BA | 3633 1/1 0.82 0.15 57,57,57,57 0
56 MG BZ 3001 1/1 0.82 0.12 58,58,58,58 0
56 MG CA | 3016 1/1 0.82 0.16 68,68,68,68 0
56 MG DA | 3507 1/1 0.82 0.13 54,54,54,54 0
56 MG DA | 3566 1/1 0.82 0.15 61,61,61,61 0
56 MG CA | 3035 1/1 0.82 0.13 66,66,66,66 0
56 MG DB | 3006 1/1 0.82 0.13 55,55,55,55 0
56 MG CA | 3065 1/1 0.82 0.14 55,55,55,55 0
56 MG DW | 3002 1/1 0.82 0.11 60,60,60,60 0
56 MG CA | 3145 1/1 0.83 0.18 59,59,59,59 0
56 MG DA | 3518 1/1 0.83 0.19 53,53,53,53 0
56 MG DA | 3301 1/1 0.83 0.13 56,56,56,56 0
56 MG DA | 3302 1/1 0.83 0.10 43,43,43,43 0
56 MG BA | 3062 1/1 0.83 0.18 46,46,46,46 0
56 MG CA | 3104 1/1 0.83 0.29 74,74,74,74 0
56 MG AA | 3024 1/1 0.83 0.38 60,60,60,60 0
56 MG DY 502 1/1 0.83 0.14 51,51,51,51 0
56 MG BA | 3466 1/1 0.84 0.26 49,49,49,49 0
56 MG AA | 3049 1/1 0.84 0.14 47,4747 .47 0
56 MG CA | 3151 1/1 0.84 0.20 50,50,50,50 0
56 MG DA | 3020 1/1 0.84 0.22 50,50,50,50 0
56 MG DA | 3474 1/1 0.84 0.11 62,62,62,62 0
56 MG DA | 3090 1/1 0.84 0.10 54,54,54,54 0
56 MG BA | 3505 1/1 0.84 0.23 46,46,46,46 0
56 MG DA | 3479 1/1 0.84 0.18 63,63,63,63 0
56 MG DA | 3150 1/1 0.84 0.35 59,55,55,55 0
56 MG AA | 3181 1/1 0.84 0.17 53,53,53,53 0
56 MG AA | 3109 1/1 0.84 0.22 44,44,44,44 0
56 MG DA | 3538 1/1 0.84 0.10 39,39,39,39 0
56 MG DA | 3300 1/1 0.84 0.18 58,58,58,58 0
56 MG AA | 3160 1/1 0.84 0.12 71,71,71,71 0
56 MG AA | 3086 1/1 0.84 0.37 61,61,61,61 0
56 MG DB | 3009 1/1 0.84 0.14 60,60,60,60 0
56 MG CA | 3139 1/1 0.84 0.15 67,67,67,67 0
56 MG DA | 3343 1/1 0.84 0.23 56,56,56,56 0
56 MG BA | 3331 1/1 0.84 0.12 59,59,59,59 0
56 MG CA | 3103 1/1 0.85 0.16 52,52,52,52 0
56 MG CA | 3129 1/1 0.85 0.11 55,55,55,55 0
56 MG CA | 3011 1/1 0.85 0.17 66,66,66,66 0
56 MG DA | 3539 1/1 0.85 0.16 52,52,52,52 0
56 MG BA | 3617 1/1 0.85 0.25 66,66,66,66 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG AA | 3088 1/1 0.85 0.20 62,62,62,62 0
56 MG BA | 3632 1/1 0.85 0.25 54,54,54,54 0
56 MG BA | 3611 1/1 0.85 0.20 59,59,59,59 0
56 MG DA | 3485 1/1 0.85 0.18 60,60,60,60 0
56 MG DA | 3501 1/1 0.85 0.11 55,55,55,55 0
56 MG DA | 3381 1/1 0.85 0.20 56,56,56,56 0
56 MG AA | 3149 1/1 0.86 0.17 68,68,68,68 0
56 MG AA | 3027 1/1 0.86 0.21 71,71,71,71 0
56 MG DA | 3359 1/1 0.86 0.17 43,43,43,43 0
56 MG BA | 3043 1/1 0.86 0.20 36,36,36,36 0
56 MG CA | 3132 1/1 0.86 0.25 73,73,73,73 0
56 MG DA | 3398 1/1 0.86 0.14 51,51,51,51 0
56 MG BA | 3545 1/1 0.86 0.11 54,54,54,54 0
56 MG BA | 3557 1/1 0.86 0.18 42,42,42 42 0
56 MG AA | 3092 1/1 0.86 0.23 61,61,61,61 0
56 MG BA | 3244 1/1 0.86 0.21 46,46,46,46 0
56 MG BA | 3582 1/1 0.86 0.14 31,31,31,31 0
56 MG CA | 3036 1/1 0.86 0.14 56,56,56,56 0
56 MG BA | 3583 1/1 0.86 0.12 37,37,37,37 0
56 MG DA | 3058 1/1 0.86 0.20 45,45,45,45 0
56 MG BA | 3584 1/1 0.86 0.14 44,4444 44 0
56 MG CA | 3083 1/1 0.86 0.22 66,66,66,66 0
56 MG DA | 3135 1/1 0.86 0.12 47474747 0
56 MG CA | 3084 1/1 0.86 0.13 72,72,72,72 0
56 MG BA | 3601 1/1 0.86 0.15 50,50,50,50 0
56 MG DA | 3251 1/1 0.86 0.22 62,62,62,62 0
56 MG DA | 3557 1/1 0.86 0.13 62,62,62,62 0
56 MG DA | 3561 1/1 0.86 0.14 63,63,63,63 0
56 MG AA | 3013 1/1 0.86 0.25 58,58,58,58 0
56 MG DA | 3568 1/1 0.86 0.11 60,60,60,60 0
56 MG DA | 3274 1/1 0.86 0.13 56,56,56,56 0
56 MG DA | 3580 1/1 0.86 0.10 58,58,58,58 0
56 MG DB | 3005 1/1 0.86 0.11 56,56,56,56 0
56 MG AA | 3054 1/1 0.86 0.17 65,65,65,65 0
56 MG BA | 3483 1/1 0.86 0.14 47,4747 47 0
56 MG BA | 3496 1/1 0.86 0.16 31,31,31,31 0
56 MG DQ | 3003 1/1 0.86 0.13 50,50,50,50 0
56 MG DA | 3309 1/1 0.86 0.13 60,60,60,60 0
56 MG CA | 3121 1/1 0.86 0.15 61,61,61,61 0
56 MG BA | 3307 1/1 0.87 0.08 63,63,63,63 0
56 MG BA | 3585 1/1 0.87 0.25 50,50,50,50 0
56 MG BA | 3510 1/1 0.87 0.19 25,25,25,25 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG CA | 3019 1/1 0.87 0.34 71,71,71,71 0
56 MG CA | 3034 1/1 0.87 0.24 67,67,67,67 0
56 MG AA | 3061 1/1 0.87 0.22 62,62,62,62 0
56 MG BA | 3395 1/1 0.87 0.10 54,54,54,54 0
56 MG CA | 3049 1/1 0.87 0.18 51,51,51,51 0
56 MG DA | 3325 1/1 0.87 0.12 54,54,54,54 0
56 MG BA | 3412 1/1 0.87 0.11 48,48,48,48 0
56 MG CA | 3067 1/1 0.87 0.19 63,63,63,63 0
56 MG AA | 3171 1/1 0.87 0.10 62,62,62,62 0
56 MG CA | 3078 1/1 0.87 0.18 66,66,66,66 0
56 MG BA | 3574 1/1 0.87 0.19 55,55,55,55 0
56 MG DA | 3022 1/1 0.87 0.19 39,39,39,39 0
56 MG BA | 3211 1/1 0.87 0.22 29,29,29,29 0
56 MG BA | 3229 1/1 0.87 0.20 54,54,54,54 0
56 MG DA | 3425 1/1 0.87 0.10 37,37,37,37 0
56 MG DA | 3428 1/1 0.87 0.15 33,33,33,33 0
56 MG DF 303 1/1 0.87 0.17 57,57,57,57 0
56 MG DA | 3437 1/1 0.87 0.15 48,48,48,48 0
56 MG AA | 3102 1/1 0.87 0.23 60,60,60,60 0
56 MG BB | 3010 1/1 0.87 0.09 70T 0
56 MG BB | 3015 1/1 0.87 0.10 48,48,48,48 0
56 MG DA | 3467 1/1 0.88 0.14 47474747 0
56 MG DA | 3470 1/1 0.88 0.30 52,52,52,52 0
56 MG DA | 3252 1/1 0.88 0.12 53,53,53,53 0
56 MG AA | 3121 1/1 0.88 0.14 40,40,40,40 0
56 MG AA | 3003 1/1 0.88 0.12 57,57,57,57 0
56 MG DA | 3275 1/1 0.88 0.12 45,45,45,45 0
56 MG CA | 3041 1/1 0.88 0.18 67,67,67,67 0
56 MG DA | 3496 1/1 0.88 0.10 46,46,46,46 0
56 MG CA | 3133 1/1 0.88 0.19 68,68,68,68 0
56 MG CA | 3048 1/1 0.88 0.39 52,52,52,52 0
56 MG AA | 3057 1/1 0.88 0.29 67,67,67,67 0
56 MG BB | 3003 1/1 0.88 0.09 61,61,61,61 0
56 MG DA | 3526 1/1 0.88 0.14 64,64,64,64 0
56 MG AA | 3058 1/1 0.88 0.19 62,62,62,62 0
56 MG AA ] 3023 1/1 0.88 0.30 71,71,71,71 0
56 MG DA | 3347 1/1 0.88 0.09 41,41,41,41 0
56 MG BA | 3553 1/1 0.88 0.49 48,48,48,48 0
56 MG BG | 3003 1/1 0.88 0.09 41,41,41,41 0
56 MG DA | 3567 1/1 0.88 0.11 41,41,41,41 0
56 MG BA | 3094 1/1 0.88 0.14 45,45,45,45 0
56 MG DA | 3373 1/1 0.88 0.09 42,42.42 42 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG CA | 3003 1/1 0.88 0.21 65,65,65,65 0
56 MG DA | 3585 1/1 0.88 0.09 37,37,37,37 0
56 MG CA | 3009 1/1 0.88 0.17 55,55,55,55 0
56 MG BA | 3612 1/1 0.88 0.18 51,51,51,51 0
56 MG DA | 3420 1/1 0.88 0.09 46,46,46,46 0
56 MG AA | 3176 1/1 0.88 0.14 60,60,60,60 0
56 MG DA | 3147 1/1 0.88 0.20 47.47,47,47 0
56 MG DN | 5001 1/1 0.88 0.12 65,65,65,65 0
56 MG AA | 3045 1/1 0.88 0.25 60,60,60,60 0
56 MG CA | 3021 1/1 0.88 0.14 52,52,52,52 0
56 MG BA | 3576 1/1 0.88 0.13 48,48,48,48 0
56 MG AA | 3042 1/1 0.89 0.20 54,54,54,54 0
56 MG AA | 3164 1/1 0.89 0.14 61,61,61,61 0
56 MG BA | 3306 1/1 0.89 0.17 54,54,54,54 0
56 MG DA | 3412 1/1 0.89 0.19 53,53,53,53 0
56 MG CA | 3004 1/1 0.89 0.11 51,51,51,51 0
56 MG AA | 3016 1/1 0.89 0.16 49,49,49.,49 0
56 MG BA | 3323 1/1 0.89 0.11 61,61,61,61 0
56 MG BA | 3578 1/1 0.89 0.12 59,59,59,59 0
56 MG BA | 3579 1/1 0.89 0.10 46,46,46,46 0
56 MG BA | 3036 1/1 0.89 0.13 56,56,56,56 0
56 MG CA | 3025 1/1 0.89 0.11 48,48,48,48 0
56 MG CA | 3033 1/1 0.89 0.28 52,52,52,52 0
56 MG BA | 3357 1/1 0.89 0.10 30,30,30,30 0
56 MG DA | 3066 1/1 0.89 0.13 49,49,49,49 0
56 MG DA | 3083 1/1 0.89 0.09 48,48,48,48 0
56 MG BA | 3367 1/1 0.89 0.12 49,49,49,49 0
56 MG DA | 3100 1/1 0.89 0.09 34,34,34,34 0
56 MG BA | 3387 1/1 0.89 0.21 49,49,49.,49 0
56 MG DA | 3109 1/1 0.89 0.08 50,50,50,50 0
56 MG AA | 3169 1/1 0.89 0.15 71,71,71,71 0
56 MG BA | 3593 1/1 0.89 0.23 39,39,39,39 0
56 MG BA | 3401 1/1 0.89 0.14 32,32,32,32 0
56 MG DA | 3173 1/1 0.89 0.15 54,54,54,54 0
56 MG DA | 3191 1/1 0.89 0.14 53,53,53,53 0
56 MG CA | 3055 1/1 0.89 0.11 62,62,62,62 0
56 MG BA | 3605 1/1 0.89 0.08 46,46,46,46 0
56 MG DA | 3545 1/1 0.89 0.16 58,58,58,58 0
56 MG BA | 3056 1/1 0.89 0.13 46,46,46,46 0
56 MG AA | 3002 1/1 0.89 0.23 43,43,43,43 0
56 MG BA | 3469 1/1 0.89 0.09 28,28,28,28 0
56 MG CA | 3082 1/1 0.89 0.32 62,62,62,62 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG BA | 3619 1/1 0.89 0.12 30,30,30,30 0
56 MG BA | 3075 1/1 0.89 0.31 58,58,58,58 0
56 MG BA | 3495 1/1 0.89 0.23 48,48,48,48 0
56 MG DA | 3307 1/1 0.89 0.09 53,53,53,53 0
56 MG BA | 3090 1/1 0.89 0.16 44,4444 44 0
56 MG AA | 3142 1/1 0.89 0.17 60,60,60,60 0
56 MG DB | 3007 1/1 0.89 0.09 38,38,38,38 0
56 MG BA | 3111 1/1 0.89 0.08 27,27,27,27 0
56 MG DA | 3337 1/1 0.89 0.07 42,42.42 42 0
56 MG CA | 3118 1/1 0.89 0.15 78,78,78,78 0
56 MG BA | 3192 1/1 0.89 0.26 58,58,58,58 0
56 MG BA | 3523 1/1 0.89 0.10 50,50,50,50 0
56 MG AA | 3073 1/1 0.89 0.24 50,50,50,50 0
56 MG BA | 3213 1/1 0.89 0.20 21,21,21,21 0
56 MG BA | 3609 1/1 0.90 0.10 44,44,44 44 0
56 MG DA | 3399 1/1 0.90 0.08 40,40,40,40 0
56 MG DA | 3402 1/1 0.90 0.11 63,63,63,63 0
56 MG BA | 3488 1/1 0.90 0.22 36,36,36,36 0
56 MG BA | 3237 1/1 0.90 0.21 57,57,57,57 0
56 MG DA | 3067 1/1 0.90 0.24 53,53,53,53 0
56 MG AA | 3093 1/1 0.90 0.14 45,45,45,45 0
56 MG BA | 3246 1/1 0.90 0.20 56,56,56,56 0
