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MolProbity : 4.02b-467
Mogul : 1.8.5 (274361), CSD asb41be (2020)

Xtriage (Phenix) : 1.13
EDS : 236
buster-report : 1.1.7 (2018)
Percentile statistics : 20191225.v01 (using entries in the PDB archive December 25th 2019)

Refmac : 5.8.0158
CCP4 : 7.0.044 (Gargrove)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : 2.36
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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

Rfree

Clashscore

Ramachandran outliers

Sidechain outliers

RSRZ outliers

RNA backbone IS

Worse

Percentile Ranks

[

I Percentile relative to all X-ray structures

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

Value

I 0.232
I 4
I 3.7%
T (9.4%
N (4.5%
I (.43

Better

Whole archive

Similar resolution

Metric (#Entries) (#Entries, resolution range(A))
Riree 130704 1957 (2.90-2.90)
Clashscore 141614 2172 (2.90-2.90)
Ramachandran outliers 138981 2115 (2.90-2.90)
Sidechain outliers 138945 2117 (2.90-2.90)
RSRZ outliers 127900 1906 (2.90-2.90)
RNA backbone 3102 1007 (3.16-2.64)

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
3%
1 AA 1539 - 30% 52% 17%
5%
1 CA 1539 31% 53% 16%
19%
2 AB 218 16% 46% 30% -
29%
2 CB 218 24% 48% 25% -
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Mol | Chain | Length Quality of chain
7%
3 AC 206 o 41% 45% 13%
23%
3 CC 206 36% 49% 14%
5%
4 AD 205 32% 47% 20%
7%
4 CD 205 42% 42% 14%
7%
5 AE 150 35% 46% 17%
5%
5 CE 150 36% 39% 23%
%
6 AF 100 : 29% 2% 26%
8%
6 CF 100 31% 44% 20% 5%
8%
e ——
7 AG 151 36% 46% 17%
58%
e — e
7 CG 151 42% 44% 2% -
%
8 AH 120 | ™ — o ———
5%
8 CH 129 — 43% 2% B V17—
17%
..
9 Al 127 26% 50% 23%
36%
Iy
9 CI 127 32% 50% 16%
5%
e
10 Al 98 20% 47% 28% 5%
58%
e — ——
10 CJ 98 2% 43% 2% -
3%
11 AK 117 — 35% 43% B T (7 —
5%
11 CK 117 - 32% 529% B V17—
7%
12 | AL 123 | ™ = o .
7%
12 | CL 123 | = e 7 ———
9%
13 AM 114 — 39% 44% B 7
9%
13 CM 114 39% 43% tlsw .
7%
14 AN 100 25% 52% 15%
50%
14 CN 100 33% 46% 16%
5%
15 AO 88 33% 48% 19%

Continued on next page...




Page 4 Full wwPDB X-ray Structure Validation Report 4020
Continued from previous page...
Mol | Chain | Length Quality of chain
5%
15 CO 88 r— 41% 44% 14%
3%
e
16 AP 82 26% 43% 26% 6%
24%
T —
16 CP 82 49% 38% 12%
8%
17 AQ 80 r— 35% 38% 24%
31%
N
17 CcQ 80 32% 41% 24%
7%
18 AR 55 — 53% 38% “T%
5%
18 CR 55 — 29% 58% B F 17
22%
—— ————
19 AS 79 47% 38% 13% .
78%
e — -
19 CS 79 46% 49% -
8%
20 AT 85 — 40% 48% 12%
70%
.
20 CT 85 38% 41% 20%
25%
W=
21 AU 51 27% 35% 33%
6%
21 CcuU 51 ... 43% 10%
7%
22 | BA 2903 | = = = ———
5%
22 DA 2903 31% 53% 6%
23 BB 119 50% 37% 3% .
3%
23 DB 119 - 34% 52% k% .
24 BC 271 47% 42% T
15%
24 DC 271 — 40% 48% T
25 BD 209 47% 46% 6%
19%
25 | DD 909 | e e
%
2% | BE 201 | " — = e
70%
= —
26 DE 201 42% 43% 13% -
5%
27 BF 177 50% 37% B § L7
78%
1 — |
27 DF 177 43% 48% 8%

Continued on next page...
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Mol | Chain | Length Quality of chain
3%
28 | BG 176 | ™= = 7o ———
56%
e y— —
28 DG 176 50% 1% 9%
64%
—
29 BH 149 27% 50% 19%
2%
gy —
29 DH 149 36% 51% 11%
67%
—
30 BI 141 30% 45% 25%
94%
L — ]
30 DI 141 41% 42% 16%
31 BJ 142 61% 31% “T%
21%
e —— e
31 DJ 142 49% 44% 6% +
32 BK 122 50% 37% B § 17
20%
—_— e
32 DK 122 56% 38% 6% »
33 BL 143 52% 34% TS
75%
. ——
33 DL 143 45% 43% 11% -«
34 BM 136 54% 40% -
24%
—— .
34 DM 136 63% 31% 5%
35 BN 120 45% 43% % .
24%
e ——————
35 DN 120 40% 44% 14%
%
36 BO 116 . 49% 41% - T7
67%
1 — —
36 DO 116 46% 44% 10%
37 BP 114 56% 39% L
18%
37 | DP 114 | o T
38 BQ 117 53% 37% 0%
18%
38 DQ 117 e 42% 5%
%
39 BR 103 : 38% 50% B § L7
34%
e —
39 DR 103 50% 42% 7%
%
40 BS 110 : 50% 36% 17—

Continued on next page...




Page 6 Full wwPDB X-ray Structure Validation Report 4020
Continued from previous page...
Mol | Chain | Length Quality of chain
75%
1 —
40 DS 110 44% 48% 8%
%
41 BT 93 = 46% 41% 12% -
69%
e — ————
41 DT 93 32% 51% 15% .
%
42 BU 102 = 54% 34% % .
63%
e — o —
42 DU 102 30% 50% 17% .
%
43 BV 94 : 51% 38% T
23%
I —— -
43 DV 94 56% 41% .
%
44 BW 76 . 55% 42% o
76%
e —
44 DW 76 64% 26% 8% -
%
45 BX 7 . 53% 36% 0%
18%
.. ——
45 DX 77 25% 62% 13%
8%
46 BY 63 — 37% 49% e
78%
T — .
46 DY 63 24% 63% 1% -
47 BZ 58 59% 34% 7%
21%
I —
47 DZ H8 48% 38% 14%
48 BO 56 45% 43% %
30%
T — ——
48 DO 56 55% 36% 9%
%
49 Bl 50 = 58% 32% 7
26%
e — ——
49 D1 50 46% 38% 16%
%
50 B2 46 59% 33% To%
37%
== .
50 D2 46 41% 48% 9% .
51 B3 64 64% 28% 8%
25%
e — —
51 D3 64 44% 50% 6%
52 B4 38 55% 42% e
55%
L ey
52 D4 38 45% 32% 24%