56 MG DA | 3098 1/1 0.90 0.09 46,46,46,46 0
56 MG BA | 3503 1/1 0.90 0.13 30,30,30,30 0
56 MG BA | 3293 1/1 0.90 0.11 17,17,17,17 0
56 MG DA | 3108 1/1 0.90 0.10 46,46,46,46 0
56 MG CA | 3072 1/1 0.90 0.22 57,57,57,57 0
56 MG BA | 3044 1/1 0.90 0.15 30,30,30,30 0
56 MG AA | 3038 1/1 0.90 0.23 53,53,53,53 0
56 MG AA | 3062 1/1 0.90 0.30 58,58,58,58 0
56 MG DA | 3163 1/1 0.90 0.26 31,31,31,31 0
56 MG DA | 3166 1/1 0.90 0.16 35,35,35,35 0
56 MG DA | 3487 1/1 0.90 0.09 50,50,50,50 0
56 MG AA | 3041 1/1 0.90 0.20 52,52,52,52 0
56 MG DA | 3500 1/1 0.90 0.17 46,46,46,46 0
56 MG BB | 3005 1/1 0.90 0.18 30,30,30,30 0
56 MG DA | 3211 1/1 0.90 0.17 35,35,35,35 0
56 MG BA | 3549 1/1 0.90 0.16 57,57,57,57 0
56 MG DA | 3515 1/1 0.90 0.09 64,64,64,64 0
56 MG BA | 3350 1/1 0.90 0.14 59,59,59,59 0
56 MG AA | 3113 1/1 0.90 0.21 53,53,53,53 0
56 MG DA | 3530 1/1 0.90 0.14 60,60,60,60 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG DA | 3531 1/1 0.90 0.11 69,69,69,69 0
56 MG BA | 3567 1/1 0.90 0.09 53,53,53,53 0
56 MG BA | 3359 1/1 0.90 0.10 54,54,54,54 0
56 MG DA | 3541 1/1 0.90 0.11 57,57,57,57 0
56 MG DA | 3544 1/1 0.90 0.12 51,51,51,51 0
56 MG AA | 3085 1/1 0.90 0.23 63,63,63,63 0
56 MG CA | 3123 1/1 0.90 0.17 66,66,66,66 0
56 MG BA | 3373 1/1 0.90 0.13 41,41,41,41 0
56 MG BA | 3381 1/1 0.90 0.18 31,31,31,31 0
56 MG AA | 3010 1/1 0.90 0.20 60,60,60,60 0
56 MG CA | 3013 1/1 0.90 0.16 53,53,53,53 0
56 MG AA | 3015 1/1 0.90 0.12 56,56,56,56 0
56 MG CA | 3137 1/1 0.90 0.14 66,66,66,66 0
56 MG DA | 3584 1/1 0.90 0.13 61,61,61,61 0
56 MG BA | 3206 1/1 0.90 0.21 41,41,41,41 0
56 MG BA | 3403 1/1 0.90 0.13 18,18,18,18 0
56 MG AA | 3185 1/1 0.90 0.08 64,64,64,64 0
56 MG DA | 3351 1/1 0.90 0.09 46,46,46,46 0
56 MG BA | 3415 1/1 0.90 0.15 54,54,54,54 0
56 MG AA | 3151 1/1 0.90 0.18 45,45,45,45 0
56 MG AA ] 3035 1/1 0.90 0.23 65,65,65,65 0
56 MG DA | 3371 1/1 0.90 0.07 46,46,46,46 0
56 MG DA | 3017 1/1 0.90 0.25 46,46,46,46 0
56 MG DA | 3375 1/1 0.90 0.12 49,49,49.,49 0
56 MG BA | 3230 1/1 0.90 0.07 40,40,40,40 0
56 MG DA | 3340 1/1 0.91 0.11 A7, 47,4747 0
56 MG CA | 3120 1/1 0.91 0.17 51,51,51,51 0
56 MG AA | 3110 1/1 0.91 0.12 60,60,60,60 0
56 MG AA | 3012 1/1 0.91 0.10 64,64,64,64 0
56 MG AA | 3119 1/1 0.91 0.16 57,57,57,57 0
56 MG BA | 3235 1/1 0.91 0.09 51,51,51,51 0
56 MG BH | 3001 1/1 0.91 0.19 56,56,56,56 0
56 MG BO | 5001 1/1 0.91 0.18 62,62,62,62 0
56 MG AA | 3076 1/1 0.91 0.14 52,52,52,52 0
56 MG BA | 3404 1/1 0.91 0.16 38,38,38,38 0
56 MG BA | 3405 1/1 0.91 0.11 26,26,26,26 0
56 MG CA | 3007 1/1 0.91 0.07 50,50,50,50 0
56 MG AA | 3126 1/1 0.91 0.29 54,54,54,54 0
56 MG AA | 3006 1/1 0.91 0.11 67,67,67,67 0
56 MG DA | 3406 1/1 0.91 0.09 50,50,50,50 0
56 MG CA | 3148 1/1 0.91 0.11 57,57,57,57 0
56 MG CA | 3012 1/1 0.91 0.18 52,52,52,52 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG BA | 3423 1/1 0.91 0.11 47474747 0
56 MG DA | 3424 1/1 0.91 0.14 30,30,30,30 0
56 MG CA | 3152 1/1 0.91 0.13 75,75,75,75 0
56 MG BA | 3428 1/1 0.91 0.08 58,58,58,58 0
56 MG CA | 3018 1/1 0.91 0.10 43,43,43,43 0
56 MG BA | 3443 1/1 0.91 0.09 44,44,44 44 0
56 MG DA | 3445 1/1 0.91 0.13 48,48,48,48 0
56 MG DA | 3028 1/1 0.91 0.10 A47.47,47.47 0
56 MG BA | 3278 1/1 0.91 0.08 50,50,50,50 0
56 MG AA | 3018 1/1 0.91 0.16 50,50,50,50 0
56 MG DA | 3473 1/1 0.91 0.10 50,50,50,50 0
56 MG BA | 3476 1/1 0.91 0.07 51,51,51,51 0
56 MG DA | 3070 1/1 0.91 0.30 49,49,49,49 0
56 MG DA | 3477 1/1 0.91 0.09 42,42,42 42 0
56 MG DA | 3076 1/1 0.91 0.07 43,43,43,43 0
56 MG BA | 3596 1/1 0.91 0.15 56,56,56,56 0
56 MG DA | 3483 1/1 0.91 0.10 54,54,54,54 0
56 MG DA | 3484 1/1 0.91 0.12 34,34,34,34 0
56 MG DA | 3088 1/1 0.91 0.06 39,39,39,39 0
56 MG BA | 3600 1/1 0.91 0.20 68,68,68,68 0
56 MG BA | 3480 1/1 0.91 0.17 43,43,43,43 0
56 MG BA | 3604 1/1 0.91 0.07 28,28,28,28 0
56 MG BA | 3297 1/1 0.91 0.08 39,39,39,39 0
56 MG BA | 3300 1/1 0.91 0.15 39,39,39,39 0
56 MG DA | 3506 1/1 0.91 0.11 65,65,65,65 0
56 MG CA | 3050 1/1 0.91 0.21 67,67,67,67 0
56 MG AA | 3019 1/1 0.91 0.27 62,62,62,62 0
56 MG DA | 3516 1/1 0.91 0.08 61,61,61,61 0
56 MG AA | 3153 1/1 0.91 0.17 50,50,50,50 0
56 MG CA | 3066 1/1 0.91 0.21 43,43,43,43 0
56 MG BA | 3112 1/1 0.91 0.14 40,40,40,40 0
56 MG BA | 3125 1/1 0.91 0.14 51,51,51,51 0
56 MG BA | 3626 1/1 0.91 0.15 50,50,50,50 0
56 MG CA | 3077 1/1 0.91 0.18 44,44,44 44 0
56 MG DA | 3192 1/1 0.91 0.12 51,51,51,51 0
56 MG DA | 3206 1/1 0.91 0.08 50,50,50,50 0
56 MG BA | 3627 1/1 0.91 0.13 54,54,54,54 0
56 MG DA | 3552 1/1 0.91 0.17 49,49,49,49 0
56 MG DA | 3213 1/1 0.91 0.12 34,34,34,34 0
56 MG BA | 3629 1/1 0.91 0.17 60,60,60,60 0
56 MG BA | 3140 1/1 0.91 0.17 33,33,33,33 0
56 MG BA | 3507 1/1 0.91 0.11 53,53,53,53 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG DA | 3257 1/1 0.91 0.11 55,55,55,55 0
56 MG CA | 3085 1/1 0.91 0.13 52,52,52,52 0
56 MG DA | 3578 1/1 0.91 0.10 47474747 0
56 MG DA | 3272 1/1 0.91 0.10 57,57,57,57 0
56 MG CA | 3090 1/1 0.91 0.17 66,66,66,66 0
56 MG CA | 3091 1/1 0.91 0.19 66,66,66,66 0
56 MG DB | 3004 1/1 0.91 0.11 36,36,36,36 0
56 MG BA | 3171 1/1 0.91 0.09 44,44,44,44 0
56 MG BA | 3513 1/1 0.91 0.08 60,60,60,60 0
56 MG AA | 3156 1/1 0.91 0.10 61,61,61,61 0
56 MG BA | 3642 1/1 0.91 0.20 A7, 47,47 47 0
56 MG DB | 3012 1/1 0.91 0.13 53,53,53,53 0
56 MG CA | 3113 1/1 0.91 0.14 57,57,57,57 0
56 MG CA | 3114 1/1 0.91 0.14 80,80,80,80 0
56 MG AA | 3187 1/1 0.91 0.13 33,33,33,33 0
56 MG DA | 3327 1/1 0.91 0.14 34,34,34,34 0
56 MG DA | 3328 1/1 0.91 0.13 48,48,48,48 0
56 MG AA | 3158 1/1 0.91 0.11 54,54,54,54 0
56 MG D8 5002 1/1 0.91 0.17 64,64,64,64 0
56 MG BD 302 1/1 0.92 0.09 45,45,45,45 0
56 MG BA | 3347 1/1 0.92 0.14 53,53,53,53 0
56 MG BA | 3130 1/1 0.92 0.09 40,40,40,40 0
56 MG BA | 3550 1/1 0.92 0.17 44,44,44 44 0
56 MG BW | 3002 1/1 0.92 0.13 57,57,57,57 0
56 MG CA | 3131 1/1 0.92 0.10 65,65,65,65 0
56 MG DA | 3346 1/1 0.92 0.10 33,33,33,33 0
56 MG BY 502 1/1 0.92 0.08 35,35,35,35 0
56 MG BY 503 1/1 0.92 0.07 42,42.42 42 0
56 MG DA | 3352 1/1 0.92 0.07 45,45,45,45 0
56 MG CA | 3136 1/1 0.92 0.08 53,53,53,53 0
56 MG BA | 3013 1/1 0.92 0.08 35,35,35,35 0
56 MG DA | 3360 1/1 0.92 0.09 39,39,39,39 0
56 MG DA | 3361 1/1 0.92 0.15 38,38,38,38 0
56 MG BA | 3141 1/1 0.92 0.10 45,45,45,45 0
56 MG BA | 3019 1/1 0.92 0.23 49,49,49.49 0
56 MG BA | 3023 1/1 0.92 0.10 40,40,40,40 0
56 MG BA | 3571 1/1 0.92 0.16 50,50,50,50 0
56 MG AA | 3154 1/1 0.92 0.19 51,51,51,51 0
56 MG DA | 3386 1/1 0.92 0.17 48,48,48,48 0
56 MG BA | 3575 1/1 0.92 0.08 59,55,55,55 0
56 MG AA | 3125 1/1 0.92 0.21 41,41,41.41 0
56 MG AA | 3179 1/1 0.92 0.21 63,63,63,63 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG DA | 3004 1/1 0.92 0.18 51,51,51,51 0
56 MG DA | 3409 1/1 0.92 0.22 53,53,53,53 0
56 MG DA | 3009 1/1 0.92 0.08 42,42,42 42 0
56 MG BA | 3046 1/1 0.92 0.13 29,29,29,29 0
56 MG DA | 3418 1/1 0.92 0.10 29,29,29,29 0
56 MG AA | 3112 1/1 0.92 0.19 94,94,94,94 0
56 MG DA | 3021 1/1 0.92 0.11 59,55,55,55 0
56 MG AA | 3159 1/1 0.92 0.07 56,56,56,56 0
56 MG BA | 3074 1/1 0.92 0.11 45,45,45,45 0
56 MG DA | 3432 1/1 0.92 0.18 33,33,33,33 0
56 MG DA | 3032 1/1 0.92 0.17 42,42,42 42 0
56 MG DA | 3438 1/1 0.92 0.15 38,38,38,38 0
56 MG DA | 3050 1/1 0.92 0.10 41,41,41,41 0
56 MG DA | 3052 1/1 0.92 0.08 49,49,49,49 0
56 MG BA | 3408 1/1 0.92 0.09 56,56,56,56 0
56 MG DA | 3454 1/1 0.92 0.11 64,64,64,64 0
56 MG DA | 3465 1/1 0.92 0.13 38,38,38,38 0
56 MG BA | 3241 1/1 0.92 0.29 26,26,26,26 0
56 MG AA | 3004 1/1 0.92 0.15 67,67,67,67 0
56 MG BA | 3594 1/1 0.92 0.13 37,37,37,37 0
56 MG DA | 3075 1/1 0.92 0.13 41,41,41,41 0
56 MG BA | 3077 1/1 0.92 0.22 37,37,37,37 0
56 MG BA | 3254 1/1 0.92 0.12 45,45,45,45 0
56 MG BA | 3437 1/1 0.92 0.26 58,58,58,58 0
56 MG BA | 3602 1/1 0.92 0.10 31,31,31,31 0
56 MG DA | 3092 1/1 0.92 0.21 45,45,45,45 0
56 MG BA | 3265 1/1 0.92 0.27 47.47,47.47 0
56 MG CA | 3059 1/1 0.92 0.20 58,58,58,58 0
56 MG CA | 3062 1/1 0.92 0.13 57,57,57,57 0
56 MG DA | 3494 1/1 0.92 0.13 49,49,49.49 0
56 MG BA | 3449 1/1 0.92 0.08 47474747 0
56 MG BA | 3084 1/1 0.92 0.13 34,34,34,34 0
56 MG DA | 3113 1/1 0.92 0.12 41,41,41,41 0
56 MG DA | 3503 1/1 0.92 0.07 38,38,38,38 0
56 MG DA | 3118 1/1 0.92 0.17 49,49,49.49 0
56 MG DA | 3121 1/1 0.92 0.11 50,50,50,50 0
56 MG DA | 3125 1/1 0.92 0.10 47474747 0
56 MG DA | 3508 1/1 0.92 0.07 38,38,38,38 0
56 MG DA | 3510 1/1 0.92 0.14 53,53,53,53 0
56 MG DA | 3127 1/1 0.92 0.10 41,41,41,41 0
56 MG AA | 3079 1/1 0.92 0.33 49,49,49.,49 0
56 MG AA | 3105 1/1 0.92 0.15 44,44,44 44 0

Continued on next page...



Page 357

Full wwPDB X-ray Structure Validation Report

1VYG6

Continued from previous page...

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG CA | 3071 1/1 0.92 0.30 51,51,51,51 0
56 MG DA | 3162 1/1 0.92 0.19 57,57,57,57 0
56 MG BA | 3098 1/1 0.92 0.23 56,56,56,56 0
56 MG AA | 3124 1/1 0.92 0.13 30,30,30,30 0
56 MG BA | 3624 1/1 0.92 0.13 49,49,49,49 0
56 MG DA | 3178 1/1 0.92 0.18 46,46,46,46 0
56 MG CA | 3081 1/1 0.92 0.12 56,56,56,56 0
56 MG BA | 3001 1/1 0.92 0.15 35,35,35,35 0
56 MG DA | 3201 1/1 0.92 0.13 51,51,51,51 0
56 MG DA | 3553 1/1 0.92 0.15 46,46,46,46 0
56 MG BA | 3309 1/1 0.92 0.09 32,32,32,32 0
56 MG BA | 3316 1/1 0.92 0.09 61,61,61,61 0
56 MG DA | 3563 1/1 0.92 0.11 60,60,60,60 0
56 MG BA | 3124 1/1 0.92 0.15 58,58,58,58 0
56 MG DA | 3236 1/1 0.92 0.14 47,4747 47 0
56 MG DA | 3239 1/1 0.92 0.15 56,56,56,56 0
56 MG DA | 3242 1/1 0.92 0.17 60,60,60,60 0
56 MG CA | 3086 1/1 0.92 0.17 68,68,68,68 0
56 MG BA | 3498 1/1 0.92 0.16 37,37,37,37 0
56 MG BA | 3324 1/1 0.92 0.10 53,53,53,53 0
56 MG CA | 3096 1/1 0.92 0.13 61,61,61,61 0
56 MG DA | 3592 1/1 0.92 0.30 52,52,52,52 0
56 MG DA | 3263 1/1 0.92 0.07 39,39,39,39 0
56 MG DA | 3269 1/1 0.92 0.14 43,43,43,43 0
56 MG BA | 3328 1/1 0.92 0.10 39,39,39,39 0
56 MG BA | 3329 1/1 0.92 0.09 30,30,30,30 0
56 MG BA | 3002 1/1 0.92 0.11 39,39,39,39 0
56 MG CA | 3107 1/1 0.92 0.23 56,56,56,56 0
56 MG DE | 3001 1/1 0.92 0.07 43,43,43,43 0
56 MG BA | 3675 1/1 0.92 0.25 33,33,33,33 0
56 MG BA | 3339 1/1 0.92 0.11 34,34,34,34 0
56 MG BA | 3515 1/1 0.92 0.10 25,25,25,25 0
56 MG BA | 3340 1/1 0.92 0.08 42,42,42 42 0
56 MG BA | 3524 1/1 0.92 0.08 57,57,57,57 0
56 MG DA | 3323 1/1 0.92 0.07 35,35,35,35 0
56 MG D7 101 1/1 0.92 0.40 51,51,51,51 0
56 MG BA | 3345 1/1 0.92 0.15 41,41,41,41 0
56 MG BU 205 1/1 0.93 0.11 53,53,53,53 0
56 MG BV 201 1/1 0.93 0.25 36,36,36,36 0
56 MG BA | 3561 1/1 0.93 0.09 59,55,55,55 0
56 MG BA | 3565 1/1 0.93 0.12 51,51,51,51 0
56 MG BA | 3566 1/1 0.93 0.11 46,46,46,46 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG DA | 3329 1/1 0.93 0.07 48,48,48,48 0
56 MG BA | 3398 1/1 0.93 0.12 41,41,41,41 0
56 MG BO 104 1/1 0.93 0.21 48,48,48,48 0
56 MG BA | 3064 1/1 0.93 0.15 30,30,30,30 0
56 MG BA | 3073 1/1 0.93 0.10 14,14,14,14 0
56 MG AA | 3065 1/1 0.93 0.20 48,48,48,48 0
56 MG AA | 3107 1/1 0.93 0.22 36,36,36,36 0
56 MG CE 202 1/1 0.93 0.10 68,68,68,68 0
56 MG CF | 3001 1/1 0.93 0.11 45,45,45,45 0
56 MG CJ 5001 1/1 0.93 0.07 60,60,60,60 0
56 MG CK | 3001 1/1 0.93 0.14 50,50,50,50 0
56 MG CX 101 1/1 0.93 0.18 48,48,48,48 0
56 MG DA | 3365 1/1 0.93 0.07 29,29,29,29 0
56 MG AA | 3066 1/1 0.93 0.22 46,46,46,46 0
56 MG AE | 3001 1/1 0.93 0.06 71,71,71,71 0
56 MG BA | 3261 1/1 0.93 0.15 53,53,53,53 0
56 MG CA | 3015 1/1 0.93 0.10 43,43,43,43 0
56 MG BA | 3416 1/1 0.93 0.12 64,64,64,64 0
56 MG DA | 3384 1/1 0.93 0.16 52,52,52,52 0
56 MG BA | 3088 1/1 0.93 0.09 42,42,42 42 0
56 MG DA | 3392 1/1 0.93 0.09 54,54,54,54 0
56 MG DA | 3025 1/1 0.93 0.09 41,41,41,41 0
56 MG BA | 3425 1/1 0.93 0.16 53,53,53,53 0
56 MG AA | 3039 1/1 0.93 0.07 45,45,45,45 0
56 MG DA | 3033 1/1 0.93 0.15 37,37,37,37 0
56 MG DA | 3408 1/1 0.93 0.11 28,28,28,28 0
56 MG DA | 3039 1/1 0.93 0.24 51,51,51,51 0
56 MG DA | 3044 1/1 0.93 0.05 A7.47,47.47 0
56 MG DA | 3414 1/1 0.93 0.07 42,42.42 42 0
56 MG DA | 3047 1/1 0.93 0.17 41,41,41,41 0
56 MG BA | 3288 1/1 0.93 0.11 48,48,48,48 0
56 MG CA | 3028 1/1 0.93 0.07 52,52,52,52 0
56 MG DA | 3423 1/1 0.93 0.09 40,40,40,40 0
56 MG CA | 3029 1/1 0.93 0.18 48,48,48,48 0
56 MG DA | 3065 1/1 0.93 0.22 49,49,49.49 0
56 MG CA | 3032 1/1 0.93 0.12 68,68,68,68 0
56 MG BA | 3586 1/1 0.93 0.23 45,45,45,45 0
56 MG BA | 3588 1/1 0.93 0.12 51,51,51,51 0
56 MG BA | 3441 1/1 0.93 0.08 44,4444 44 0
56 MG DA | 3441 1/1 0.93 0.21 45,45,45,45 0
56 MG BA | 3093 1/1 0.93 0.08 40,40,40,40 0
56 MG DA | 3444 1/1 0.93 0.20 53,53,53,53 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG BA | 3595 1/1 0.93 0.09 A7.47,47.47 0
56 MG CA | 3043 1/1 0.93 0.16 60,60,60,60 0
56 MG DA | 3450 1/1 0.93 0.10 37,37,37,37 0
56 MG DA | 3089 1/1 0.93 0.20 33,33,33,33 0
56 MG DA | 3459 1/1 0.93 0.18 38,38,38,38 0
56 MG CA | 3044 1/1 0.93 0.13 56,56,56,56 0
56 MG DA | 3091 1/1 0.93 0.12 45,45,45,45 0
56 MG DA | 3469 1/1 0.93 0.16 33,33,33,33 0
56 MG BA | 3447 1/1 0.93 0.15 55,55,55,55 0
56 MG DA | 3472 1/1 0.93 0.08 53,53,53,53 0
56 MG DA | 3096 1/1 0.93 0.06 29,29,29,29 0
56 MG DA | 3097 1/1 0.93 0.07 46,46,46,46 0
56 MG BA | 3597 1/1 0.93 0.11 43,43,43,43 0
56 MG AK | 3001 1/1 0.93 0.15 43,43,43,43 0
56 MG BA | 3298 1/1 0.93 0.07 28,28,28,28 0
56 MG DA | 3106 1/1 0.93 0.06 43,43,43,43 0
56 MG DA | 3481 1/1 0.93 0.07 41,41,41,41 0
56 MG CA | 3057 1/1 0.93 0.12 41,41,41,41 0
56 MG AX | 3002 1/1 0.93 0.12 56,56,56,56 0
56 MG BA | 3472 1/1 0.93 0.13 34,34,34,34 0
56 MG BA | 3106 1/1 0.93 0.11 40,40,40,40 0
56 MG DA | 3488 1/1 0.93 0.08 41,41,41,41 0
56 MG AX | 3007 1/1 0.93 0.18 60,60,60,60 0
56 MG AA | 3128 1/1 0.93 0.15 57,57,57,57 0
56 MG AA | 3131 1/1 0.93 0.10 55,55,55,55 0
56 MG DA | 3132 1/1 0.93 0.05 35,35,35,35 0
56 MG BA | 3615 1/1 0.93 0.10 42,42,42 42 0
56 MG DA | 3145 1/1 0.93 0.04 31,31,31,31 0
56 MG BA | 3616 1/1 0.93 0.10 34,34,34,34 0
56 MG AA | 3136 1/1 0.93 0.13 56,56,56,56 0
56 MG DA | 3155 1/1 0.93 0.24 45,45,45,45 0
56 MG DA | 3158 1/1 0.93 0.15 36,36,36,36 0
56 MG BA | 3016 1/1 0.93 0.24 50,50,50,50 0
56 MG AA | 3111 1/1 0.93 0.20 45,45,45,45 0
56 MG AA | 3170 1/1 0.93 0.12 54,54,54,54 0
56 MG BA | 3165 1/1 0.93 0.25 43,43,43,43 0
56 MG BA | 3334 1/1 0.93 0.10 32,32,32,32 0
56 MG DA | 3187 1/1 0.93 0.08 46,46,46,46 0
56 MG DA | 3534 1/1 0.93 0.12 54,54,54,54 0
56 MG DA | 3535 1/1 0.93 0.10 22,22,22.22 0
56 MG BA | 3028 1/1 0.93 0.08 41,41,41,41 0
56 MG BA | 3172 1/1 0.93 0.17 54,54,54,54 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG DA | 3195 1/1 0.93 0.10 38,38,38,38 0
56 MG BA | 3191 1/1 0.93 0.11 33,33,33,33 0
56 MG AA | 3147 1/1 0.93 0.09 67,67,67,67 0
56 MG BA | 3638 1/1 0.93 0.10 32,32,32,32 0
56 MG BA | 3517 1/1 0.93 0.12 40,40,40,40 0
56 MG DA | 3223 1/1 0.93 0.17 47474747 0
56 MG DA | 3559 1/1 0.93 0.10 59,55,55,55 0
56 MG DA | 3230 1/1 0.93 0.14 41,41,41,41 0
56 MG DA | 3232 1/1 0.93 0.08 38,38,38,38 0
56 MG BA | 3199 1/1 0.93 0.12 32,32,32,32 0
56 MG BA | 3673 1/1 0.93 0.10 37,37,37,37 0
56 MG AA | 3148 1/1 0.93 0.07 56,56,56,56 0
56 MG DA | 3569 1/1 0.93 0.10 59,55,55,55 0
56 MG DA | 3245 1/1 0.93 0.19 46,46,46,46 0
56 MG BA | 3532 1/1 0.93 0.08 53,53,53,53 0
56 MG DA | 3249 1/1 0.93 0.11 34,34,34,34 0
56 MG DA | 3582 1/1 0.93 0.14 38,38,38,38 0
56 MG CA | 3110 1/1 0.93 0.13 64,64,64,64 0
56 MG BB | 3004 1/1 0.93 0.11 49,49,49,49 0
56 MG DA | 3587 1/1 0.93 0.17 53,53,53,53 0
56 MG AA ] 3059 1/1 0.93 0.19 54,54,54,54 0
56 MG DA | 3593 1/1 0.93 0.13 51,51,51,51 0
56 MG DA | 3259 1/1 0.93 0.17 42,42,42 42 0
56 MG DA | 3260 1/1 0.93 0.16 36,36,36,36 0
56 MG DA | 3261 1/1 0.93 0.15 49,49,49,49 0
56 MG BB | 3006 1/1 0.93 0.09 49,49,49,49 0
56 MG AA | 3051 1/1 0.93 0.17 49,49,49,49 0
56 MG DB | 3010 1/1 0.93 0.23 60,60,60,60 0
56 MG BA | 3220 1/1 0.93 0.11 31,31,31,31 0
56 MG AA | 3020 1/1 0.93 0.07 49,49,49.49 0
56 MG DA | 3273 1/1 0.93 0.11 31,31,31,31 0
56 MG CA | 3122 1/1 0.93 0.19 54,54,54,54 0
56 MG AA | 3183 1/1 0.93 0.20 59,55,55,55 0
56 MG BE 305 1/1 0.93 0.11 51,51,51,51 0
56 MG DT | 5001 1/1 0.93 0.08 42,42.42 42 0
56 MG BF 303 1/1 0.93 0.11 20,20,20,20 0
56 MG BA | 3554 1/1 0.93 0.14 47,4747 47 0
56 MG BA | 3234 1/1 0.93 0.20 57,57,57,57 0
56 MG BA | 3559 1/1 0.93 0.16 52,52,52,52 0
56 MG CA | 3109 1/1 0.94 0.13 50,50,50,50 0
56 MG BA | 3087 1/1 0.94 0.06 36,36,36,36 0
56 MG CA | 3112 1/1 0.94 0.17 55,55,55,55 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG BA | 3260 1/1 0.94 0.15 49,49,49.,49 0
56 MG BA | 3471 1/1 0.94 0.14 35,35,35,35 0
56 MG DA | 3281 1/1 0.94 0.08 56,56,56,56 0
56 MG DA | 3288 1/1 0.94 0.12 64,64,64,64 0
56 MG CA | 3116 1/1 0.94 0.14 59,59,59,59 0
56 MG CA | 3117 1/1 0.94 0.18 42,42,42 42 0
56 MG AX | 3006 1/1 0.94 0.10 54,54,54,54 0
56 MG DA | 3306 1/1 0.94 0.06 38,38,38,38 0
56 MG AA | 3166 1/1 0.94 0.11 53,53,53,53 0
56 MG BA | 3635 1/1 0.94 0.13 63,63,63,63 0
56 MG DA | 3310 1/1 0.94 0.07 41,41,41,41 0
56 MG DA | 3316 1/1 0.94 0.17 57,57,57,57 0
56 MG DA | 3320 1/1 0.94 0.08 46,46,46,46 0
56 MG BA | 3478 1/1 0.94 0.08 47,4747 47 0
56 MG BA | 3266 1/1 0.94 0.15 29,29,29,29 0
56 MG BA | 3092 1/1 0.94 0.15 44,44,44 44 0
56 MG BA | 3645 1/1 0.94 0.07 66,66,66,66 0
56 MG BA | 3649 1/1 0.94 0.10 50,50,50,50 0
56 MG BA | 3652 1/1 0.94 0.17 49,49,49,49 0
56 MG DA | 3330 1/1 0.94 0.10 42,42,42 42 0
56 MG BA | 3654 1/1 0.94 0.21 64,64,64,64 0
56 MG DA | 3338 1/1 0.94 0.10 36,36,36,36 0
56 MG BA | 3667 1/1 0.94 0.34 38,38,38,38 0
56 MG BA | 3484 1/1 0.94 0.10 46,46,46,46 0
56 MG BA | 3283 1/1 0.94 0.16 57,57,57,57 0
56 MG BA | 3491 1/1 0.94 0.11 39,39,39,39 0
56 MG BA | 3493 1/1 0.94 0.09 40,40,40,40 0
56 MG BA | 3494 1/1 0.94 0.15 34,34,34,34 0
56 MG BA | 3285 1/1 0.94 0.12 48,48,48,48 0
56 MG AA | 3047 1/1 0.94 0.14 45,45,45,45 0
56 MG AA | 3074 1/1 0.94 0.17 38,38,38,38 0
56 MG AA | 3026 1/1 0.94 0.13 40,40,40,40 0
56 MG BB | 3017 1/1 0.94 0.09 40,40,40,40 0
56 MG BA | 3500 1/1 0.94 0.09 35,35,35,35 0
56 MG BA | 3101 1/1 0.94 0.07 30,30,30,30 0
56 MG BE 306 1/1 0.94 0.07 32,32,32,32 0
56 MG AA | 3017 1/1 0.94 0.13 63,63,63,63 0
56 MG BF 304 1/1 0.94 0.10 37,37,37,37 0
56 MG BF 305 1/1 0.94 0.17 61,61,61,61 0
56 MG DA | 3003 1/1 0.94 0.24 A7, 47,4747 0
56 MG BG | 3002 1/1 0.94 0.07 27,27,27,27 0
56 MG DA | 3393 1/1 0.94 0.06 48,48,48,48 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG DA | 3396 1/1 0.94 0.07 45,45,45,45 0
56 MG AA | 3081 1/1 0.94 0.13 44,44,44,44 0
56 MG AA | 3178 1/1 0.94 0.12 62,62,62,62 0
56 MG BA | 3308 1/1 0.94 0.12 52,52,52,52 0
56 MG BP 201 1/1 0.94 0.18 36,36,36,36 0
56 MG BP 203 1/1 0.94 0.13 47474747 0
56 MG BA | 3116 1/1 0.94 0.07 50,50,50,50 0
56 MG DA | 3410 1/1 0.94 0.21 64,64,64,64 0
56 MG BA | 3311 1/1 0.94 0.09 39,39,39,39 0
56 MG DA | 3030 1/1 0.94 0.12 30,30,30,30 0
56 MG BA | 3117 1/1 0.94 0.22 40,40,40,40 0
56 MG BX 102 1/1 0.94 0.09 38,38,38,38 0
56 MG DA | 3419 1/1 0.94 0.15 59,59,59,59 0
56 MG AA | 3053 1/1 0.94 0.16 50,50,50,50 0
56 MG DA | 3421 1/1 0.94 0.10 52,52,52,52 0
56 MG BA | 3527 1/1 0.94 0.09 40,40,40,40 0
56 MG AA | 3043 1/1 0.94 0.08 53,53,53,53 0
56 MG BO 101 1/1 0.94 0.12 71,71,71,71 0
56 MG BO 102 1/1 0.94 0.11 42,42,42 42 0
56 MG DA | 3431 1/1 0.94 0.13 61,61,61,61 0
56 MG DA | 3056 1/1 0.94 0.06 36,36,36,36 0
56 MG DA | 3434 1/1 0.94 0.15 41,41,41,41 0
56 MG DA | 3435 1/1 0.94 0.14 33,33,33,33 0
56 MG BA | 3126 1/1 0.94 0.13 45,45,45,45 0
56 MG DA | 3064 1/1 0.94 0.12 48,48,48,48 0
56 MG BA | 3543 1/1 0.94 0.12 A7, 47,4747 0