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

Mol | Chain | Length Quality of chain
82%
L L FTRRRRE
53 B5 228 45% 29% 9% 16%

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
54 MG AA 1645 - - -
54 MG AA | 1658 - - -
54 MG BA | 3193 - - -
54 MG CA 1641 - - -
54 MG DA | 3005 - - -
54 MG DA | 3008 - - -
54 MG DA | 3027 - - -
54 MG DA | 3073 - - -
54 MG DA | 3093 - - -
54 MG DA | 3100 - - -
54 MG DA | 3120 - - -
54 MG DA | 3125 - - -
54 MG DA | 3132 - - -
54 MG DA | 3134 - - -
o4 MG DA | 3144 - - -
54 MG DA | 3154 - - -
56 ZN B4 101 - - X

]l Rt Bt ol et e B o] e e Be] o] e
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2 Entry composition (i)

There are 57 unique types of molecules in this entry. The entry contains 288258 atoms, of which

0 are hydrogens and 0 are deuteriums.

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

atoms.

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @) P
1 AA 1538 32995 14716 6050 10691 1538 0 0 0
1 CA 1539 Total = C N O P 0 0 0

33015 14725 6052 10699 1539

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 AB 218 ’f(;g;)l 10081 31(\)I5 3(1)2 g 0 0 0
2| B 28| 1 08 a0 s 7 0 0 0
e Molecule 3 is a protein called 30S ribosomal protein S3.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 AC 206 ?Z’t;;l 1(%8 31(\)15 229 g 0 0 0
3 cC 206 ?Z;Zl 1(?28 31(\)I5 2(839 g 0 0 0
e Molecule 4 is a protein called 30S ribosomal protein S4.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 AD 20 ?2’?31 10C26 311]5 288 ZSL 0 0 0
4 CD 20 ?221 10026 311]5 288 ZSL 0 0 0

e Molecule 5 is a protein called 30S ribosomal protein S5.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
5 AE 150 1106 687 211 202 6 0 0 0
Total C N O S
5 CE 150 1106 687 211 202 6 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 100 818 515 148 149 6 0 0 0
Total C N O S
6 CF 100 818 515 148 149 6 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 151 1182 735 227 216 4 0 0 0
Total C N O S
7 CG 151 1182 735 227 216 4 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 129 9079 616 173 184 6 0 0 0
Total C N O S
8 | CH 129 079 616 173 184 6 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 S
9 | Al 127 1022 634 206 179 3 0 0 0
Total C N O S
9 | O 127 1022 634 206 179 3 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 S
10 Al % 787 493 150 143 1 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 AK 17 1;30;?1 55130 11;14 120 § 0 0 0
1 CK 17 T807t;Ll 55110 11;14 1((?0 2 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
12 AL 123 1;)0;; 1 530 115\)16 1(6?5 ZSL 0 0 0
12 CL 123 1;)05? 1 550 115\)16 1((?5 ASL 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
13 AM L 20;2 l 55136 11;18 1(5)7 2 0 0 0
13 CM L 1;30;2 l 55136 11;18 1(5)7 2 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
14 AN %6 T7O7tj 1 4?3 1120 1C2)8 § 0 0 0
1) N %0 T s 100 198 3 0 0 0

e Molecule 15 is a protein called 30S ribosomal protein S15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
15| A0 i T s s 19 1 ¥ ¥ ¥
15| <O i o s s 19 1 ¥ ¥ ¥
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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;}Oéltgl 4%6 11;18 1(1)4 ? 0
16 cP 82 Téoéltgl 4%6 11;18 1(1)4 ? 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
17 AQ 80 T(;Oéltgl 4?1 11;11 1(1)4 g 0
17 cQ 80 T(;Oéltgl 4?1 11;11 1(1)4 g 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
18 | AR 55 1:;);21 2;38 81\2 8(; 0 0 0
18 | CR 55 o~ o 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
o | A5 | ™ s e s a | O | 0 |0
| 6 | ™| s e s 2| O | 0 |

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
20 AT 85 1;506? l 4(131 11;))]7 1(1)4 2 0 0 0
20 T 85 1;306? l 4(131 11;>I7 1(1)4 2 0 0 0

e Molecule 21 is a protein called 30S ribosomal protein S21.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
21 AU ol 426 265 86 74 1 0 0 0
Total C N O S
21 CU ol 426 265 86 74 1 0 0 0
e Molecule 22 is a RNA chain called 23S rRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
22 BA 2897 62195 27745 11446 20107 2897 0 0 0
Total C N O P
22 DA 2897 62195 27745 11446 20107 2897 0 0 0
e Molecule 23 is a RNA chain called 5S rRNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
23 BB 119 2549 1135 466 829 119 0 0 0
Total C N O P
23 bB 118 2529 1126 464 821 118 0 0 0
e Molecule 24 is a protein called 50S ribosomal protein L2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
24 BC 211 2083 1288 423 365 7 0 0 0
Total C N O S
24 DC 271 2083 1288 423 365 7 0 0 0
e Molecule 25 is a protein called 50S ribosomal protein L3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
25 BD 209 1565 979 288 294 4 0 0 0
Total C N O S
25 bD 209 1565 979 288 294 4 0 0 0
e Molecule 26 is a protein called 50S ribosomal protein L4.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
26 BE 201 1552 974 283 290 5 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

26 bE 201 ?ggl 9(714 215\313 2(9)() ? 0 0 0
e Molecule 27 is a protein called 50S ribosomal protein L5.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
27 BF 1 rl1ﬂZt1all 8;39 214\119 2?7 2 0 0 0
27 DF 1 ?Ztlall 8;39 214\119 2(5)7 2 0 0 0

e Molecule 28 is a protein called 50S ribosomal protein L6.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
28 BG 176 rfgt;’)l 8?2 2123 226 g 0 0 0
28 bG 176 rfgt;’)l 8§2 2123 226 g 0 0 0

e Molecule 29 is a protein called 50S ribosomal protein L9.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
29 BH 149 r{(itl%l 6(939 115\917 2(1)3 ? 0 0 0
29 bH 149 ?1’;%1 6(939 115\;7 2(1)3 ? 0 0 0

e Molecule 30 is a protein called 50S ribosomal protein L11.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
30| Bl M| 0 g 1o 106 6 0 0 0
0 DI M| 0 g 1o 106 6 0 0 0