56 MG BA | 3040 1/1 0.94 0.10 43,43,43,43 0
56 MG BA | 3136 1/1 0.94 0.07 44,44,44,44 0
56 MG AA | 3087 1/1 0.94 0.07 62,62,62,62 0
56 MG DA | 3071 1/1 0.94 0.08 36,36,36,36 0
56 MG BA | 3338 1/1 0.94 0.06 48,48,48,48 0
56 MG DA | 3452 1/1 0.94 0.14 56,56,56,56 0
56 MG AA | 3044 1/1 0.94 0.25 50,50,50,50 0
56 MG DA | 3458 1/1 0.94 0.15 34,34,34,34 0
56 MG DA | 3082 1/1 0.94 0.33 58,58,58,58 0
56 MG DA | 3460 1/1 0.94 0.08 50,50,50,50 0
56 MG BA | 3145 1/1 0.94 0.09 30,30,30,30 0
56 MG DA | 3466 1/1 0.94 0.07 38,38,38,38 0
56 MG BA | 3558 1/1 0.94 0.12 59,59,59,59 0
56 MG BA | 3344 1/1 0.94 0.09 35,35,35,35 0
56 MG BA | 3153 1/1 0.94 0.14 39,39,39,39 0
56 MG BA | 3164 1/1 0.94 0.08 37,37,37,37 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG BA | 3348 1/1 0.94 0.07 31,31,31,31 0
56 MG DA | 3093 1/1 0.94 0.11 46,46,46,46 0
56 MG AA | 3034 1/1 0.94 0.30 54,54,54,54 0
56 MG CA | 3026 1/1 0.94 0.19 44,4444 44 0
56 MG BA | 3048 1/1 0.94 0.13 47.47,47.47 0
56 MG BA | 3050 1/1 0.94 0.15 44,44,44 44 0
56 MG BA | 3177 1/1 0.94 0.08 44,44,44 44 0
56 MG DA | 3105 1/1 0.94 0.05 36,36,36,36 0
56 MG BA | 3183 1/1 0.94 0.16 35,35,35,35 0
56 MG BA | 3186 1/1 0.94 0.12 39,39,39,39 0
56 MG DA | 3486 1/1 0.94 0.16 37,37,37,37 0
56 MG BA | 3188 1/1 0.94 0.13 39,39,39,39 0
56 MG BA | 3393 1/1 0.94 0.09 49,49,49,49 0
56 MG DA | 3492 1/1 0.94 0.09 44,4444 44 0
56 MG CA | 3039 1/1 0.94 0.19 50,50,50,50 0
56 MG BA | 3394 1/1 0.94 0.15 35,35,35,35 0
56 MG AA | 3069 1/1 0.94 0.15 50,50,50,50 0
56 MG BA | 3396 1/1 0.94 0.12 38,38,38,38 0
56 MG DA | 3131 1/1 0.94 0.10 46,46,46,46 0
56 MG BA | 3058 1/1 0.94 0.11 43,43,43,43 0
56 MG BA | 3400 1/1 0.94 0.18 45,45,45,45 0
56 MG DA | 3137 1/1 0.94 0.06 37,37,37,37 0
56 MG AA | 3157 1/1 0.94 0.08 55,55,55,55 0
56 MG CA | 3053 1/1 0.94 0.14 44,44,44 44 0
56 MG DA | 3514 1/1 0.94 0.07 40,40,40,40 0
56 MG BA | 3587 1/1 0.94 0.07 42,42,42 42 0
56 MG DA | 3152 1/1 0.94 0.11 34,34,34,34 0
56 MG AD 502 1/1 0.94 0.27 55,55,55,55 0
56 MG DA | 3524 1/1 0.94 0.11 51,51,51,51 0
56 MG DA | 3525 1/1 0.94 0.06 44,4444 44 0
56 MG BA | 3590 1/1 0.94 0.16 55,55,55,55 0
56 MG DA | 3529 1/1 0.94 0.13 41,41,41,41 0
56 MG CA | 3060 1/1 0.94 0.23 50,50,50,50 0
56 MG BA | 3210 1/1 0.94 0.24 24,24,2424 0
56 MG DA | 3164 1/1 0.94 0.12 36,36,36,36 0
56 MG DA | 3165 1/1 0.94 0.14 34,34,34,34 0
56 MG CA | 3063 1/1 0.94 0.35 53,53,53,53 0
56 MG DA | 3171 1/1 0.94 0.13 51,51,51,51 0
56 MG DA | 3172 1/1 0.94 0.07 35,35,35,35 0
56 MG DA | 3543 1/1 0.94 0.11 63,63,63,63 0
56 MG CA | 3064 1/1 0.94 0.10 60,60,60,60 0
56 MG BA | 3066 1/1 0.94 0.12 48,48,48,48 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG DA | 3548 1/1 0.94 0.16 40,40,40,40 0
56 MG DA | 3549 1/1 0.94 0.07 41,41,41,41 0
56 MG DA | 3183 1/1 0.94 0.07 37,37,37,37 0
56 MG BA | 3070 1/1 0.94 0.09 30,30,30,30 0
56 MG DA | 3554 1/1 0.94 0.07 68,68,68,68 0
56 MG BA | 3217 1/1 0.94 0.19 29,29,29,29 0
56 MG AA | 3122 1/1 0.94 0.09 58,58,58,58 0
56 MG DA | 3560 1/1 0.94 0.11 51,51,51,51 0
56 MG BA | 3599 1/1 0.94 0.06 46,46,46,46 0
56 MG DA | 3198 1/1 0.94 0.11 54,54,54,54 0
56 MG DA | 3565 1/1 0.94 0.10 51,51,51,51 0
56 MG DA | 3199 1/1 0.94 0.07 52,52,52,52 0
56 MG AA | 3096 1/1 0.94 0.15 53,53,53,53 0
56 MG BA | 3422 1/1 0.94 0.10 46,46,46,46 0
56 MG AA | 3097 1/1 0.94 0.13 49,49,49.49 0
56 MG AA | 3098 1/1 0.94 0.21 48,48,48,48 0
56 MG DA | 3576 1/1 0.94 0.10 36,36,36,36 0
56 MG DA | 3217 1/1 0.94 0.06 39,39,39,39 0
56 MG DA | 3218 1/1 0.94 0.07 33,33,33,33 0
56 MG DA | 3581 1/1 0.94 0.10 53,53,53,53 0
56 MG BA | 3426 1/1 0.94 0.07 43,43,43,43 0
56 MG DA | 3226 1/1 0.94 0.07 27,27,27,27 0
56 MG BA | 3607 1/1 0.94 0.19 51,51,51,51 0
56 MG BA | 3079 1/1 0.94 0.05 46,46,46,46 0
56 MG DA | 3233 1/1 0.94 0.21 36,36,36,36 0
56 MG DA | 3234 1/1 0.94 0.10 45,45,45,45 0
56 MG DA | 3594 1/1 0.94 0.18 48,48,48,48 0
56 MG DB | 3002 1/1 0.94 0.12 50,50,50,50 0
56 MG DA | 3235 1/1 0.94 0.14 42,42.42 42 0
56 MG BA | 3429 1/1 0.94 0.13 41,41,41,41 0
56 MG BA | 3430 1/1 0.94 0.09 29,29,29,29 0
56 MG DA | 3240 1/1 0.94 0.12 54,54,54,54 0
56 MG CA | 3089 1/1 0.94 0.12 40,40,40,40 0
56 MG BA | 3081 1/1 0.94 0.14 42,42 42,42 0
56 MG BA | 3239 1/1 0.94 0.21 52,52,52,52 0
56 MG CA | 3093 1/1 0.94 0.21 72,72,72,72 0
56 MG DE | 3002 1/1 0.94 0.10 35,35,35,35 0
56 MG CA | 3094 1/1 0.94 0.16 67,67,67,67 0
56 MG BA | 3082 1/1 0.94 0.10 47.47,47.47 0
56 MG CA | 3097 1/1 0.94 0.13 67,67,67,67 0
56 MG DQ | 3001 1/1 0.94 0.06 48,48,48,48 0
56 MG BA | 3446 1/1 0.94 0.12 61,61,61,61 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG BA | 3621 1/1 0.94 0.08 30,30,30,30 0
56 MG DV | 3002 1/1 0.94 0.06 43,43,43,43 0
56 MG AX | 3003 1/1 0.94 0.19 50,50,50,50 0
56 MG BA | 3086 1/1 0.94 0.15 39,39,39,39 0
56 MG DA | 3264 1/1 0.94 0.15 47.47,47.47 0
56 MG BA | 3463 1/1 0.94 0.06 43,43,43,43 0
56 MG BB | 3014 1/1 0.95 0.08 35,35,35,35 0
56 MG BA | 3327 1/1 0.95 0.06 44,44,44,44 0
56 MG BA | 3166 1/1 0.95 0.06 35,35,35,35 0
56 MG DA | 3305 1/1 0.95 0.09 30,30,30,30 0
56 MG AA | 3134 1/1 0.95 0.22 52,52,52,52 0
56 MG BE 303 1/1 0.95 0.15 41,41,41,41 0
56 MG CA | 3142 1/1 0.95 0.12 42,42,42 42 0
56 MG CA | 3143 1/1 0.95 0.13 42,42,42 42 0
56 MG CA | 3144 1/1 0.95 0.12 56,56,56,56 0
56 MG BA | 3330 1/1 0.95 0.16 44,44,44 44 0
56 MG BA | 3518 1/1 0.95 0.19 41,41,41,41 0
56 MG AA | 3021 1/1 0.95 0.13 41,41,41,41 0
56 MG BA | 3332 1/1 0.95 0.09 61,61,61,61 0
56 MG BA | 3526 1/1 0.95 0.13 25,25,25,25 0
56 MG CE 201 1/1 0.95 0.14 52,52,52,52 0
56 MG BA | 3173 1/1 0.95 0.17 45,45,45,45 0
56 MG BA | 3174 1/1 0.95 0.04 29,29,29,29 0
56 MG DA | 3333 1/1 0.95 0.07 38,38,38,38 0
56 MG BA | 3533 1/1 0.95 0.08 45,45,45,45 0
56 MG BA | 3176 1/1 0.95 0.08 47474747 0
56 MG BA | 3537 1/1 0.95 0.21 58,58,58,58 0
56 MG BA | 3539 1/1 0.95 0.12 58,58,58,58 0
56 MG BA | 3540 1/1 0.95 0.13 46,46,46,46 0
56 MG AA | 3009 1/1 0.95 0.09 54,54,54,54 0
56 MG DA | 3349 1/1 0.95 0.13 46,46,46,46 0
56 MG BV 202 1/1 0.95 0.08 36,36,36,36 0
56 MG DA | 3018 1/1 0.95 0.10 39,39,39,39 0
56 MG DA | 3353 1/1 0.95 0.06 32,32,32,32 0
56 MG BA | 3180 1/1 0.95 0.09 33,33,33,33 0
56 MG DA | 3356 1/1 0.95 0.06 31,31,31,31 0
56 MG DA | 3357 1/1 0.95 0.07 33,33,33,33 0
56 MG BW | 3004 1/1 0.95 0.13 30,30,30,30 0
56 MG BA | 3078 1/1 0.95 0.13 53,53,53,53 0
56 MG BA | 3010 1/1 0.95 0.07 33,33,33,33 0
56 MG BA | 3187 1/1 0.95 0.12 37,37,37,37 0
56 MG BA | 3012 1/1 0.95 0.09 39,39,39,39 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG DA | 3368 1/1 0.95 0.05 25,25,25,25 0
56 MG DA | 3369 1/1 0.95 0.11 45,45,45,45 0
56 MG BA | 3556 1/1 0.95 0.09 41,41,41,41 0
56 MG BA | 3352 1/1 0.95 0.07 32,32,32,32 0
56 MG BA | 3356 1/1 0.95 0.10 46,46,46,46 0
56 MG DA | 3041 1/1 0.95 0.06 35,35,35,35 0
56 MG DA | 3382 1/1 0.95 0.14 50,50,50,50 0
56 MG DA | 3043 1/1 0.95 0.08 30,30,30,30 0
56 MG B5 503 1/1 0.95 0.20 47.47,47.47 0
56 MG CA | 3001 1/1 0.95 0.08 72,72,72,72 0
56 MG BA | 3189 1/1 0.95 0.18 26,26,26,26 0
56 MG DA | 3394 1/1 0.95 0.07 41,41,41,41 0
56 MG AA | 3174 1/1 0.95 0.12 59,55,55,55 0
56 MG BA | 3563 1/1 0.95 0.14 47,4747 47 0
56 MG BA | 3362 1/1 0.95 0.08 30,30,30,30 0
56 MG DA | 3059 1/1 0.95 0.07 33,33,33,33 0
56 MG DA | 3405 1/1 0.95 0.16 45,45,45,45 0
56 MG DA | 3062 1/1 0.95 0.19 42,42,42 42 0
56 MG BA | 3365 1/1 0.95 0.12 41,41,41,41 0
56 MG AA | 3080 1/1 0.95 0.20 39,39,39,39 0
56 MG BA | 3018 1/1 0.95 0.15 A7.47,47.47 0
56 MG BA | 3374 1/1 0.95 0.07 29,29,29,29 0
56 MG DA | 3069 1/1 0.95 0.06 35,35,35,35 0
56 MG DA | 3415 1/1 0.95 0.10 40,40,40,40 0
56 MG BA | 3572 1/1 0.95 0.07 59,59,59,59 0
56 MG DA | 3417 1/1 0.95 0.10 40,40,40,40 0
56 MG BA | 3376 1/1 0.95 0.09 39,39,39,39 0
56 MG DA | 3073 1/1 0.95 0.16 51,51,51,51 0
56 MG AA | 3068 1/1 0.95 0.11 31,31,31,31 0
56 MG BA | 3384 1/1 0.95 0.07 28,28,28,28 0
56 MG DA | 3078 1/1 0.95 0.15 46,46,46,46 0
56 MG CA | 3024 1/1 0.95 0.10 64,64,64,64 0
56 MG BA | 3021 1/1 0.95 0.09 37,37,37,37 0
56 MG BA | 3390 1/1 0.95 0.10 47.47,47,47 0
56 MG DA | 3430 1/1 0.95 0.15 30,30,30,30 0
56 MG CA | 3027 1/1 0.95 0.24 64,64,64,64 0
56 MG AA | 3114 1/1 0.95 0.15 56,56,56,56 0
56 MG BA | 3581 1/1 0.95 0.05 34,34,34,34 0
56 MG BA | 3026 1/1 0.95 0.24 46,46,46,46 0
56 MG AA | 3150 1/1 0.95 0.20 51,51,51,51 0
56 MG BA | 3218 1/1 0.95 0.19 38,38,38,38 0
56 MG AA | 3116 1/1 0.95 0.13 51,51,51,51 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG BA | 3222 1/1 0.95 0.12 45,45,45,45 0
56 MG BA | 3223 1/1 0.95 0.19 51,51,51,51 0
56 MG CA | 3040 1/1 0.95 0.24 52,52,52,52 0
56 MG BA | 3224 1/1 0.95 0.12 45,45,45,45 0
56 MG AA | 3182 1/1 0.95 0.19 57,57,57,57 0
56 MG BA | 3591 1/1 0.95 0.08 36,36,36,36 0
56 MG CA | 3045 1/1 0.95 0.14 52,52,52,52 0
56 MG DA | 3456 1/1 0.95 0.08 34,34,34,34 0
56 MG DA | 3111 1/1 0.95 0.21 39,39,39,39 0
56 MG CA | 3046 1/1 0.95 0.07 41,41,41,41 0
56 MG DA | 3114 1/1 0.95 0.05 37,37,37,37 0
56 MG CA | 3047 1/1 0.95 0.21 51,51,51,51 0
56 MG DA | 3120 1/1 0.95 0.15 33,33,33,33 0
56 MG BA | 3592 1/1 0.95 0.08 52,52,52,52 0
56 MG DA | 3468 1/1 0.95 0.10 55,55,55,55 0
56 MG DA | 3123 1/1 0.95 0.07 51,51,51,51 0
56 MG BA | 3042 1/1 0.95 0.08 33,33,33,33 0
56 MG DA | 3471 1/1 0.95 0.07 50,50,50,50 0
56 MG DA | 3126 1/1 0.95 0.16 42,42,42 42 0
56 MG BA | 3232 1/1 0.95 0.06 41,41,41,41 0
56 MG DA | 3128 1/1 0.95 0.07 42,42.42 42 0
56 MG DA | 3129 1/1 0.95 0.18 54,54,54,54 0
56 MG BA | 3102 1/1 0.95 0.08 49,49,49.,49 0
56 MG AA | 3083 1/1 0.95 0.12 59,59,59,59 0
56 MG BA | 3107 1/1 0.95 0.05 21,21,21,21 0
56 MG DA | 3480 1/1 0.95 0.06 32,32,32,32 0
56 MG CA | 3058 1/1 0.95 0.17 56,56,56,56 0
56 MG DA | 3141 1/1 0.95 0.05 42,42.42 42 0
56 MG DA | 3144 1/1 0.95 0.06 38,38,38,38 0
56 MG BA | 3108 1/1 0.95 0.08 38,38,38,38 0
56 MG DA | 3146 1/1 0.95 0.08 34,34,34,34 0
56 MG BA | 3110 1/1 0.95 0.11 31,31,31,31 0
56 MG BA | 3242 1/1 0.95 0.23 46,46,46,46 0
56 MG DA | 3491 1/1 0.95 0.06 40,40,40,40 0
56 MG DA | 3151 1/1 0.95 0.07 34,34,34,34 0
56 MG AA ] 3120 1/1 0.95 0.08 47474747 0
56 MG AA | 3100 1/1 0.95 0.14 35,35,35,35 0
56 MG DA | 3156 1/1 0.95 0.07 38,38,38,38 0
56 MG BA | 3047 1/1 0.95 0.18 41,41,41,41 0
56 MG BA | 3256 1/1 0.95 0.24 41,41,41,41 0
56 MG BA | 3435 1/1 0.95 0.11 36,36,36,36 0
56 MG AA | 3001 1/1 0.95 0.11 57,57,57,57 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG CA | 3069 1/1 0.95 0.10 34,34,34,34 0
56 MG AA | 3123 1/1 0.95 0.15 38,38,38,38 0
56 MG DA | 3509 1/1 0.95 0.06 36,36,36,36 0
56 MG DA | 3170 1/1 0.95 0.19 38,38,38,38 0
56 MG DA | 3512 1/1 0.95 0.10 36,36,36,36 0
56 MG BA | 3051 1/1 0.95 0.14 41,41,41,41 0
56 MG CA | 3073 1/1 0.95 0.18 57,57,57,57 0
56 MG CA | 3074 1/1 0.95 0.26 48,48,48,48 0
56 MG DA | 3517 1/1 0.95 0.18 47.47,47.47 0
56 MG CA | 3076 1/1 0.95 0.22 48,48,48,48 0
56 MG DA | 3520 1/1 0.95 0.08 34,34,34,34 0
56 MG DA | 3179 1/1 0.95 0.14 20,20,20,20 0