e Molecule 31 is a protein called 50S ribosomal protein L13.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 BJ 142 ’f(it;;l 7?4 21112 189 i 0 ¥ 0
31 bJ 142 r‘lr(i;?)l 7(134 21112 189 i 0 0 ¥
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e Molecule 32 is a protein called 50S ribosomal protein L14.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
32 BR 122 Tf;ofitgl 5§7 115\;0 1((?6 2 0 0 0
32 DK 122 T;);gl 5?7 11;10 1%)6 2 0 0 0

e Molecule 33 is a protein called 50S ribosomal protein L15.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
33 BL 143 ?8?51 629 21(\)16 129 ? 0 0 0
33 DL 143 ?8?51 65119 21(\)16 129 ? 0 0 0

e Molecule 34 is a protein called 50S ribosomal protein L16.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
34 BM 136 1118?41 6;36 21(\)15 1?7 2 0 0 0
34 bM 136 ?gt;il 636 21(\)15 1C7)7 2 0 0 0

e Molecule 35 is a protein called 50S ribosomal protein L17.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
35 BN 120 rl;)()6t fl 533 115\)16 1(6?7 § 0 0 0
35 DN 120 Tg)ofit fl 553 112\)16 1(6?7 § 0 0 0

e Molecule 36 is a protein called 50S ribosomal protein L18.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
36 BO 116 1;305;51 5(532 11;18 1((?2 0 0 0
36 bo 116 1;30551 5(5]2 11;18 1(6?2 0 0 0

e Molecule 37 is a protein called 50S ribosomal protein L.19.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
37| BP 114 017 574 179 163 1 0 0 0
Total C N O S
37| DP 114 017 574 179 163 1 0 0 0
e Molecule 38 is a protein called 50S ribosomal protein L20.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
38 | BQ 117 047 604 192 151 0 0 0
Total C N O
38 1 DQ 17 047 604 192 151 0 0 0
e Molecule 39 is a protein called 50S ribosomal protein L21.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
39 BR 103 816 516 153 145 2 0 0 0
Total C N O S
39 DR 103 816 516 153 145 2 0 0 0
e Molecule 40 is a protein called 50S ribosomal protein L22.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
40 BS 10 857 532 166 156 3 0 0 0
Total C N O S
40 DS 10 857 532 166 156 3 0 0 0
e Molecule 41 is a protein called 50S ribosomal protein L23.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
4 BT 93 739 466 139 132 2 0 0 0
Total C N O S
41| DT 93 739 466 139 132 2 0 0 0
e Molecule 42 is a protein called 50S ribosomal protein [.24.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
42 BU 102 780 492 146 142 0 0 0
Continued on next page...
gPDB
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

42 by 102 T708t({;L l 432 114\1]6 122 0 0
e Molecule 43 is a protein called 50S ribosomal protein L25.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
8] BY o 5 a0 137 131 3 0 0 0
43 bV o4 T7O5t§ 1 4(719 112\’)]7 1(?34 2 0 0 0

e Molecule 44 is a protein called 50S ribosomal protein L27.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
wew | S s sy | 0 | 0|0
wow | om N s e | 0 | 0|0

e Molecule 45 is a protein called 50S ribosomal protein L28.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
15 BX [ 1;50;; l 3§8 11;9 1(36 g 0 0 0
15 bX [ 1;50;; l 3;]8 11;19 1(36 g 0 0 0

e Molecule 46 is a protein called 50S ribosomal protein 1.29.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
46 | BY 63 T;Otgl 3?3 91\; 905 g 0 0 0
46 | DY 63 T;ggl 3(133 91\; 905 g 0 0 0

e Molecule 47 is a protein called 50S ribosomal protein L30.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
47 | Bz 58 Tﬁgl 251 é\; ;)9 g 0 0 0
47 | DZ 58 Tﬁgl 2(831 é\; % g 0 0 0
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e Molecule 48 is a protein called 50S ribosomal protein L32.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
8| DO 50 i 229 o1 8(2) | 0 0 0
e Molecule 49 is a protein called 50S ribosomal protein L33.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
19 | B 50 ol XN 0 0 0 0
19 | DI 50 ol X N0 0 0 0

e Molecule 50 is a protein called 50S ribosomal protein L34.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

50 | B2 46 20;?1 2(238 é\g 507 2 0 0 0
e Molecule 51 is a protein called 50S ribosomal protein L35.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
ol B3 04 T500t4iL 1 333 11(\JI5 21 g 0 0 0
ol b3 04 TZBOOtZ 1 333 11(\)15 21 3 0 0 0

e Molecule 52 is a protein called 50S ribosomal protein L36.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
52 | B4 38 T?)Oot;l 125 61\; 2; 2 0 0 0
52 | D4 38 20551 135 61\; 2; 2 0 0 0

e Molecule 53 is a protein called 50S ribosomal protein L1.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
53 B5 191 1142 691 221 230 0 0 1

e Molecule 54 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg

54 AA 72 . 79 0 0
Total Mg

54 BA 194 194 194 0 0
Total Mg

54 BB 4 A 4 0 0

54 | BN 1 Toltal N{g 0 0
Total Mg

54 CA 55 55 55 0 0

54 | oM 1 Toltal l\gg 0 0
Total Mg

54 DA 166 166 166 0 0

54 | DB 3 Total - Mg 0 0
3 3

54 | DQ 1 Toltal l\gg 0 0

54 | D2 1 Toltal l\gg 0 0

e Molecule 55 is Flopristin (three-letter code: VIF) (formula: CogHsgFN3Og).




Page 19 Full wwPDB X-ray Structure Validation Report 4U20
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C F N O
55 BA 1 a3 98 1 3 6 0 0
Total C F N O
55 DA 1 a8 98 1 3 6 0 0

e Molecule 56 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf

56 B4 1 Total Zn 0 0
1 1

56 D4 1 Total Zn 0 0
1 1

e Molecule 57 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total O

57 AA 195 195 195 0 0

57 | AL 1 Total = O 0 0
1 1
Total O

57 AN 5 5 5 0 0

57 | AT 1 Toltal (1) 0 0

57 | AU 1 Toltal ? 0 0
Total O

57 BA 620 620 620 0 0
Total O

57 BB 13 13 13 0 0
Total O

57 BC 6 6 6 0 0
Total O

57 BD 3 3 3 0 0
Total O

57 BE 4 4 4 0 0

57 | BF | Toltal (1) 0 0

57 | BG | Toltal (1) 0 0
Total O

57 BL 8 3 3 0 0
Total O

57 BN 4 4 4 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
57 | BS | Total O 0 0
11
57 | BV | Toltal (1) 0 0
57 | B2 | Total O 0 0
11
Total O
57 B3 9 A 0 0
57 | B4 | Total O 0 0
11
Total O
57 | CA 189 %0 180 0 0
57 | CL | Total O 0 0
11
Total O
57 | CN 3 S 0 0
Total O
57 | CT 4 PR 0 0
57 | cU | Toltal Cl) 0 0
Total O
57 | DA 613 o3 613 0 0
Total O
57 | DB 13 3 13 0 0
Total O
57 | DC 9 0 0 0
Total O
57 | DD 4 P 0 0
Total O
57 | DE 9 A 0 0
57 | DI | Total - O 0 0
11
Total O
57 | DL 3 S 0 0
57 | DN 1 Total O 0 0
11
Total O
57 | DT 9 A 0 0
57 | DV | Toltal ? 0 0
57 | Do | Toltal ? 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
57 D2 3 3 3 0 0
Total O
57 D3 2 9 9 0 0
57 | D4 | Toltal (1) 0 0
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30%