56 MG AA | 3071 1/1 0.95 0.04 36,36,36,36 0
56 MG DA | 3185 1/1 0.95 0.06 32,32,32,32 0
56 MG BA | 3268 1/1 0.95 0.30 39,39,39,39 0
56 MG CA | 3079 1/1 0.95 0.30 55,55,55,55 0
56 MG BA | 3448 1/1 0.95 0.09 42,42,42 42 0
56 MG DA | 3533 1/1 0.95 0.07 60,60,60,60 0
56 MG DA | 3193 1/1 0.95 0.17 49,49,49,49 0
56 MG DA | 3194 1/1 0.95 0.10 47.47,47,47 0
56 MG BA | 3620 1/1 0.95 0.12 41,41,41,41 0
56 MG DA | 3197 1/1 0.95 0.13 38,38,38,38 0
56 MG DA | 3540 1/1 0.95 0.15 46,46,46,46 0
56 MG AE | 3002 1/1 0.95 0.10 38,38,38,38 0
56 MG BA | 3623 1/1 0.95 0.06 48,48,48,48 0
56 MG BA | 3061 1/1 0.95 0.20 44,44,44 44 0
56 MG DA | 3204 1/1 0.95 0.06 37,37,37,37 0
56 MG BA | 3137 1/1 0.95 0.12 30,30,30,30 0
56 MG DA | 3207 1/1 0.95 0.14 39,39,39,39 0
56 MG DA | 3551 1/1 0.95 0.08 52,52,52,52 0
56 MG BA | 3286 1/1 0.95 0.10 32,32,32,32 0
56 MG DA | 3212 1/1 0.95 0.17 39,39,39,39 0
56 MG BA | 3287 1/1 0.95 0.09 46,46,46,46 0
56 MG AA | 3048 1/1 0.95 0.22 42,42 42,42 0
56 MG CA | 3092 1/1 0.95 0.15 54,54,54,54 0
56 MG DA | 3222 1/1 0.95 0.06 36,36,36,36 0
56 MG BA | 3474 1/1 0.95 0.12 53,53,53,53 0
56 MG DA | 3225 1/1 0.95 0.06 33,33,33,33 0
56 MG AA | 3014 1/1 0.95 0.16 49,49,49,49 0
56 MG BA | 3296 1/1 0.95 0.06 25,25,25,25 0
56 MG AA | 3165 1/1 0.95 0.07 43,43,43,43 0
56 MG CA | 3099 1/1 0.95 0.20 57,57,57,57 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG CA | 3101 1/1 0.95 0.14 53,53,53,53 0
56 MG DA | 3571 1/1 0.95 0.14 48,48,48,48 0
56 MG BA | 3146 1/1 0.95 0.08 31,31,31,31 0
56 MG BA | 3149 1/1 0.95 0.10 50,50,50,50 0
56 MG DA | 3577 1/1 0.95 0.12 35,35,35,35 0
56 MG DA | 3237 1/1 0.95 0.09 39,39,39,39 0
56 MG DA | 3238 1/1 0.95 0.11 42,42 42,42 0
56 MG BA | 3641 1/1 0.95 0.15 33,33,33,33 0
56 MG BA | 3486 1/1 0.95 0.14 21,21,21,21 0
56 MG BA | 3643 1/1 0.95 0.07 42,42.42 42 0
56 MG DA | 3243 1/1 0.95 0.06 50,50,50,50 0
56 MG DA | 3244 1/1 0.95 0.07 48,48,48,48 0
56 MG BA | 3644 1/1 0.95 0.07 41,41,41,41 0
56 MG BA | 3301 1/1 0.95 0.09 46,46,46,46 0
56 MG BA | 3646 1/1 0.95 0.10 23,23,23,23 0
56 MG DB | 3001 1/1 0.95 0.13 40,40,40,40 0
56 MG BA | 3150 1/1 0.95 0.11 32,32,32,32 0
56 MG BA | 3151 1/1 0.95 0.05 34,34,34,34 0
56 MG DA | 3256 1/1 0.95 0.06 45,45,45,45 0
56 MG BA | 3069 1/1 0.95 0.06 47.47,47,47 0
56 MG BA | 3662 1/1 0.95 0.11 36,36,36,36 0
56 MG BA | 3154 1/1 0.95 0.17 40,40,40,40 0
56 MG BA | 3671 1/1 0.95 0.12 48,48,48,48 0
56 MG BA | 3156 1/1 0.95 0.12 48,48,48,48 0
56 MG BA | 3314 1/1 0.95 0.12 36,36,36,36 0
56 MG BA | 3162 1/1 0.95 0.13 39,39,39,39 0
56 MG DE | 3003 1/1 0.95 0.11 40,40,40,40 0
56 MG DF 301 1/1 0.95 0.20 44,44,44,44 0
56 MG BA | 3318 1/1 0.95 0.07 44,44,44,44 0
56 MG AA | 3108 1/1 0.95 0.19 54,54,54,54 0
56 MG AA | 3089 1/1 0.95 0.11 36,36,36,36 0
56 MG DP | 3001 1/1 0.95 0.11 44,4444 44 0
56 MG BB | 3007 1/1 0.95 0.09 35,35,35,35 0
56 MG BA | 3325 1/1 0.95 0.09 42,42,42 42 0
56 MG DA | 3277 1/1 0.95 0.09 48,48,48,48 0
56 MG BA | 3509 1/1 0.95 0.12 23,23,23,23 0
56 MG DA | 3286 1/1 0.95 0.07 35,35,35,35 0
56 MG DA | 3287 1/1 0.95 0.12 38,38,38,38 0
56 MG BB | 3013 1/1 0.95 0.15 57,57,57,57 0
56 MG D8 5001 1/1 0.95 0.14 50,50,50,50 0
56 MG DA | 3292 1/1 0.95 0.12 45,45,45,45 0
56 MG DA | 3255 1/1 0.96 0.22 32,32,32,32 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG BA | 3637 1/1 0.96 0.13 24,24,24,24 0
56 MG AA | 3104 1/1 0.96 0.09 56,56,56,56 0
56 MG CA | 3115 1/1 0.96 0.06 62,62,62,62 0
56 MG BA | 3267 1/1 0.96 0.07 40,40,40,40 0
56 MG BA | 3142 1/1 0.96 0.05 40,40,40,40 0
56 MG BA | 3450 1/1 0.96 0.06 45,45,45,45 0
56 MG BA | 3451 1/1 0.96 0.06 48,48,48,48 0
56 MG DA | 3265 1/1 0.96 0.26 51,51,51,51 0
56 MG DA | 3266 1/1 0.96 0.07 46,46,46,46 0
56 MG DA | 3268 1/1 0.96 0.08 38,38,38,38 0
56 MG BA | 3458 1/1 0.96 0.07 60,60,60,60 0
56 MG BA | 3459 1/1 0.96 0.13 42,42,42 42 0
56 MG BA | 3460 1/1 0.96 0.06 57,57,57,57 0
56 MG BA | 3270 1/1 0.96 0.12 21,21,21,21 0
56 MG BA | 3271 1/1 0.96 0.12 49,49,49,49 0
56 MG BA | 3653 1/1 0.96 0.08 33,33,33,33 0
56 MG BA | 3277 1/1 0.96 0.12 32,32,32,32 0
56 MG DA | 3278 1/1 0.96 0.10 50,50,50,50 0
56 MG CA | 3130 1/1 0.96 0.15 57,57,57,57 0
56 MG DA | 3282 1/1 0.96 0.05 30,30,30,30 0
56 MG DA | 3285 1/1 0.96 0.12 52,52,52,52 0
56 MG BA | 3655 1/1 0.96 0.09 18,18,18,18 0
56 MG BA | 3659 1/1 0.96 0.10 28,28,28,28 0
56 MG BA | 3660 1/1 0.96 0.09 49,49,49.,49 0
56 MG DA | 3291 1/1 0.96 0.07 38,38,38,38 0
56 MG CA | 3134 1/1 0.96 0.12 53,53,53,53 0
56 MG DA | 3295 1/1 0.96 0.07 61,61,61,61 0
56 MG DA | 3298 1/1 0.96 0.05 32,32,32,32 0
56 MG CA | 3135 1/1 0.96 0.23 62,62,62,62 0
56 MG BA | 3470 1/1 0.96 0.09 48,48,48,48 0
56 MG BA | 3057 1/1 0.96 0.06 38,38,38,38 0
56 MG BA | 3668 1/1 0.96 0.13 26,26,26,26 0
56 MG BA | 3280 1/1 0.96 0.12 48,48,48,48 0
56 MG BA | 3473 1/1 0.96 0.10 37,37,37,37 0
56 MG DA | 3308 1/1 0.96 0.08 29,29,29,29 0
56 MG AA | 3031 1/1 0.96 0.07 60,60,60,60 0
56 MG BA | 3284 1/1 0.96 0.12 41,41,41,41 0
56 MG BA | 3147 1/1 0.96 0.10 35,35,35,35 0
56 MG BA | 3148 1/1 0.96 0.06 25,25,25,25 0
56 MG DA | 3321 1/1 0.96 0.08 45,45,45,45 0
56 MG DA | 3322 1/1 0.96 0.07 23,23,23,23 0
56 MG AL 201 1/1 0.96 0.05 63,63,63,63 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG AM | 3001 1/1 0.96 0.07 54,54,54,54 0
56 MG BB | 3008 1/1 0.96 0.10 21,21,21,21 0
56 MG BA | 3485 1/1 0.96 0.14 64,64,64,64 0
56 MG CA | 3153 1/1 0.96 0.11 37,37,37,37 0
56 MG CA | 3154 1/1 0.96 0.18 62,62,62,62 0
56 MG BA | 3292 1/1 0.96 0.11 43,43,43,43 0
56 MG DA | 3331 1/1 0.96 0.06 41,41,41,41 0
56 MG DA | 3332 1/1 0.96 0.06 43,43,43,43 0
56 MG AA ] 3033 1/1 0.96 0.25 48,48,48,48 0
56 MG BA | 3295 1/1 0.96 0.08 61,61,61,61 0
56 MG BA | 3492 1/1 0.96 0.09 42,42,42 42 0
56 MG BB | 3016 1/1 0.96 0.05 24,24.24.24 0
56 MG CT | 3001 1/1 0.96 0.12 50,50,50,50 0
56 MG DA | 3344 1/1 0.96 0.14 31,31,31,31 0
56 MG BA | 3152 1/1 0.96 0.06 39,39,39,39 0
56 MG AA | 3072 1/1 0.96 0.13 39,39,39,39 0
56 MG BD 304 1/1 0.96 0.20 28,28,28,28 0
56 MG AX | 3005 1/1 0.96 0.25 42,42,42 42 0
56 MG DA | 3011 1/1 0.96 0.08 38,38,38,38 0
56 MG DA | 3015 1/1 0.96 0.09 41,41,41,41 0
56 MG AA | 3005 1/1 0.96 0.07 37,37,37,37 0
56 MG BA | 3157 1/1 0.96 0.13 34,34,34,34 0
56 MG BF 301 1/1 0.96 0.10 56,56,56,56 0
56 MG BA | 3158 1/1 0.96 0.12 33,33,33,33 0
56 MG AA | 3129 1/1 0.96 0.06 35,35,35,35 0
56 MG DA | 3023 1/1 0.96 0.06 37,37,37,37 0
56 MG DA | 3024 1/1 0.96 0.12 36,36,36,36 0
56 MG BA | 3163 1/1 0.96 0.07 31,31,31,31 0
56 MG DA | 3367 1/1 0.96 0.10 47474747 0
56 MG DA | 3026 1/1 0.96 0.12 34,34,34,34 0
56 MG DA | 3027 1/1 0.96 0.07 30,30,30,30 0
56 MG DA | 3370 1/1 0.96 0.13 44,4444 44 0
56 MG BA | 3504 1/1 0.96 0.10 39,39,39,39 0
56 MG DA | 3029 1/1 0.96 0.10 40,40,40,40 0
56 MG AA ] 3130 1/1 0.96 0.10 50,50,50,50 0
56 MG DA | 3377 1/1 0.96 0.11 37,37,37,37 0
56 MG AA | 3091 1/1 0.96 0.06 36,36,36,36 0
56 MG BA | 3076 1/1 0.96 0.04 29,29,29,29 0
56 MG DA | 3034 1/1 0.96 0.21 46,46,46,46 0
56 MG DA | 3038 1/1 0.96 0.05 30,30,30,30 0
56 MG BA | 3169 1/1 0.96 0.09 39,39,39,39 0
56 MG BA | 3512 1/1 0.96 0.10 45,45,45,45 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG BQ 201 1/1 0.96 0.14 52,52,52,52 0
56 MG BQ 203 1/1 0.96 0.19 33,33,33,33 0
56 MG DA | 3045 1/1 0.96 0.17 48,48,48,48 0
56 MG BU 202 1/1 0.96 0.07 40,40,40,40 0
56 MG BU 203 1/1 0.96 0.15 32,32,32,32 0
56 MG DA | 3404 1/1 0.96 0.05 46,46,46,46 0
56 MG DA | 3051 1/1 0.96 0.07 50,50,50,50 0
56 MG BA | 3317 1/1 0.96 0.08 35,35,35,35 0
56 MG DA | 3054 1/1 0.96 0.21 45,45,45,45 0
56 MG DA | 3055 1/1 0.96 0.07 34,34,34,34 0
56 MG BA | 3514 1/1 0.96 0.10 32,32,32,32 0
56 MG BA | 3003 1/1 0.96 0.05 49,49,49,49 0
56 MG BA | 3516 1/1 0.96 0.08 43,43,43,43 0
56 MG DA | 3060 1/1 0.96 0.06 45,45,45,45 0
56 MG BA | 3319 1/1 0.96 0.12 39,39,39,39 0
56 MG DA | 3063 1/1 0.96 0.05 31,31,31,31 0
56 MG BX 101 1/1 0.96 0.10 46,46,46,46 0
56 MG BA | 3005 1/1 0.96 0.06 29,29,29,29 0
56 MG BA | 3521 1/1 0.96 0.07 54,54,54,54 0
56 MG BA | 3009 1/1 0.96 0.06 34,34,34,34 0
56 MG BA | 3080 1/1 0.96 0.09 29,29,29,29 0
56 MG BA | 3525 1/1 0.96 0.07 46,46,46,46 0
56 MG AA | 3132 1/1 0.96 0.11 50,50,50,50 0
56 MG DA | 3072 1/1 0.96 0.08 33,33,33,33 0
56 MG DA | 3429 1/1 0.96 0.08 35,35,35,35 0
56 MG AA | 3133 1/1 0.96 0.06 38,38,38,38 0
56 MG BO 105 1/1 0.96 0.08 43,43,43,43 0
56 MG B4 502 1/1 0.96 0.05 61,61,61,61 0
56 MG DA | 3077 1/1 0.96 0.07 34,34,34,34 0
56 MG B5 502 1/1 0.96 0.11 34,34,34,34 0
56 MG DA | 3436 1/1 0.96 0.06 27,27,27,27 0
56 MG AA | 3060 1/1 0.96 0.14 55,55,55,55 0
56 MG BA | 3182 1/1 0.96 0.13 30,30,30,30 0
56 MG DA | 3439 1/1 0.96 0.09 28,28,28,28 0
56 MG DA | 3440 1/1 0.96 0.12 52,52,52,52 0
56 MG DA | 3087 1/1 0.96 0.15 35,35,35,35 0
56 MG AA | 3135 1/1 0.96 0.07 46,46,46,46 0
56 MG BA | 3184 1/1 0.96 0.05 37,37,37,37 0
56 MG CA | 3005 1/1 0.96 0.08 42,42,42 42 0
56 MG BA | 3185 1/1 0.96 0.08 43,43,43,43 0
56 MG DA | 3447 1/1 0.96 0.07 33,33,33,33 0
56 MG DA | 3449 1/1 0.96 0.09 29,29,29,29 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG BA | 3335 1/1 0.96 0.10 40,40,40,40 0
56 MG BA | 3017 1/1 0.96 0.11 40,40,40,40 0
56 MG DA | 3094 1/1 0.96 0.09 35,35,35,35 0
56 MG DA | 3095 1/1 0.96 0.09 A47.47,47.47 0
56 MG DA | 3457 1/1 0.96 0.10 38,38,38,38 0
56 MG AA | 3052 1/1 0.96 0.21 60,60,60,60 0
56 MG AA | 3175 1/1 0.96 0.19 53,53,53,53 0
56 MG BA | 3343 1/1 0.96 0.12 27,27,27,27 0
56 MG DA | 3099 1/1 0.96 0.12 37,37,37,37 0
56 MG AA | 3137 1/1 0.96 0.07 79,79,79,79 0
56 MG DA | 3101 1/1 0.96 0.08 46,46,46,46 0
56 MG DA | 3102 1/1 0.96 0.20 51,51,51,51 0
56 MG CA | 3017 1/1 0.96 0.09 41,41,41,41 0
56 MG BA | 3190 1/1 0.96 0.24 31,31,31,31 0
56 MG BA | 3555 1/1 0.96 0.08 42,42.42 42 0
56 MG BA | 3346 1/1 0.96 0.09 43,43,43,43 0
56 MG CA | 3022 1/1 0.96 0.12 34,34,34,34 0
56 MG AA | 3177 1/1 0.96 0.15 32,32,32,32 0
56 MG DA | 3112 1/1 0.96 0.08 24,24.24.24 0
56 MG AA | 3138 1/1 0.96 0.08 50,50,50,50 0
56 MG BA | 3349 1/1 0.96 0.10 46,46,46,46 0
56 MG DA | 3115 1/1 0.96 0.08 36,36,36,36 0
56 MG DA | 3117 1/1 0.96 0.16 43,43,43,43 0
56 MG BA | 3560 1/1 0.96 0.13 55,55,55,55 0
56 MG BA | 3195 1/1 0.96 0.14 A7, 47,4747 0
56 MG BA | 3562 1/1 0.96 0.05 46,46,46,46 0
56 MG DA | 3122 1/1 0.96 0.14 45,45,45,45 0
56 MG BA | 3095 1/1 0.96 0.04 33,33,33,33 0
56 MG BA | 3564 1/1 0.96 0.10 29,29,29,29 0
56 MG BA | 3202 1/1 0.96 0.06 30,30,30,30 0
56 MG BA | 3205 1/1 0.96 0.14 40,40,40,40 0
56 MG BA | 3358 1/1 0.96 0.10 39,39,39,39 0
56 MG DA | 3493 1/1 0.96 0.12 45,45,45,45 0
56 MG CA | 3038 1/1 0.96 0.14 44,4444 44 0
56 MG DA | 3495 1/1 0.96 0.12 45,45,45,45 0
56 MG BA | 3096 1/1 0.96 0.15 44,44,44 44 0
56 MG DA | 3498 1/1 0.96 0.07 48,48,48,48 0
56 MG DA | 3499 1/1 0.96 0.07 45,45,45,45 0
56 MG BA | 3361 1/1 0.96 0.09 45,45,45,45 0
56 MG BA | 3027 1/1 0.96 0.07 28,28,28,28 0
56 MG DA | 3136 1/1 0.96 0.13 36,36,36,36 0
56 MG CA | 3042 1/1 0.96 0.16 56,56,56,56 0

Continued on next page...



Page 374

Full wwPDB X-ray Structure Validation Report

1VYG6

Continued from previous page...

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG DA | 3505 1/1 0.96 0.05 44,44,44,44 0
56 MG DA | 3139 1/1 0.96 0.20 39,39,39,39 0
56 MG BA | 3573 1/1 0.96 0.14 44,44,44 44 0
56 MG AA | 3141 1/1 0.96 0.09 A47.47,47.47 0
56 MG BA | 3031 1/1 0.96 0.24 46,46,46,46 0
56 MG BA | 3105 1/1 0.96 0.07 32,32,32,32 0
56 MG BA | 3577 1/1 0.96 0.13 57,57,57,57 0
56 MG BA | 3034 1/1 0.96 0.16 24,24,24,24 0
56 MG BA | 3375 1/1 0.96 0.21 51,51,51,51 0
56 MG BA | 3219 1/1 0.96 0.05 20,20,20,20 0
56 MG AA | 3094 1/1 0.96 0.19 49,49,49.,49 0
56 MG CA | 3054 1/1 0.96 0.13 44,4444 44 0
56 MG BA | 3383 1/1 0.96 0.06 33,33,33,33 0
56 MG DA | 3521 1/1 0.96 0.22 51,51,51,51 0
56 MG DA | 3523 1/1 0.96 0.08 40,40,40,40 0
56 MG DA | 3159 1/1 0.96 0.12 31,31,31,31 0
56 MG DA | 3161 1/1 0.96 0.07 24,24,24.24 0
56 MG CA | 3056 1/1 0.96 0.19 40,40,40,40 0
56 MG DA | 3527 1/1 0.96 0.13 43,43,43,43 0
56 MG BA | 3221 1/1 0.96 0.18 41,41,41,41 0
56 MG AA | 3144 1/1 0.96 0.15 42,42.42 42 0
56 MG BA | 3388 1/1 0.96 0.04 54,54,54,54 0
56 MG BA | 3389 1/1 0.96 0.17 35,35,35,35 0
56 MG DA | 3167 1/1 0.96 0.06 51,51,51,51 0
56 MG BA | 3041 1/1 0.96 0.10 42,42,42 42 0
56 MG DA | 3536 1/1 0.96 0.06 56,56,56,56 0
56 MG DA | 3537 1/1 0.96 0.12 47.47,47.47 0
56 MG BA | 3392 1/1 0.96 0.10 41,41,41,41 0
56 MG AA | 3146 1/1 0.96 0.11 41,41,41,41 0
56 MG BA | 3226 1/1 0.96 0.25 32,32,32,32 0
56 MG DA | 3174 1/1 0.96 0.09 44,4444 44 0
56 MG DA | 3175 1/1 0.96 0.08 47.47,47.47 0
56 MG AA | 3025 1/1 0.96 0.11 37,37,37,37 0
56 MG AA | 3036 1/1 0.96 0.12 41,41,41,41 0
56 MG BA | 3231 1/1 0.96 0.18 41,41,41,41 0
56 MG BA | 3045 1/1 0.96 0.11 34,34,34,34 0
56 MG DA | 3550 1/1 0.96 0.10 46,46,46,46 0
56 MG DA | 3186 1/1 0.96 0.06 41,41,41,41 0
56 MG CA | 3070 1/1 0.96 0.08 39,39,39,39 0
56 MG DA | 3189 1/1 0.96 0.20 31,31,31,31 0
56 MG DA | 3190 1/1 0.96 0.10 34,34,34,34 0
56 MG DA | 3555 1/1 0.96 0.10 51,51,51,51 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG DA | 3556 1/1 0.96 0.12 36,36,36,36 0
56 MG BA | 3120 1/1 0.96 0.08 44,44,44,44 0
56 MG BA | 3402 1/1 0.96 0.14 28,28,28,28 0
56 MG BA | 3598 1/1 0.96 0.12 48,48,48,48 0
56 MG BA | 3121 1/1 0.96 0.25 43,43,43,43 0
56 MG CA | 3075 1/1 0.96 0.15 53,53,53,53 0
56 MG BA | 3236 1/1 0.96 0.07 42,42,42 42 0
56 MG AA | 3037 1/1 0.96 0.06 51,51,51,51 0
56 MG BA | 3406 1/1 0.96 0.14 39,39,39,39 0
56 MG BA | 3603 1/1 0.96 0.07 49,49,49.49 0
56 MG DA | 3203 1/1 0.96 0.09 21,21,21,21 0
56 MG DA | 3570 1/1 0.96 0.06 52,52,52,52 0
56 MG CA | 3080 1/1 0.96 0.09 41,41,41,41 0
56 MG DA | 3572 1/1 0.96 0.10 51,51,51,51 0
56 MG DA | 3573 1/1 0.96 0.16 45,45,45,45 0
56 MG BA | 3407 1/1 0.96 0.10 43,43,43,43 0
56 MG DA | 3575 1/1 0.96 0.16 49,49,49.,49 0
56 MG BA | 3238 1/1 0.96 0.21 A7, 47,4747 0
56 MG DA | 3208 1/1 0.96 0.11 43,43,43,43 0
56 MG DA | 3210 1/1 0.96 0.06 37,37,37,37 0
56 MG DA | 3579 1/1 0.96 0.11 54,54,54,54 0
56 MG BA | 3410 1/1 0.96 0.09 43,43,43,43 0
56 MG AA | 3067 1/1 0.96 0.30 42,42,42 42 0
56 MG BA | 3240 1/1 0.96 0.18 43,43,43,43 0
56 MG DA | 3583 1/1 0.96 0.05 43,43,43,43 0
56 MG DA | 3214 1/1 0.96 0.14 30,30,30,30 0
56 MG DA | 3215 1/1 0.96 0.07 31,31,31,31 0
56 MG AA | 3101 1/1 0.96 0.29 53,53,53,53 0
56 MG DA | 3590 1/1 0.96 0.18 38,38,38,38 0
56 MG CA | 3087 1/1 0.96 0.06 33,33,33,33 0
56 MG DA | 3219 1/1 0.96 0.11 33,33,33,33 0
56 MG DA | 3220 1/1 0.96 0.08 43,43,43,43 0
56 MG DA | 3221 1/1 0.96 0.06 33,33,33,33 0
56 MG CA | 3088 1/1 0.96 0.14 41,41,41,41 0
56 MG DB | 3003 1/1 0.96 0.06 29,29,29,29 0
56 MG BA | 3127 1/1 0.96 0.06 45,45,45,45 0
56 MG BA | 3128 1/1 0.96 0.17 29,29,29,29 0
56 MG BA | 3245 1/1 0.96 0.12 27,27,27,27 0
56 MG BA | 3618 1/1 0.96 0.20 54,54,54,54 0
56 MG BA | 3129 1/1 0.96 0.10 42,42,42 42 0
56 MG BA | 3427 1/1 0.96 0.10 49,49,49.,49 0
56 MG BA | 3252 1/1 0.96 0.10 51,51,51,51 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG DD 301 1/1 0.96 0.11 43,43,43,43 0
56 MG AA ] 3028 1/1 0.96 0.12 39,39,39,39 0
56 MG CA | 3098 1/1 0.96 0.14 42,42,42 42 0
56 MG BA | 3255 1/1 0.96 0.23 32,32,32,32 0
56 MG CA | 3100 1/1 0.96 0.15 56,56,56,56 0
56 MG BA | 3434 1/1 0.96 0.08 43,43,43,43 0
56 MG CA | 3102 1/1 0.96 0.16 30,30,30,30 0
56 MG DA | 3241 1/1 0.96 0.16 36,36,36,36 0
56 MG BA | 3135 1/1 0.96 0.10 36,36,36,36 0
56 MG AA | 3103 1/1 0.96 0.10 51,51,51,51 0
56 MG BA | 3630 1/1 0.96 0.08 47474747 0
56 MG DR 202 1/1 0.96 0.06 32,32,32,32 0
56 MG BA | 3439 1/1 0.96 0.13 30,30,30,30 0
56 MG DU 201 1/1 0.96 0.12 41,41,41,41 0
56 MG DV | 3001 1/1 0.96 0.13 45,45,45,45 0
56 MG BA | 3052 1/1 0.96 0.05 27,27,27,27 0
56 MG BA | 3263 1/1 0.96 0.22 64,64,64,64 0
56 MG BA | 3444 1/1 0.96 0.08 34,34,34,34 0
56 MG DO 5001 1/1 0.96 0.06 39,39,39,39 0
56 MG D3 3001 1/1 0.96 0.19 70,70,70,70 0
56 MG BA | 3053 1/1 0.96 0.10 31,31,31,31 0
56 MG DA | 3253 1/1 0.96 0.05 26,26,26,26 0
56 MG DA | 3254 1/1 0.96 0.11 46,46,46,46 0
59 K AX | 3001 1/1 0.96 0.06 48,48,48,48 0
59 K DA | 3001 1/1 0.96 0.05 48,48,48,48 0
56 MG DA | 3363 1/1 0.97 0.04 36,36,36,36 0
56 MG DA | 3364 1/1 0.97 0.07 37,37,37,37 0
56 MG BB | 3018 1/1 0.97 0.05 30,30,30,30 0
56 MG BA | 3322 1/1 0.97 0.10 40,40,40,40 0
56 MG DA | 3119 1/1 0.97 0.16 37,37,37,37 0
56 MG BD 303 1/1 0.97 0.21 37,37,37,37 0
56 MG BA | 3118 1/1 0.97 0.09 45,45,45,45 0
56 MG BD 305 1/1 0.97 0.09 38,38,38,38 0
56 MG BD 307 1/1 0.97 0.05 27,27,27,27 0
56 MG BD 308 1/1 0.97 0.07 35,35,35,35 0
56 MG DA | 3374 1/1 0.97 0.07 35,35,35,35 0
56 MG BE 301 1/1 0.97 0.11 45,45,45,45 0
56 MG DA | 3376 1/1 0.97 0.06 38,38,38,38 0
56 MG BE 302 1/1 0.97 0.28 36,36,36,36 0
56 MG BA | 3233 1/1 0.97 0.17 41,41,41,41 0
56 MG BA | 3431 1/1 0.97 0.06 44,44,44, 44 0
56 MG DA | 3130 1/1 0.97 0.24 47,4747 47 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG BA | 3432 1/1 0.97 0.06 37,37,37,37 0
56 MG DA | 3387 1/1 0.97 0.05 53,53,53,53 0
56 MG BA | 3167 1/1 0.97 0.08 46,46,46,46 0
56 MG DA | 3133 1/1 0.97 0.06 53,53,53,53 0
56 MG DA | 3134 1/1 0.97 0.19 33,33,33,33 0
56 MG DA | 3395 1/1 0.97 0.04 41,41,41,41 0
56 MG BA | 3568 1/1 0.97 0.07 42,42,42 42 0
56 MG DA | 3397 1/1 0.97 0.05 18,18,18,18 0
56 MG BA | 3168 1/1 0.97 0.09 47.47,47.47 0
56 MG BA | 3570 1/1 0.97 0.07 36,36,36,36 0
56 MG DA | 3138 1/1 0.97 0.11 33,33,33,33 0
56 MG BG | 3001 1/1 0.97 0.10 71,71,71,71 0
56 MG AA | 3077 1/1 0.97 0.08 39,39,39,39 0
56 MG BA | 3170 1/1 0.97 0.12 34,34,34,34 0
56 MG DA | 3407 1/1 0.97 0.06 40,40,40,40 0
56 MG AA | 3099 1/1 0.97 0.17 33,33,33,33 0
56 MG BN | 3001 1/1 0.97 0.06 57,57,57,57 0
56 MG BA | 3123 1/1 0.97 0.06 36,36,36,36 0
56 MG DA | 3411 1/1 0.97 0.04 36,36,36,36 0
56 MG DA | 3149 1/1 0.97 0.14 41,41,41,41 0
56 MG BA | 3011 1/1 0.97 0.03 30,30,30,30 0
56 MG BP 202 1/1 0.97 0.32 31,31,31,31 0
56 MG BA | 3333 1/1 0.97 0.09 35,35,35,35 0
56 MG DA | 3153 1/1 0.97 0.09 42,42,42 42 0
56 MG AA | 3152 1/1 0.97 0.11 57,57,57,57 0
56 MG AA | 3172 1/1 0.97 0.10 69,69,69,69 0
56 MG BR | 3003 1/1 0.97 0.11 39,39,39,39 0
56 MG BA | 3337 1/1 0.97 0.05 37,37,37,37 0
56 MG DA | 3422 1/1 0.97 0.05 63,63,63,63 0
56 MG DA | 3160 1/1 0.97 0.13 44,4444 44 0
56 MG BA | 3243 1/1 0.97 0.09 45,45,45,45 0
56 MG CA | 3124 1/1 0.97 0.13 52,52,52,52 0
56 MG BA | 3014 1/1 0.97 0.14 35,35,35,35 0
56 MG BA | 3179 1/1 0.97 0.04 27,27,27,27 0
56 MG CA | 3127 1/1 0.97 0.13 49,49,49.49 0
56 MG BA | 3342 1/1 0.97 0.05 35,35,35,35 0
56 MG AA | 3078 1/1 0.97 0.08 34,34,34,34 0
56 MG BA | 3461 1/1 0.97 0.16 52,52,52,52 0
56 MG BA | 3249 1/1 0.97 0.07 48,48,48,48 0
56 MG BA | 3464 1/1 0.97 0.06 41,41,41,41 0
56 MG BX 103 1/1 0.97 0.08 25,25,25,25 0
56 MG BA | 3251 1/1 0.97 0.08 37,37,37,37 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG BA | 3467 1/1 0.97 0.10 20,20,20,20 0
56 MG DA | 3176 1/1 0.97 0.12 29,29,29,29 0
56 MG BA | 3468 1/1 0.97 0.06 32,32,32,32 0
56 MG DA | 3442 1/1 0.97 0.18 42,42,42 42 0
56 MG BA | 3181 1/1 0.97 0.04 37,37,37,37 0
56 MG BA | 3253 1/1 0.97 0.18 47474747 0
56 MG DA | 3184 1/1 0.97 0.13 30,30,30,30 0
56 MG AA | 3063 1/1 0.97 0.19 39,39,39,39 0
56 MG CA | 3141 1/1 0.97 0.11 54,54,54,54 0
56 MG AA | 3155 1/1 0.97 0.10 61,61,61,61 0
56 MG DA | 3188 1/1 0.97 0.04 25,25,25,25 0
56 MG BA | 3131 1/1 0.97 0.06 36,36,36,36 0
56 MG DA | 3453 1/1 0.97 0.08 31,31,31,31 0
56 MG BA | 3257 1/1 0.97 0.04 29,29,29,29 0
56 MG DA | 3455 1/1 0.97 0.14 45,45,45,45 0
56 MG BA | 3258 1/1 0.97 0.14 30,30,30,30 0
56 MG CA | 3146 1/1 0.97 0.05 42,42,42 42 0
56 MG B7 3001 1/1 0.97 0.06 45,45,45,45 0
56 MG B7 3004 1/1 0.97 0.05 34,34,34,34 0
56 MG CA | 3150 1/1 0.97 0.07 62,62,62,62 0
56 MG DA | 3461 1/1 0.97 0.10 33,33,33,33 0
56 MG DA | 3463 1/1 0.97 0.07 28,28,28,28 0
56 MG DA | 3464 1/1 0.97 0.12 46,46,46,46 0
56 MG B8 5001 1/1 0.97 0.09 36,36,36,36 0
56 MG B9 502 1/1 0.97 0.07 41,41,41,41 0
56 MG BA | 3259 1/1 0.97 0.12 35,35,35,35 0
56 MG CA | 3002 1/1 0.97 0.08 43,43,43,43 0
56 MG BA | 3132 1/1 0.97 0.10 25,25,25,25 0
56 MG BA | 3133 1/1 0.97 0.04 33,33,33,33 0
56 MG BA | 3360 1/1 0.97 0.07 21,21,21,21 0
56 MG CA | 3006 1/1 0.97 0.24 37,37,37,37 0
56 MG AA | 3139 1/1 0.97 0.06 36,36,36,36 0
56 MG DA | 3209 1/1 0.97 0.06 38,38,38,38 0
56 MG CA | 3008 1/1 0.97 0.22 31,31,31,31 0
56 MG BA | 3020 1/1 0.97 0.10 33,33,33,33 0
56 MG DA | 3002 1/1 0.97 0.10 33,33,33,33 0
56 MG CA | 3010 1/1 0.97 0.06 53,53,53,53 0
56 MG BA | 3487 1/1 0.97 0.10 17,17,17,17 0
56 MG DA | 3006 1/1 0.97 0.06 33,33,33,33 0
56 MG DA | 3216 1/1 0.97 0.08 37,37,37,37 0
56 MG DA | 3007 1/1 0.97 0.05 39,39,39,39 0
56 MG BA | 3606 1/1 0.97 0.09 32,32,32,32 0

Continued on next page...



Page 379

Full wwPDB X-ray Structure Validation Report

1VYG6

Continued from previous page...