3%

Chain AA: &

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.

second graphic. The second graphic shows the sequence view annotated by issues in geometry and
e Molecule 1: 16S rRNA

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

3 Residue-property plots (i)

Page 22

0ln

CETO

pran]
92TH
szIn

(445}

61TV
811N

vI10

(435}

071D

L0TD

SOTH
701D
€0TN
201D
TOTV
001D

660

86V

96N
S60

een
zen

880

989D
s8N
v8n

z8)
8V
08y
6.9

9.LD

19TV

SSTV

(4144
TSIV

Ly1D
9%TD
SY1D

ovIn

LvED

S¥€0

78¥D
€870

08¥n
6.%0

9.¥0

YLD

0L%D
69%D

7ovn

6SPY

9SPY

(414 4
TSvY
0S8%D

8vIY

S¥¥D

8EVN
LEVN

€SSV

0SSD
6750
8¥SD
L¥SY

S%S0
¥¥sD
€¥Sn
(4R
%90
0%9D

8€39D
L€9D
9€39D

S¢S0
¥2sd
orac) 4
(44

0zsy
619D

119D
9180
STSD

2180

0TSV

1

€050
20SV

005D
667V

L6%D
967V

767D

2670

06%0

L8YY
98¥N

[474°)

079V

%9.L0
€9.D

T9.D
09,9

8G.D

€39.LY
2S8.LD
5.0
0S40
67.LY
8v.LD
LYLY

eVLY
TvLD
15725

8E€LD
LELD
9€.LD

i

CELD

6CLY
8TLY
LTl
9TLD
STLD

2TTLD

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

Full wwPDB X-ray Structure Validation Report 4020

Page 23

Se8v
%289

zeen
128D
0z8n

818D

918V

+

078D
608D
8080
L08Y

S080

208y

0089

96.LD

T6.LD

L8V

0480
698D

198D
998D
S98Y
o8y

858D
L1580

SS880

€980
2689
768D

678D

e 7¥8D

6€80
8€8D

L6V

896V

9969

0€6D

0v0Tn

L

ST0TD
7101V

L0010
9007
S00TV

® T100TD

0001V
® 666D
® 866D

F

766V

COTTY

00TTD
660TD

96070
S60TN
%6010
€60TV

T60TN
06010

L8019

£80T0
80TV
T80TV
080TV
6.L0TD
8.L0TN
LL0TD

SL0TNn
%L01D
€L0TN
CLOTD
TLOTD
0,010

89019

S90TN
%901
€9070
290TNn

090TN
65070
8G0TH

950TN
SG0TV

€501

3

67010

801D

€LTIN
CL11D

LOTTV
99T1H

%9110
€9TTV
29110

6STTN
8ST1D
LSTTV

¥ST1D

TSTTV
0STTV
67110
8¥T1N

14435
EVTTD

6ETTD

YETTD

L

OETTY
62110
8CT1D

€2Tin

81110

Y1110

€ ﬁma 2
80TTD
thﬁo
¥0T1D
€0TTD

Lz21V
92210
SeeTTv
vcein
€221
[444 5]

0zeTd
61CTV

L1210
91CTV
STCTD

(54
60210

70TTV

86TTD

C6TTD
T6TTY
06T1D

88TTV

¥8T1D

08TTV
6LTTV

iZA8%)

Teen
0zZETD

9T€TD

€TETN

CIETD
TIETY

60€TD
80€TN
LOETN

96210

¥621D

wigin

68TV
88TV

S8CTV

8.T1D

L8ETD
98€TD
G8ETD

08€TN

LLETY
9.eTN
SLETY
vLETY
€LETD
cLETN

79e1Nn

CTOETY

B6SETD
85€TN
LSETY
9S€TD
GSETD
vSeETN

CTSETD
TseTn
0SETY
6YETY
8veTn
LYETD
9VETY

TveTd
EVETD
CYETD

BEETY

SEETN
veETD
EEETY
CTEETY

0€ETN

8CTETD
LTETD

GCZETD
YTETY

0S¥
6%¥10
8¥¥10
LYYV

siin

6E71D
8EYTD

9EYIN

6CVTV

[444%)
11445
(47491

LI71D

STPID
vivin

11710
(544 4
60%T0
80%TV
LO¥TO
90%1TNn
S0%TD

€0%TD
20%1D

96ETY
S6€TO
V6ETY

T6ETD
T6ETN

88ETD

TESTV
0ESTH

L

92STH
SCSTH

L

45515

(42191
TIS1D

60STD
80STV

TOSTD
00STY
6671V

® €671V
L]

671D
06710
68%1D

L8%TD

LL7T0
whm~<
ﬂhmab
£9%10
29¥%10
T9%1D

2145

® 8€sTd
@ LESTN

@® S€sTd

: 16S rRNA

e Molecule 1

5%

16%

53%

31%

Chain CA:

99V

%90
€90

89D
19D

S5V

€SV
{4
T8V
oSy
670
8¥%d
L9D

v
70
(070

o
v
=]

8V

3

0

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4020

Page 24

9€TD
SETD
YETD

8110
LTTD

181V
0810
6LTYV
8.L10

S.10
YLV

TLIY

v€TO

0€TH
6zcen

L2V

ozey
61€D

11€0

962N
$62D

062D

L

S8C0

£€8en
[asta g
782D

6.2V
8.L2H

STV
YT

81%0

STPY

06eN

88€D

98€0

78ed

08€D
6.€0

26%0
T6%D
06%0
6870

€870

9.%0
S.%D

+

6970

99%V

7ovn

[asia g

€55V
2S§sn

6%50

SESY
vesn
€ESY

9290
G290
740
£y

129D
0TSy

LO9V

s09n
709D

865N
165D

T6SNn
065N

989D
989D
789D
£839Y

8150

9150

LSV

T80
045D

199D

7990
€95V
29sn

655V
855D

9550
§§Sn

60.0
80.LD
0.0

289D

6,90

590

759D
£99N
259N

679V

S%9D
77on

vV

LE9D
9gon
SEQV

€€9D

6TLY
8TLY

STLD

€20

T2LD

0zsn
618V
818D

918V

718V

218D
T180

€089

T080
008D
66.D
86.0

T6.LY

T6LY
T6LD
06.LY

981D

T8LY
8LV

€16V

0760
606V

906V
s06n

TOo6Y
006Y
6680
868D

268y

0660
68601
@ 886D

H

0860

8.6V

Slev
VL6V

696V
896V
9969
s96n

o

676V

T¥6D
0¥%60

€5807D

0S0TD
67070
8%01D
L¥01D
90TV
S7010

® €£701D
® <Cvo1v
T%01D
07010
6€0TD
8€0TD

9E0TY

0€0TN

€201N

o
@
b
o
-
[T

e L1070

STOTD
Y101V

L

60070

L00TN

€001D
200TD
TOOTD

1660

62TTD

L2T1D
9zT1Nn

81T1Nn

(459 %]