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG DA | 3010 1/1 0.97 0.08 36,36,36,36 0
56 MG BA | 3363 1/1 0.97 0.10 29,29,29,29 0
56 MG DA | 3014 1/1 0.97 0.07 33,33,33,33 0
56 MG DA | 3489 1/1 0.97 0.13 49,49,49.,49 0
56 MG CA | 3014 1/1 0.97 0.09 39,39,39,39 0
56 MG BA | 3608 1/1 0.97 0.16 45,45,45,45 0
56 MG BA | 3089 1/1 0.97 0.07 37,37,37,37 0
56 MG DA | 3019 1/1 0.97 0.06 40,40,40,40 0
56 MG DA | 3227 1/1 0.97 0.21 49,49,49,49 0
56 MG DA | 3228 1/1 0.97 0.08 51,51,51,51 0
56 MG BA | 3610 1/1 0.97 0.08 47474747 0
56 MG BA | 3366 1/1 0.97 0.06 34,34,34,34 0
56 MG BA | 3138 1/1 0.97 0.10 35,35,35,35 0
56 MG CA | 3020 1/1 0.97 0.28 46,46,46,46 0
56 MG DA | 3502 1/1 0.97 0.10 39,39,39,39 0
56 MG BA | 3613 1/1 0.97 0.08 45,45,45,45 0
56 MG BA | 3614 1/1 0.97 0.05 55,55,55,55 0
56 MG CA | 3023 1/1 0.97 0.08 38,38,38,38 0
56 MG BA | 3368 1/1 0.97 0.07 42,42,42 42 0
56 MG BA | 3370 1/1 0.97 0.09 29,29,29,29 0
56 MG AA | 3064 1/1 0.97 0.18 45,45,45,45 0
56 MG BA | 3269 1/1 0.97 0.05 34,34,34,34 0
56 MG DA | 3031 1/1 0.97 0.04 21,21,21,21 0
56 MG DA | 3511 1/1 0.97 0.14 53,53,53,53 0
56 MG BA | 3054 1/1 0.97 0.14 42,42,42 42 0
56 MG BA | 3499 1/1 0.97 0.09 35,35,35,35 0
56 MG CA | 3030 1/1 0.97 0.09 41,41,41,41 0
56 MG DA | 3246 1/1 0.97 0.17 38,38,38,38 0
56 MG DA | 3035 1/1 0.97 0.12 46,46,46,46 0
56 MG DA | 3248 1/1 0.97 0.20 52,52,52,52 0
56 MG DA | 3037 1/1 0.97 0.10 40,40,40,40 0
56 MG CA | 3031 1/1 0.97 0.08 52,52,52,52 0
56 MG BA | 3193 1/1 0.97 0.19 48,48,48,48 0
56 MG DA | 3040 1/1 0.97 0.14 34,34,34,34 0
56 MG BA | 3622 1/1 0.97 0.11 45,45,45,45 0
56 MG BA | 3501 1/1 0.97 0.09 44,44,44 44 0
56 MG BA | 3502 1/1 0.97 0.10 33,33,33,33 0
56 MG BA | 3276 1/1 0.97 0.06 42,42,42 42 0
56 MG DA | 3258 1/1 0.97 0.19 49,49,49,49 0
56 MG DA | 3046 1/1 0.97 0.17 34,34,34,34 0
56 MG DA | 3532 1/1 0.97 0.06 51,51,51,51 0
56 MG CA | 3037 1/1 0.97 0.06 45,45,45,45 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG DA | 3048 1/1 0.97 0.07 41,41,41,41 0
56 MG DA | 3262 1/1 0.97 0.06 39,39,39,39 0
56 MG DA | 3049 1/1 0.97 0.04 40,40,40,40 0
56 MG BA | 3194 1/1 0.97 0.03 23,23,23,23 0
56 MG BA | 3055 1/1 0.97 0.07 13,13,13,13 0
56 MG BA | 3385 1/1 0.97 0.06 20,20,20,20 0
56 MG DA | 3267 1/1 0.97 0.15 47.47,47,47 0
56 MG DA | 3053 1/1 0.97 0.12 41,41,41,41 0
56 MG BA | 3386 1/1 0.97 0.14 32,32,32,32 0
56 MG DA | 3270 1/1 0.97 0.06 37,37,37,37 0
56 MG BA | 3197 1/1 0.97 0.10 19,19,19,19 0
56 MG DA | 3547 1/1 0.97 0.09 41,41,41,41 0
56 MG BA | 3282 1/1 0.97 0.15 31,31,31,31 0
56 MG DA | 3057 1/1 0.97 0.04 30,30,30,30 0
56 MG BA | 3144 1/1 0.97 0.12 44,44,44 44 0
56 MG BA | 3201 1/1 0.97 0.07 41,41,41,41 0
56 MG BA | 3636 1/1 0.97 0.04 32,32,32,32 0
56 MG DA | 3061 1/1 0.97 0.05 35,35,35,35 0
56 MG DA | 3279 1/1 0.97 0.05 27,27,27,27 0
56 MG BA | 3391 1/1 0.97 0.08 37,37,37,37 0
56 MG AA | 3046 1/1 0.97 0.10 42,42.42 42 0
56 MG BA | 3024 1/1 0.97 0.17 32,32,32,32 0
56 MG DA | 3558 1/1 0.97 0.05 39,39,39,39 0
56 MG BA | 3025 1/1 0.97 0.10 37,37,37,37 0
56 MG CA | 3051 1/1 0.97 0.09 66,66,66,66 0
56 MG CA | 3052 1/1 0.97 0.06 39,39,39,39 0
56 MG DA | 3290 1/1 0.97 0.06 36,36,36,36 0
56 MG DA | 3564 1/1 0.97 0.05 36,36,36,36 0
56 MG DA | 3068 1/1 0.97 0.08 35,35,35,35 0
56 MG BA | 3060 1/1 0.97 0.10 42,42.42 42 0
56 MG AA | 3082 1/1 0.97 0.20 57,57,57,57 0
56 MG DA | 3296 1/1 0.97 0.05 28,28,28,28 0
56 MG BA | 3212 1/1 0.97 0.14 28,28,28,28 0
56 MG DA | 3299 1/1 0.97 0.06 50,50,50,50 0
56 MG AA | 3145 1/1 0.97 0.07 35,35,35,35 0
56 MG BA | 3214 1/1 0.97 0.14 28,28,28,28 0
56 MG DA | 3074 1/1 0.97 0.04 29,29,29,29 0
56 MG DA | 3303 1/1 0.97 0.06 43,43,43,43 0
56 MG BA | 3103 1/1 0.97 0.10 42,42,42 42 0
56 MG BA | 3651 1/1 0.97 0.05 42,42,42 42 0
56 MG BA | 3529 1/1 0.97 0.10 33,33,33,33 0
56 MG BA | 3531 1/1 0.97 0.05 41,41,41,41 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG AA ] 3029 1/1 0.97 0.12 52,52,52,52 0
56 MG BA | 3030 1/1 0.97 0.45 43,43,43,43 0
56 MG DA | 3313 1/1 0.97 0.07 40,40,40,40 0
56 MG DA | 3314 1/1 0.97 0.17 54,54,54,54 0
56 MG DA | 3084 1/1 0.97 0.07 39,39,39,39 0
56 MG DA | 3317 1/1 0.97 0.09 53,53,53,53 0
56 MG DA | 3318 1/1 0.97 0.12 43,43,43,43 0
56 MG DA | 3586 1/1 0.97 0.10 A47.47,47.47 0
56 MG DA | 3319 1/1 0.97 0.18 38,38,38,38 0
56 MG DA | 3588 1/1 0.97 0.10 21,21,21,21 0
56 MG DA | 3589 1/1 0.97 0.06 33,33,33,33 0
56 MG BA | 3067 1/1 0.97 0.09 34,34,34,34 0
56 MG DA | 3591 1/1 0.97 0.09 42,42,42 42 0
56 MG BA | 3302 1/1 0.97 0.10 59,55,55,55 0
56 MG BA | 3661 1/1 0.97 0.06 38,38,38,38 0
56 MG BA | 3155 1/1 0.97 0.20 27,27,27,27 0
56 MG DA | 3324 1/1 0.97 0.08 52,52,52,52 0
56 MG BA | 3666 1/1 0.97 0.16 35,35,35,35 0
56 MG AA | 3095 1/1 0.97 0.13 55,55,55,55 0
56 MG BA | 3409 1/1 0.97 0.07 28,28,28,28 0
56 MG BA | 3670 1/1 0.97 0.14 34,34,34,34 0
56 MG BA | 3544 1/1 0.97 0.12 25,25,25,25 0
56 MG BA | 3033 1/1 0.97 0.08 33,33,33,33 0
56 MG DB | 3008 1/1 0.97 0.08 35,35,35,35 0
56 MG BA | 3546 1/1 0.97 0.06 57,57,57,57 0
56 MG BB | 3001 1/1 0.97 0.08 36,36,36,36 0
56 MG DB | 3011 1/1 0.97 0.06 29,29,29,29 0
56 MG BA | 3547 1/1 0.97 0.05 60,60,60,60 0
56 MG DA | 3335 1/1 0.97 0.12 36,36,36,36 0
56 MG DD 302 1/1 0.97 0.11 39,39,39,39 0
56 MG BA | 3548 1/1 0.97 0.07 30,30,30,30 0
56 MG BA | 3072 1/1 0.97 0.10 24,24.24.24 0
56 MG DA | 3339 1/1 0.97 0.09 32,32,32,32 0
56 MG DE | 3004 1/1 0.97 0.09 48,48,48,48 0
56 MG BA | 3413 1/1 0.97 0.10 26,26,26,26 0
56 MG DA | 3341 1/1 0.97 0.07 25,25,25,25 0
56 MG DA | 3342 1/1 0.97 0.14 37,37,37,37 0
56 MG AA | 3008 1/1 0.97 0.24 55,55,55,55 0
56 MG DA | 3104 1/1 0.97 0.17 35,35,35,35 0
56 MG BA | 3227 1/1 0.97 0.06 32,32,32,32 0
56 MG DQ | 3002 1/1 0.97 0.18 38,38,38,38 0
56 MG BA | 3418 1/1 0.97 0.06 46,46,46,46 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG DA | 3348 1/1 0.97 0.07 25,25,25,25 0
56 MG DA | 3107 1/1 0.97 0.19 46,46,46,46 0
56 MG BA | 3419 1/1 0.97 0.07 20,20,20,20 0
56 MG BB | 3012 1/1 0.97 0.10 44,4444 44 0
56 MG DA | 3110 1/1 0.97 0.12 42,42,42 42 0
56 MG BA | 3315 1/1 0.97 0.15 31,31,31,31 0
56 MG DA | 3355 1/1 0.97 0.04 36,36,36,36 0
56 MG BA | 3228 1/1 0.97 0.08 40,40,40,40 0
56 MG BA | 3113 1/1 0.97 0.18 41,41,41,41 0
56 MG DA | 3358 1/1 0.97 0.10 45,45,45,45 0
56 MG AA | 3032 1/1 0.97 0.11 42,42,42 42 0
56 MG AA | 3186 1/1 0.97 0.12 55,55,55,55 0
58 ZN B4 501 1/1 0.97 0.06 | 106,106,106,106 0
58 ZN D4 501 1/1 0.97 0.08 | 141,141,141,141 0
56 MG DA | 3116 1/1 0.97 0.10 29,29,29,29 0
56 MG DA | 3362 1/1 0.97 0.07 43,43,43,43 0
56 MG BA | 3004 1/1 0.98 0.06 23,23,23,23 0
56 MG BA | 3203 1/1 0.98 0.13 35,35,35,35 0
56 MG BO 103 1/1 0.98 0.07 33,33,33,33 0
56 MG DA | 3448 1/1 0.98 0.14 29,29,29,29 0
56 MG BA | 3204 1/1 0.98 0.12 35,35,35,35 0
56 MG AA | 3070 1/1 0.98 0.16 33,33,33,33 0
56 MG DA | 3451 1/1 0.98 0.05 30,30,30,30 0
56 MG B3 101 1/1 0.98 0.12 35,35,35,35 0
56 MG B3 102 1/1 0.98 0.15 22,22,22.22 0
56 MG BA | 3326 1/1 0.98 0.05 28,28,28,28 0
56 MG BA | 3068 1/1 0.98 0.04 39,39,39,39 0
56 MG BA | 3519 1/1 0.98 0.07 53,53,53,53 0
56 MG BA | 3520 1/1 0.98 0.06 24,24,24,24 0
56 MG B7 3002 1/1 0.98 0.05 35,35,35,35 0
56 MG B7 3003 1/1 0.98 0.06 28,28,28,28 0
56 MG BA | 3208 1/1 0.98 0.16 25,25,25,25 0
56 MG BA | 3522 1/1 0.98 0.06 52,52,52,52 0
56 MG DA | 3462 1/1 0.98 0.06 35,35,35,35 0
56 MG BA | 3628 1/1 0.98 0.07 38,38,38,38 0
56 MG BA | 3209 1/1 0.98 0.18 26,26,26,26 0
56 MG BA | 3022 1/1 0.98 0.04 26,26,26,26 0
56 MG BA | 3414 1/1 0.98 0.06 31,31,31,31 0
56 MG BA | 3006 1/1 0.98 0.12 36,36,36,36 0
56 MG DA | 3276 1/1 0.98 0.18 50,50,50,50 0
56 MG BA | 3099 1/1 0.98 0.20 32,32,32,32 0
56 MG BA | 3528 1/1 0.98 0.05 38,38,38,38 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG BA | 3262 1/1 0.98 0.09 24,24,24,24 0
56 MG DA | 3280 1/1 0.98 0.07 50,50,50,50 0
56 MG BA | 3007 1/1 0.98 0.03 32,32,32,32 0
56 MG BA | 3420 1/1 0.98 0.05 24,24.24.24 0
56 MG DA | 3283 1/1 0.98 0.04 38,38,38,38 0
56 MG DA | 3476 1/1 0.98 0.03 32,32,32,32 0
56 MG DA | 3284 1/1 0.98 0.04 23,23,23,23 0
56 MG BA | 3421 1/1 0.98 0.07 36,36,36,36 0
56 MG BA | 3535 1/1 0.98 0.05 47.47,47.47 0
56 MG BA | 3640 1/1 0.98 0.06 33,33,33,33 0
56 MG BA | 3264 1/1 0.98 0.15 35,35,35,35 0
56 MG DA | 3482 1/1 0.98 0.05 46,46,46,46 0
56 MG DA | 3124 1/1 0.98 0.09 29,29,29,29 0
56 MG BA | 3336 1/1 0.98 0.06 43,43,43,43 0
56 MG BA | 3538 1/1 0.98 0.14 55,55,55,55 0
56 MG DA | 3294 1/1 0.98 0.04 37,37,37,37 0
56 MG BA | 3134 1/1 0.98 0.10 40,40,40,40 0
56 MG BA | 3215 1/1 0.98 0.10 32,32,32,32 0
56 MG DA | 3297 1/1 0.98 0.08 38,38,38,38 0
56 MG DA | 3490 1/1 0.98 0.06 34,34,34,34 0
56 MG CA | 3147 1/1 0.98 0.08 52,52,52,52 0
56 MG BA | 3542 1/1 0.98 0.07 51,51,51,51 0
56 MG BA | 3216 1/1 0.98 0.23 33,33,33,33 0
56 MG BA | 3650 1/1 0.98 0.04 31,31,31,31 0
56 MG AN 502 1/1 0.98 0.18 53,53,53,53 0
56 MG BA | 3341 1/1 0.98 0.05 32,32,32,32 0
56 MG DA | 3497 1/1 0.98 0.11 45,45,45,45 0
56 MG DA | 3304 1/1 0.98 0.10 32,32,32,32 0
56 MG AA | 3168 1/1 0.98 0.14 56,56,56,56 0
56 MG BA | 3104 1/1 0.98 0.04 42,42.42 42 0
56 MG BA | 3049 1/1 0.98 0.09 43,43,43,43 0
56 MG BA | 3657 1/1 0.98 0.07 24,24.24.24 0
56 MG BA | 3658 1/1 0.98 0.06 27,27,27,27 0
56 MG BA | 3272 1/1 0.98 0.07 37,37,37,37 0
56 MG DA | 3311 1/1 0.98 0.08 43,43,43,43 0
56 MG DA | 3142 1/1 0.98 0.10 37,37,37,37 0
56 MG DA | 3143 1/1 0.98 0.05 27,27,27,27 0
56 MG DA | 3315 1/1 0.98 0.10 43,43,43,43 0
56 MG BA | 3273 1/1 0.98 0.05 29,29,29,29 0
56 MG BA | 3551 1/1 0.98 0.05 48,48,48,48 0
56 MG BA | 3274 1/1 0.98 0.08 A47.47,47.47 0
56 MG BA | 3665 1/1 0.98 0.05 30,30,30,30 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG DA | 3513 1/1 0.98 0.06 32,32,32,32 0
56 MG DA | 3148 1/1 0.98 0.04 47474747 0
56 MG BA | 3175 1/1 0.98 0.10 33,33,33,33 0
56 MG AA | 3075 1/1 0.98 0.12 39,39,39,39 0
56 MG DA | 3005 1/1 0.98 0.06 26,26,26,26 0
56 MG AX | 3004 1/1 0.98 0.11 39,39,39,39 0
56 MG DA | 3519 1/1 0.98 0.05 42,42,42 42 0
56 MG BA | 3351 1/1 0.98 0.04 33,33,33,33 0
56 MG DA | 3008 1/1 0.98 0.03 38,38,38,38 0
56 MG DA | 3522 1/1 0.98 0.09 44,4444 44 0
56 MG BA | 3279 1/1 0.98 0.07 38,38,38,38 0
56 MG BA | 3353 1/1 0.98 0.06 39,39,39,39 0
56 MG BA | 3674 1/1 0.98 0.05 54,54,54,54 0
56 MG DA | 3012 1/1 0.98 0.11 30,30,30,30 0
56 MG DA | 3013 1/1 0.98 0.06 37,37,37,37 0
56 MG DA | 3528 1/1 0.98 0.04 37,37,37,37 0
56 MG BA | 3354 1/1 0.98 0.05 42,42,42 42 0
56 MG BA | 3355 1/1 0.98 0.04 31,31,31,31 0
56 MG DA | 3016 1/1 0.98 0.15 31,31,31,31 0
56 MG DA | 3336 1/1 0.98 0.08 22,22,22.22 0
56 MG BB | 3002 1/1 0.98 0.12 41,41,41,41 0
56 MG BA | 3178 1/1 0.98 0.17 26,26,26,26 0
56 MG BA | 3281 1/1 0.98 0.12 51,51,51,51 0
56 MG DA | 3168 1/1 0.98 0.11 39,39,39,39 0
56 MG DA | 3169 1/1 0.98 0.04 38,38,38,38 0
56 MG BA | 3453 1/1 0.98 0.04 27,27,27,27 0
56 MG BA | 3456 1/1 0.98 0.12 33,33,33,33 0
56 MG BA | 3457 1/1 0.98 0.06 29,29,29,29 0
56 MG BA | 3225 1/1 0.98 0.05 31,31,31,31 0
56 MG BA | 3029 1/1 0.98 0.07 12,12,12,12 0
56 MG AA | 3030 1/1 0.98 0.09 47474747 0
56 MG BB | 3011 1/1 0.98 0.05 45,45,45,45 0
56 MG DA | 3546 1/1 0.98 0.06 40,40,40,40 0
56 MG DA | 3177 1/1 0.98 0.06 52,52,52,52 0
56 MG AA | 3162 1/1 0.98 0.06 40,40,40,40 0
56 MG BA | 3032 1/1 0.98 0.04 40,40,40,40 0
56 MG DA | 3180 1/1 0.98 0.06 30,30,30,30 0
56 MG DA | 3181 1/1 0.98 0.05 40,40,40,40 0
56 MG DA | 3182 1/1 0.98 0.05 38,38,38,38 0
56 MG BA | 3015 1/1 0.98 0.04 27,27,27,27 0
56 MG BA | 3364 1/1 0.98 0.05 29,29,29,29 0
56 MG BA | 3114 1/1 0.98 0.12 34,34,34,34 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG BA | 3291 1/1 0.98 0.08 14,14,14,14 0
56 MG AA ] 3050 1/1 0.98 0.04 24,24,24,24 0
56 MG BD 301 1/1 0.98 0.11 30,30,30,30 0
56 MG BA | 3085 1/1 0.98 0.10 27,27,27,27 0
56 MG DA | 3036 1/1 0.98 0.04 38,38,38,38 0
56 MG CA | 3061 1/1 0.98 0.10 45,45,45,45 0
56 MG DA | 3562 1/1 0.98 0.06 42,42,42 42 0
56 MG BA | 3369 1/1 0.98 0.09 33,33,33,33 0
56 MG BA | 3035 1/1 0.98 0.15 21,21,21,21 0
56 MG BA | 3371 1/1 0.98 0.06 25,25,25,25 0
56 MG BD 306 1/1 0.98 0.10 36,36,36,36 0
56 MG DA | 3196 1/1 0.98 0.06 33,33,33,33 0
56 MG DA | 3042 1/1 0.98 0.04 32,32,32,32 0
56 MG DA | 3372 1/1 0.98 0.06 21,21,21,21 0
56 MG BA | 3372 1/1 0.98 0.07 29,29,29,29 0
56 MG BA | 3475 1/1 0.98 0.07 45,45,45,45 0
56 MG DA | 3200 1/1 0.98 0.08 28,28,28,28 0
56 MG BA | 3119 1/1 0.98 0.08 29,29,29,29 0
56 MG DA | 3202 1/1 0.98 0.13 24,24.24.24 0
56 MG DA | 3378 1/1 0.98 0.08 31,31,31,31 0
56 MG DA | 3380 1/1 0.98 0.04 33,33,33,33 0
56 MG BA | 3477 1/1 0.98 0.06 50,50,50,50 0
56 MG AA | 3173 1/1 0.98 0.12 32,32,32,32 0
56 MG BE 304 1/1 0.98 0.07 13,13,13,13 0
56 MG DA | 3385 1/1 0.98 0.03 45,45,45,45 0
56 MG BA | 3038 1/1 0.98 0.06 30,30,30,30 0
56 MG BA | 3299 1/1 0.98 0.07 36,36,36,36 0
56 MG DA | 3389 1/1 0.98 0.04 42,42.42 42 0
56 MG DA | 3391 1/1 0.98 0.04 42,42.42 42 0
56 MG BA | 3377 1/1 0.98 0.07 31,31,31,31 0
56 MG BA | 3589 1/1 0.98 0.06 27,27,27,27 0
56 MG BA | 3380 1/1 0.98 0.09 17,17,17,17 0
56 MG BA | 3122 1/1 0.98 0.20 39,39,39,39 0
56 MG BA | 3382 1/1 0.98 0.09 27,27,27,27 0
56 MG AA | 3007 1/1 0.98 0.13 30,30,30,30 0
56 MG BA | 3489 1/1 0.98 0.17 41,41,41,41 0
56 MG BA | 3490 1/1 0.98 0.07 38,38,38,38 0
56 MG DA | 3400 1/1 0.98 0.17 38,38,38,38 0
56 MG DA | 3401 1/1 0.98 0.09 55,55,55,55 0
56 MG DA | 3596 1/1 0.98 0.12 54,54,54,54 0
56 MG BA | 3063 1/1 0.98 0.11 A47.47,47.47 0
56 MG DA | 3403 1/1 0.98 0.04 39,39,39,39 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG BN | 3002 1/1 0.98 0.04 27,27,27,27 0
56 MG BA | 3304 1/1 0.98 0.09 43,43,43,43 0
56 MG BA | 3305 1/1 0.98 0.07 28,28,28,28 0
56 MG BA | 3091 1/1 0.98 0.14 19,19,19,19 0
56 MG BA | 3159 1/1 0.98 0.14 27,27,27,27 0
56 MG BP 204 1/1 0.98 0.08 31,31,31,31 0
56 MG BA | 3196 1/1 0.98 0.10 17,17,17,17 0
56 MG BQ 202 1/1 0.98 0.04 14,14,14,14 0
56 MG BA | 3160 1/1 0.98 0.09 29,29,29,29 0
56 MG BR | 3001 1/1 0.98 0.04 31,31,31,31 0
56 MG DA | 3229 1/1 0.98 0.16 38,38,38,38 0
56 MG BR | 3002 1/1 0.98 0.04 23,23,23,23 0
56 MG DA | 3231 1/1 0.98 0.05 37,37,37,37 0
56 MG BA | 3198 1/1 0.98 0.07 34,34,34,34 0
56 MG CA | 3095 1/1 0.98 0.11 56,56,56,56 0
56 MG BA | 3312 1/1 0.98 0.05 18,18,18,18 0
56 MG DE | 3005 1/1 0.98 0.06 20,20,20,20 0
56 MG BA | 3313 1/1 0.98 0.06 17,17,17,17 0
56 MG DF 302 1/1 0.98 0.05 41,41,41,41 0
56 MG BU 204 1/1 0.98 0.12 29,29,29,29 0
56 MG BA | 3161 1/1 0.98 0.04 39,39,39,39 0
56 MG BA | 3247 1/1 0.98 0.19 48,48,48,48 0
56 MG BA | 3248 1/1 0.98 0.14 21,21,21,21 0
56 MG DA | 3426 1/1 0.98 0.07 35,35,35,35 0
56 MG DA | 3427 1/1 0.98 0.08 25,25,25,25 0
56 MG DA | 3080 1/1 0.98 0.07 29,29,29,29 0
56 MG DR 201 1/1 0.98 0.23 36,36,36,36 0
56 MG DA | 3081 1/1 0.98 0.07 44,44,44,44 0
56 MG BW | 3001 1/1 0.98 0.05 25,25,25,25 0
56 MG BA | 3200 1/1 0.98 0.08 25,25,25,25 0
56 MG BA | 3399 1/1 0.98 0.08 42,42,42 42 0
56 MG DA | 3433 1/1 0.98 0.10 33,33,33,33 0
56 MG DW | 3001 1/1 0.98 0.09 38,38,38,38 0
56 MG DA | 3085 1/1 0.98 0.16 40,40,40,40 0
56 MG DA | 3086 1/1 0.98 0.07 41,41,41,41 0
56 MG BA | 3506 1/1 0.98 0.04 39,39,39,39 0
56 MG CA | 3106 1/1 0.98 0.14 40,40,40,40 0
56 MG BA | 3250 1/1 0.98 0.08 33,33,33,33 0
56 MG DA | 3250 1/1 0.98 0.05 37,37,37,37 0
56 MG BA | 3508 1/1 0.98 0.06 25,25,25,25 0
o7 SF4 CD 501 8/8 0.98 0.04 58,71,82,82 0
56 MG AA | 3084 1/1 0.98 0.08 43,43,43,43 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
58 ZN CN 501 1/1 0.98 0.04 82,82,82,82 0
56 MG BA | 3320 1/1 0.98 0.05 44,44,44,44 0
58 ZN D9 501 1/1 0.98 0.06 54,54,54,54 0
56 MG CA | 3111 1/1 0.98 0.08 43,43,43,43 0
56 MG BA | 3321 1/1 0.98 0.06 53,53,53,53 0
56 MG AA | 3040 1/1 0.99 0.12 27,27,27,27 0
56 MG AA | 3127 1/1 0.99 0.09 68,68,68,68 0
56 MG BA | 3289 1/1 0.99 0.07 28,28,28,28 0
56 MG BA | 3290 1/1 0.99 0.04 36,36,36,36 0
56 MG BA | 3207 1/1 0.99 0.14 36,36,36,36 0
56 MG BA | 3083 1/1 0.99 0.09 34,34,34,34 0
56 MG BA | 3530 1/1 0.99 0.08 36,36,36,36 0
56 MG BA | 3479 1/1 0.99 0.07 45,45,45,45 0
56 MG AA | 3022 1/1 0.99 0.04 39,39,39,39 0
56 MG BA | 3481 1/1 0.99 0.09 31,31,31,31 0
56 MG BA | 3534 1/1 0.99 0.09 20,20,20,20 0
56 MG BA | 3482 1/1 0.99 0.03 23,23,23,23 0
56 MG BA | 3294 1/1 0.99 0.04 32,32,32,32 0
56 MG BF 302 1/1 0.99 0.03 45,45,45,45 0
56 MG BA | 3647 1/1 0.99 0.02 30,30,30,30 0
56 MG DA | 3413 1/1 0.99 0.07 24,24,24,24 0
56 MG BA | 3648 1/1 0.99 0.05 28,28,28,28 0
56 MG BA | 3433 1/1 0.99 0.04 33,33,33,33 0
56 MG DA | 3334 1/1 0.99 0.03 24,24,24,24 0
56 MG BA | 3065 1/1 0.99 0.08 29,29,29,29 0
56 MG BA | 3397 1/1 0.99 0.03 30,30,30,30 0
56 MG BA | 3436 1/1 0.99 0.04 35,35,35,35 0
56 MG BA | 3541 1/1 0.99 0.02 26,26,26,26 0
56 MG AA ] 3090 1/1 0.99 0.10 28,28,28,28 0
56 MG BA | 3438 1/1 0.99 0.05 33,33,33,33 0
56 MG BA | 3656 1/1 0.99 0.07 12,12,12,12 0
56 MG BA | 3109 1/1 0.99 0.04 36,36,36,36 0
56 MG BA | 3440 1/1 0.99 0.05 38,38,38,38 0
56 MG AA | 3115 1/1 0.99 0.03 35,35,35,35 0
56 MG DA | 3345 1/1 0.99 0.08 33,33,33,33 0
56 MG AA | 3011 1/1 0.99 0.05 24,24,24,24 0
56 MG AA | 3140 1/1 0.99 0.05 31,31,31,31 0
56 MG DA | 3595 1/1 0.99 0.04 43,43,43,43 0
56 MG BA | 3445 1/1 0.99 0.03 22,22,22.22 0
56 MG BA | 3664 1/1 0.99 0.12 30,30,30,30 0
56 MG DA | 3350 1/1 0.99 0.09 36,36,36,36 0
56 MG BA | 3008 1/1 0.99 0.07 27,27,27,27 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
56 MG BA | 3071 1/1 0.99 0.09 32,32,32,32 0
56 MG DA | 3205 1/1 0.99 0.17 32,32,32,32 0
56 MG BA | 3303 1/1 0.99 0.06 31,31,31,31 0
56 MG BU 201 1/1 0.99 0.11 32,32,32,32 0
56 MG BA | 3139 1/1 0.99 0.04 31,31,31,31 0
56 MG BA | 3669 1/1 0.99 0.05 29,29,29,29 0
56 MG BA | 3115 1/1 0.99 0.05 34,34,34,34 0
56 MG DA | 3140 1/1 0.99 0.09 37,37,37,37 0
56 MG BA | 3037 1/1 0.99 0.04 24,24,24.24 0
56 MG BA | 3672 1/1 0.99 0.04 46,46,46,46 0
56 MG BA | 3452 1/1 0.99 0.08 38,38,38,38 0
56 MG BV 203 1/1 0.99 0.03 24,24.24.24 0
56 MG BA | 3275 1/1 0.99 0.05 39,39,39,39 0
56 MG BA | 3454 1/1 0.99 0.08 21,21,21,21 0
56 MG DA | 3289 1/1 0.99 0.09 26,26,26,26 0
56 MG DA | 3079 1/1 0.99 0.04 54,54,54,54 0
56 MG BW | 3003 1/1 0.99 0.06 27,27,27,27 0
56 MG BA | 3455 1/1 0.99 0.03 21,21,21,21 0
56 MG DA | 3293 1/1 0.99 0.07 34,34,34,34 0
56 MG AA | 3161 1/1 0.99 0.09 66,66,66,66 0
56 MG BA | 3411 1/1 0.99 0.09 25,25,25,25 0
56 MG BA | 3143 1/1 0.99 0.15 36,36,36,36 0
56 MG DA | 3224 1/1 0.99 0.10 22,22,22,22 0
56 MG BA | 3310 1/1 0.99 0.05 35,35,35,35 0
56 MG BA | 3039 1/1 0.99 0.07 31,31,31,31 0
56 MG BA | 3511 1/1 0.99 0.05 38,38,38,38 0
56 MG DA | 3157 1/1 0.99 0.07 40,40,40,40 0
56 MG DA | 3379 1/1 0.99 0.03 26,26,26,26 0
56 MG AA | 3117 1/1 0.99 0.04 47474747 0
56 MG BA | 3462 1/1 0.99 0.03 44,4444 44 0
56 MG AA | 3163 1/1 0.99 0.03 49,49,49,49 0
56 MG DA | 3383 1/1 0.99 0.06 47.47,47.47 0
56 MG BA | 3417 1/1 0.99 0.09 24,24.24.24 0
56 MG BA | 3625 1/1 0.99 0.05 25,25,25,25 0
56 MG BA | 3465 1/1 0.99 0.05 37,37,37,37 0
56 MG BA | 3097 1/1 0.99 0.12 53,53,53,53 0
56 MG D5 502 1/1 0.99 0.20 36,36,36,36 0
56 MG DA | 3388 1/1 0.99 0.03 35,35,35,35 0
56 MG AA | 3118 1/1 0.99 0.11 36,36,36,36 0
56 MG DA | 3390 1/1 0.99 0.04 41,41,41,41 0
o7 SF4 AD 501 8/8 0.99 0.04 50,63,78,83 0
56 MG BA | 3059 1/1 0.99 0.04 27,27,27,27 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
58 ZN AN 501 1/1 0.99 0.04 67,67,67,67 0
58 ZN BY 501 1/1 0.99 0.02 51,51,51,51 0
56 MG BA | 3100 1/1 0.99 0.06 29,29,29,29 0
56 MG DA | 3312 1/1 0.99 0.03 A47.47,47.47 0
58 ZN DY 501 1/1 0.99 0.04 92,92,92,92 0
56 MG AA | 3143 1/1 0.99 0.05 32,32,32,32 0
58 ZN D5 501 1/1 0.99 0.04 67,67,67,67 0
58 ZN D6 501 1/1 0.99 0.06 68,68,68,68 0
56 MG AX | 3008 1/1 0.99 0.08 23,23,23,23 0
56 MG BA | 3424 1/1 0.99 0.06 38,38,38,38 0
56 MG CA | 3128 1/1 0.99 0.03 39,39,39,39 0
58 ZN B6 501 1/1 1.00 0.01 45,45,45,45 0
58 ZN B9 501 1/1 1.00 0.03 45,45,45,45 0
56 MG BA | 3663 1/1 1.00 0.01 20,20,20,20 0
56 MG BA | 3378 1/1 1.00 0.06 16,16,16,16 0
56 MG DA | 3542 1/1 1.00 0.03 30,30,30,30 0
56 MG BA | 3552 1/1 1.00 0.03 31,31,31,31 0
56 MG BA | 3379 1/1 1.00 0.05 31,31,31,31 0
56 MG DA | 3154 1/1 1.00 0.07 24,24.24.24 0
56 MG BA | 3442 1/1 1.00 0.05 20,20,20,20 0
58 ZN B5 501 1/1 1.00 0.02 42,42 42 42 0

6.5 Other polymers (i)

There are no such residues in this entry.
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