80TTD

SOTTY

COTTY

L8019

L90TV

901N

907N

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4020

Page 25

00210

86TTD
LBTTY
96TTV
S6TTO

2BTTO
T6TTV

18TTD
08TTY
6LITY

YLD
TLITV
0LTTY
69TTV
89710
99TT1D

€9TTY

65110
8STT1D

9GT1D
SSTTV
YSTTID

C¢STTY

0STTV

VIV

Yv11D

8ETTD

9ETTO

® ¥eI1d

® CEI1d

0ETTY

69CTV

L9210
9921H

vozin

TSIV
05TV
67210

S¥C10
4445

L]
921D

6ECTY
wmmﬁ<
seecIn
Y€CTD

ceeIn
T€TTD

3

92210
STV

€221
[444 5]

022T1D
61TV
81210

9TCTY

STETN
® VIETD
® €IeTn

TIETV

60ETD
80€TN
L0ETN
90ETY

€0€TD

6621V
86210
L6210
@® 96210
S621T0n
76210
€6CTD
[4:1a)
TezIn

88CTY

j2kaa |
€LTTD
cLTTD
® T.l21v

]
€0¥T0
{4045
T0%1D
00¥%T0
66€TO

LBETD

CTBETD
T6ETN

68ETD
88ETD
L8ETD
98ETD
mwmﬂc
28ETO
181N

8LETO

9.L€TN
SLETY
VLETY
€LETD
cLen
TLETD
0LETD

99€TD
S9€TD

o
T9ETH
6GETO
8GETN
LSETY
9GETD

0SETY
6YETY
8YETN

SveTn
YveTO
€VETD
CYETO

SEETN

9871
S8vIN
¥8¥10

28¥%1D
8%

6.%10
8.L%TNn

SLYTD

beian!
€970
[4°14%)
T9%1D
09%1D

8S¥1D

¥Sv1D

2¢S¥10
TS%T0
0S%TNn

LYVTV

baan!
EYV1ID

ovvIn
mmmﬁu
9ERTIN
SEVTD
YEVIV
CEVTD
ﬂwmﬂ<
VXéa%)
wwmﬁu
TZH1D
[e47a91}
St
ASA%]
911D
STH#TD
TPV
[4574%)
11910
OT#TV
60%TD
0% TV

® 0%STn
[
® B8€ES1d
o
°
[
® ©ESTV

62STD

42510

€TSTD
ezsIn
T2ST10
0ZSTD

@ €671V
[ ]

e Molecule 2

06%10
68%1D
88%1D
L8%1D

30S ribosomal protein S2

7%

30%

46%

19%
16%

Chain AB

® .91

® S99

298
ToV
® 09I
683
8SN

i) 4
%91

j£4\

— N ~
— —
Mo ©

SCTL
i/a%]
€21a
[441i]

6TTL
81Td

911d

4258
€TTY
(425

€6N

0LA
694

L

06TN
68TL

@ /8IA

S8TV
7814

281d

6.L11
8LIN

9LTY
S.13
VLI

O0LTH

eord
89TH
L91Q
99TV
S91Q

i

8ETL

¢y
444

® Tccyd
® 12CA

8Tcy
® LiZA
912V

4548

2121

308 ribosomal protein S2

902y

v02a

0021

8674

e Molecule 2

96TA
S61D
v61a

N
n
o~
S
00
<t
R
Q=
<t
o~
m
O

)
or—

<
=
O

® 1.D

® 694

LYA

kil
vva

6EH
8EA

0000
< ~
@ «
< X

0€d

=)
[}
2

82y

® 9Ti

® Tti

(X}
<
=
=

011
[} 6

® <CEMA
TETH

8CTA

€21a
[441s]

6TTL
8114

STTA
P11

1711

® LOTA

® 7OIM

® 1071

669

€6N

680

81

LN )
S
o
<

o ®
© o
=X <

~
~
[

e ¥

CcLL

R LDWIDE

O

PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4020

Page 26

8ETL
LETY

9¢es
® Sty
144

T2TA

612V

@ Lith

v1e1

Tl

802

® 902V

e Molecule 3

70Ta
€0ZN

0021

30S ribosomal protein S3

S94

13%

[ower
€98

[een
ToV
09d

~
L0
H

i1 !

€98
2sA
188
0SY

id
Ly1
ova

45%

{4729

ovd

[
[
=

€e1

o oy
N o
2] =

SN

€cd

41%
N
I‘:E

[
N
(2}

X
<
°

o
-
H

0
=

Chain AC

EVTY

811a

9TTA

295
ETTY
Z11a
TIT1

801X

90TA

€071

30S ribosomal protein S3

T0TI
007D

86d
LBA

L/LIE

® €614
T6TL

06TH

TLTY

0.7

® 8914

7914
€9TV

1914

® LS11
95Td
GSGTD

€GTA
¢St

0STX

8%1H

e Molecule 3

iaa g
SPID

€98

I

14%
5
=

36%

®

o
s
X

23%
w
s

Chain CC

® O0€ld
@® 6CIH

® 9T1d

iZ4%¢

3

02TI
61TS

STT1

@ LOTH

70TV

00TH

L6A

T6A
06A
684

~
oo}
=}

S84

€80

189

e LI

wn ©
~ &
H >

€Ld
¢l
TLY
0LL
69H
891

9611

8ETA
LETY

TETN

CETH

30S ribosomal protein S4

e Molecule 4

20%

47%

32%

6%

Chain AD

891

S9&

II :
©O
et

cod
TOA

650

$sb

o _o06o
o
2
B

0
N
IIII:> IIIIIIII

®
I
I3
S

© o
—
(=3

1

[0)3:1

N ©O I~ 0
> O A

22

CETI

0ETA

8¢TH
21D

YT

(444

OCTH

8TTA

STTH

00TN
66d
861

164

O

R LDWIDE
PROTEIN DATA BANK

W



4020

Full wwPDB X-ray Structure Validation Report

Page 27

T0TA
0021
6611
86TH

761a
€61V

€813

L

8LIW

9.L1D

v.i1a
ELTA

0LTM
69TL

29TV

LSTY

75T

1

e Molecule 4

€021
cocd

30S ribosomal protein S4

14%

285
Gk

42%

42%

4%
L

Chain CD

S9&
V91

294

0934

oM
0w
S >

o
w0
.QI

9%d

iz

TvH
ovd

8€d

TeN

(4
€28

81d
LTL

w
=
INI

€1y
{453

8%

ST

(44

Il
~
1=

e Molecule 5

0.4

+

0021

86TH

S6TI

€6TY
26TS

+

8814

7814

3

8LTH
® LLIX

ELTA

TLT1

89Td
L9TH

S9TH

30S ribosomal protein S5

e €913
29Ty

6STT

3

ST
€STS

0STH

17%

46%

35%

e}
D
29

4%
-

Chain AE

LN
9.1

3

CLI

OLN

S99

90
091

18d

At

TS89
0SA

8¥%4

7a

6EA
8EA
LEL

SEV
TEL

CES

SCTA

eeH
{443

(U4

42!
€1d
(4]

otTd

sv1a

cvia
15428

3

LETA
9ETA
SETN

€ETd

STTY

TCTH
0ZTA

81TV

9114

PIIA

TTIW

601D
801D

90TI

7019

1074

66V

16D
96K

30S ribosomal protein S5

e Molecule 5

23%

39%

36%

6%

Chain CE

€8H
z8d

08L

3

9.1
SLY
TLA

CLI
TN

091

85V
18d
9SA

€SV

0SA

9%A

44

[4¢)

B6EA
8EA

SEY
YEL

[45

© o
NN
O~

STA

€ed

Ll

[41]

otTd

® LVIW

Sv1a

€VID

YeTI
€eTd
CEIN

SCTV

TCTH

611D

LTTA

ETTY

LOTY
90TI
SOTI
701D
o-
964
6
| e 63T
T6S 83TD
LSTY
68H
| | HSTY
¥8d ESTA

308 ribosomal protein S6

e Molecule 6

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4020

Page 28

Y%

Chain AF: *

26%

42%

o ©
<& Sy
S @ o

29%

— < wn ©

€4
cLa
TLI
0LA

19d
99V
S99
79N

(421
191

™ (o2
0 0
.""I

D
A
>

Ly

-
by
=}

21d
TTH
OTA

84

s3
129

s}
Im

T

0 © ©
aQ O [}
< > m

o
2}
=

30S ribosomal protein S6

©
e}
=

e Molecule 6

8%

5%

20%

D
vl
-’I

44%

31%

Chain CF:

L9d

S93
79N

191

9L
SCA

€cd

914
STS

o
—
I“‘I

OTA
61
[} 84

€H
[4:]

0018

308 ribosomal protein S7

e Molecule 7

17%

i

46%

*

36%

~ ®
— N
Ix*ql

18%

Chain AG

o ™M ©

0.4
@ 697

L

SOV

294

8Gd
PAIS]
9G)

b
3

zsb

67.L

LYT

S7S
1423

(072

LES

SN

(47
TEW

8¢N

Sy

STd
¥1d
€Tl
(438

60

LETH

TeETY
€ETL
CETD

82TV

SzTs

ver1

6114

9TTH
STTS

€11a
T11d
0TTX
L0TV
€0TM
cotd
TOTW

661

86V
L6N

ey
TeA
063

® 88d

o)
0
I>~I

€88
289

LLS

® SiA
v.a
€LA

308 ribosomal protein S7

e Molecule 7

12%

44%

58%

42%

Chain CG

LTV

218

@ €21

® 8IT1

® 91N
ST

30

©
Q
=

N~ 0o [l =
0 o
- A -

[
~
e

ool -
© ~
IZIQ‘-

S9V

30S ribosomal protein S8

e Molecule 8

D E

O R

L DWI
PROTEIN DATA BANK

W



4020
17%

42%

+LD!D oM < w0
o N M mm
>H'&><

Full wwPDB X-ray Structure Validation Report

41%

2%

Page 29
Chain AH

0S4

8%a

€vd

(47
15728

6EA

9€I

81h

STH

o
[ ]
A=

<™
[=4= -9

Hm
00
1

N
©n

6CTA

121D
9CTI

+

(44 5]
1211

61TV

L1748
911V

€T1Q

96K
S6A

308 ribosomal protein S8

€6d
261

©O I~
© 0
o

14%

42%
o

43%

9%

e Molecule 8
Chain CH

-
s
I>

@
©
3

€91

094

LGd

¥sa

TSA

8¥va
Lvd

N@ o o ao s
0 o & S S
II>JII:> AN EES

o
o
%]

6CS

~
[a]
Izl

[re)
N
=

441

TZN
(4]

8Th

—
—
I

[T} ~ -
[=] =] a

TTTH

1

L0TS
90TL
0TS
YOTA

2oty

[
[}
=)

869D

96N
S6A
® ©6d

Ted

884

30S ribosomal protein S9

984

€81

e Molecule 9

T8d
08Y4
6.5

23%

© 0 O
0 w0
1C‘I> mI

50%

17%
26%

Chain Al

S9I

29a

®
3 3
< =

~
<+
=

{4758

o000
@ o
o J
S

o0 w0 N~ 0
2 ] m M
= o >

8¢I
LeH
92D
SN

121

® 6IA

® LIV
oty

LA
9&

@® 6214

9zTh
S¢Td

€¢TH
[44x!
12TV
0z
6TTY
8TTT
LTTD

ST

16%

50%
®

© [
o <
I*.“'I

o e
o ¢ 0
® Mo
- |

36%
32%
(X )

o O n © 0
Pl [N N
1>ﬂ~r=t’|~|

30S ribosomal protein S9

<
—
©n

o
—
I""‘I

®
o
(2]

oo}
(]

e Molecule 9
[

Chain CI

@ €074

® 007%

® 861
164
968
S64
761

308 ribosomal protein S10

® ¢6d

e /181
98y
S84
e 8L
e €8I
289
T8H
e 08Y

S0

® Tl

BN
in

28%

—
0
>l

47%

15%
20%

e Molecule 10
Chain AJ

191

©
e}
o

o
0
=

674

3
&

R LDWIDE

6ed
8€D

©
N
=

0 © [Bo o
Soll- o N
oo HA =

°
o - a®m
R B al
g X <

.
Izl

sy

O
PROTEIN DATA BANK

W

erbDeBe



4020

Full wwPDB X-ray Structure Validation Report

Page 30

® O00TI
660
® 86A
16a
96A
S69

®
©
@
<<

(X ]
©
~
H

X
SRR
=R -

12%

M

43%

58%

23S 3
%.—1 <

42%

=3 N M
N~ 00 0 0
I‘LHI&HI

e Molecule 10: 308 ribosomal protein S10

Chain CJ:

894

S9A

o
Q
~

€91

® 1SA

Svd

i

T9d
071

< oo}
) 3]
< (&

€LT

0LH

21%

43%

35%

13%

e Molecule 11: 308 ribosomal protein S11
[

Chain AK:

8.LD
LLK

—
©
12

€54

Ly
9%l

£%D

wy
0N
6€D

LeY

SEL
VeI

3]
)
=

D O
N ®
=2 -

= o
NN N
< = <

61D

€Td

@ 6CIA

]
N
—
e

)
—
—
=

©

—
IH-

—

® ET7A

e TI1L
0TTI
60TN
80TL

9074

701D

[4ua g
TOIN

864

® 96l

e Molecule 11: 308 ribosomal protein S11

269

3

88D
L84

€84
® 281

14%

52%

32%

5%

Chain CK: -

083
6.1

LLA

S

€LY
cLua
TLY
0L

S9A
790

[4°))

09d
6SL
8GS

9%y

£G4

19D

LYY

SV

SEL

3

0EL
62N

Lc4d
92s
141

€21

=3 < ~
= ) =)
o 2] =

ey
0zA

81d

9TA

€14

HITL

e Molecule 12: 30S ribosomal protein S12

Z11a
TITL
0TTI
B60TN

90TY
SO0Td

o
0
o

S8

€84

12%

34%

51%

4%
Chain AL: o

281

08I

LLH

ELN

w o < © 0 o) o o o
Iz: :sl':alglw'ls g™g

5200

<
=
o~

o
—
4

.
=2

o
[—<>I

19%

D E

37%

R L DWI

O
PROTEIN DATA BANK

W

erbDeBe

41%

7%

e Molecule 12: 30S ribosomal protein S12
Chain CL: T



4020

Full wwPDB X-ray Structure Validation Report

Page 31

EY) eL1 o 598
: i
| °
899 *
[ | . . 194 .
398 ° 090 .
o 5 o B
: a
) 294 m — ° 90
194 - P eqy X
£a1 e diid X o zsd =
69 o ° 0 e 181
° ° e 03l °
[ ewd | °
550 P e orT 8v1 °
[ | P o I °
zsn e 97S ° °
[ | e S¥I SHA °
8oy o v 90TV °
178 e eIV ° ® &vA [ | ° °
|9 e €T 2va e 0T
$vd | Terd R S [ A | 2oTL s
o vy | 12T 3 o ® Oy 1074
epi 0zt ® 6T 007h o
hd o 880 o 660 %
5L ® LV o o6u <
ovL ° o l6n R e o5V
| oeel ® 96d N geN
8EA YT ° o S61 BEA
o ° o ° e 6D P T0TH
* — ey — s o e6u = ollizEsl 0018 =
n N e Ted N T€1 66Y N
= I o o o0gs o e 08I 863 o
S0TS o= = . e 62y Rt 62V T B
s2d 01D g L 5 8Tl ° 2 I 9671 2
120 €070 o [ zew | o © e loi ) ° [ ] 1S}
gy 1 = = 929 ° b P €61 =
e i 2 1 1074 = | oS ° & e sty | oged A
vzl 664 — 001D — ) ° — ol wew | 160 — o
| | © zel .66 © e €tk ° < e £ui 064 < 35
64 g [ oTes 864 g e cuI ° g e zev [ | g »
o ]
76U o EN [ ollllen O X o o Tzd 981 o
0zN ° R a e 611 R I o e 18H 2 0zk | agy R
o o o o X
618 ° ) | sy ) ° e 081 3 6TY H8A ) BN
8T = 111 = 111 o 6.4 g o 81a 8y = m
i 7 = 9TA o 8. — th LTV ze1 I
wn aTv wn o STV oI w2 o™ o 911 184 wn
883 =) HTH S o 7vIH ® 9.s S R sty 08s ) e 911 °
o Wi s Y £TY ™ ey ocim PTA 6.1 ™ STy °
984 . .. ° ® .S .. €14 - .. °
e @ o ° e & <t o cmi 104 <t 9.3
789 — 0td 984 — . ° e ci — 1A Y S ° ]
om O 61 380 o e 6 ° ) ord 5.8 o .- P e b
[ | m M 8N [ | _.|u. M e s ° ,|u. Z, [ | .“|u. Z ° e TH
it % < o I 181 % (@) . ° % < zLD % O e 0u
e 081 < 99 ® 8% PR o 69
s s O E e v -, 5 . o = = = S mm C S ‘mmm  omam
7 8.8 M < N ] 1.1 M < e ¥I M < Cow 899 M < ) 191
€1 I -~ 4 9.8 = o cu ® S9A < £ 191 -~ ]
v ° ° @) e | ° O o av olliionll e @ o 990 ° @) ° 790

D E

R L DWI

O

erbDeBe

PROTEIN DATA BANK

W



Page 32 Full wwPDB X-ray Structure Validation Report

4020

e Molecule 15: 308 ribosomal protein S15
6%
Chain AQ: T 33% 48% T T/

o o
N M 0 o N 0 ~ o0 — M0 ©
NN N 12} 2] ) o 0 0 © Y QY O ©
O o < — o = ~ nomMmX a
3RCSEIEEsERB A 3
> Moo (=] g = 3 %

e Molecule 15: 308 ribosomal protein S15
6%
Chain CO: T 41% 44% law .

[ ] [ ] [ ]

o N o «® QW M 1 O D N Moo N
© 0 - - i ~ N o0 4 0 W0 W Lww n w © © © © © O
| S | E <==a & A &S dde s ===~ |

LX)
N S ©
Qe -
~ a oo

e Molecule 16: 30S ribosomal protein S16

< [} 0 oo™ o - 0 © N~
N ] ol NS s o) [T T
0 ] mdo m - [T |

S2
JI£S)
E6
AT
T8
Vi2
R17
D18
A19

R89 @

™ WO NIl N~ O O ld oy
NN o0 mmm < <
CnHE>  d ZDdoEm @

T79

13%
Chain AP: 26% 43% 26% 6%
[ ) [ ]
[ X ]
< < 4
e Molecule 16: 30S ribosomal protein S16
24%
Chain CP: 49% 38% 2% -

N o N~ ® D O o o = N~ o
e ] e IS S 0 10 0 0B O ©
Mo I = H <0 Bl H< | = >

(X ] o oo o
oo B~ o

) © s 0 N Mo

= e =l ~ ~ -

e Molecule 17: 30S ribosomal protein S17
8%
Chain AQ: r— 35% 38% 24% -

e o o o °

- ) @ o 5 © I~ o o - ailw © © O o «® 0 O Y <] [
0 @~ — = o AN NN mMIYd dIHS IO 19 1010 © O ©Q © N~
H = ~ =} E) << Mo R Mo E e = > AMm= O = Mo O m 2] =

WO RLDWIDE

PROTEIN DATA BANK



4020

24%

41%

Full wwPDB X-ray Structure Validation Report

31%
32%

e Molecule 17: 30S ribosomal protein S17

Page 33
Chain CQ:

693

197

7%

38%

53%

7%

Chain AR: —

e Molecule 18: 30S ribosomal protein S18

e Molecule 18: 30S ribosomal protein S18

X
—
-
YLH
z.a
WH
%q
vk
€94
194
m 85Y
n 159
95V
® sS1
£54
°
0S%
6%V
9D
[4]
19d
ovA
%x
X
N fetoxc
N BEL
zER
TEN

5%

Chain CR: -

13%

38%

<
o B
= =

47%

o
[l
I>m1

22%

°
=
.&-

e Molecule 19: 30S ribosomal protein S19
(]

Chain AS:

8SA

CSH

0SY

(474

0%I

8€S
Leyd
9eY

€EL

T€e1

i<
3]
i

e

6TA

€11

49%
0000000000000

78%
000000000000

® N =] o
N a NN O 4]
=4 A XX A

46%

e Molecule 19: 308 ribosomal protein S19

Chain CS:

8GA

911

YTH
€11
z1a

< ~
0 x

T84
084
6LL
8.4

SLY
L4
€Ld
LD

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4020

Page 34

e Molecule 20: 30S ribosomal protein S20

12%

48%

1

40%

8%

Chain AT:

8LN

9.4

V.4

cLY
TLA

® 89H

094

8SA
LST

Ssb
T84
oSV
j42;)

6€1

Ley
® 9€i
SEA

£ex

0EL
624

~
o
Izl

sy
i44!
€CS

OCH

814

€10
(438

(0)%:1

8
LY

L8V
981
S8

€81
z8b

08L
6.1

e Molecule 20: 308 ribosomal protein S20

20%

41%

40%
38%

Chain CT:

(424

094

8SA

@ L8V
e 981
@ S8i

€81
z8b

081

e Molecule 21: 30S ribosomal protein S21

25%

33%

35%

27%
- i

Chain AU:

2!
€GA

F

Eip!

[
re
<
IIIIx:

Tvd

6€d

£ed

e 1ed

e Molecule 21: 308 ribosomal protein S21

12D
9TV

vcd

(443

<
—
=

10%

29%

43%

18%

e Molecule 22: 23S rRNA
4%

16%

Chain CU:

19%

45

[4°1
198

(o)
]
46%

[47)

621

oey
S

(445}
14
0zy

32%

8TYd
L7Y4

STV

Chain BA: T8

SLD
YLV

cLn

990
S9N

190

i

19D

1S9

67V

S7D

[0)70

8EY

ged
ven

[4°10]

6zn
8cy
px4))

sen

[4é)

0Zd

8T
LTD

STD
YIv

110

+

€n
[43)

TETV

12TV

€2TD

D E

O

R L DWI
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4020

Page 35

8T¥D
LT%D
91PN

¥6€D
£6€D

06€eN
68€D
88€D
L8€N

1

178€D
08€D

3

TLEY
0LED
69en
89¢eY

S9en
%9€d

09en
6G€D
8G€N
LSGED

SGeEN

09%Y

LYY
957D

(5744

LYYV

i

L

0§90
® 6%3D

SvSn

TSy
0750
6€5D

LESD

623V

1

gesn
j44°5)

2esy

L

819D
L1SD

SISV

€ISV
219D
7180

LOSY

oSy
€05V

0059
6670

929V

7290
€290

L

619D
819D
LT9D
919V

7830

285V

789D
£89N
289D

0890
6.90

LLOYV

TL9D

699D

€59n

8%9D
L¥9D
9von

LS.LD

750
€5LY

*

6%.LY

0ELY

LTLY

CTLD

oTL0
6040

104D
90LY

70.LD

200

00.LD

280

161D

L

T6LY

88LY

668Y

968V
S680
7680
€680
268V

$88D

118V

0980

0s8n
678V
8¥%80

7€8D
€E8Y
cesn
T€8D

8z8n

6160

L16Y

G160

TT6V

606V

906N

006V

6201V

i4us)
€20TN

T20TV

610TN
m._”m.s
ST0T0
V10TV

(4109
T101D

6001V
8001V

90070

€00TD
200TD
TOOTV
0001V

$66D

186V
086Y

816D

9.6D

TL6D

980TV
S80TY
7801V
€80TN

080TV
6.0T0
8.0TN
LLOTV
9,070

TL0TD

6901V
® 8907
® 1907V

L]
%9010
@ €901D

090TN
6S0TD
850TN

9G0TD

SOTTV
¥oT1D

09T1D

LSTTD
9STTV

YSTTD

0%T1D

8CTTH
LTTTY

SCTTD

(4485
12110
(435

9TTTD
STTTD
YITID
€TTIN
(43495

0TTT)

80TTN
L0TTD

S0TTN

[4)a%)

i
+

8¢CTD
a4
92TV
ST
veein
€2CTD
(44451

0zZTd
61210

L1210

11210

L0210
9021
S0TTY
70TV
€02TNn

00210
66TTN

96TTD
S6T1D

143335

06TTD

88TTN

€8TT0
28TTD

LLTTD

® SLITV

€710

69TTV

L9110
99TTD

91€TN

SOETO

8821

S8CTY

€821

8.T10

SLTTY

€L2T0
TLTTY

8921V

6GCTD

9G2TH

(4[4 %]
19210

R LDWIDE

O

PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4020

Page 36

LLETD
9LETD
SLETN

ELETY
TLETN
TLETD

69€TD
89€TD

99€TV
S9ETV
Y9€TD

F

8SETD
LSETD
9S€TD
GSETD

-

TSETD

6%ETD
8¥ETD

9YETD

EVETD
CYETY

oveTN

LEETD
9EETY
GEETD
YEETD

CEETD
TEETD

62ETN
8CETY
LTETV
9ZETN
S2eTN
YZETD

TTETY

0zZeTD
6TETD

LIETD

ESVTIV

TS710

(5445

LYPID
Eiads)

14445
evvIn
(474749
15445

6EVTY
8EYTN

9EVTD

YEVIV
EEVIV

TEVIV

(1445

STYTD
i7449)
€Cy1d
(4445
114745

90%1TNn
S0¥TN
v0%1D
momﬁ<

S6ETY

E€6ETY
CTBETY

LBETY

S8ETV
V8ETY

CTESTY

€2STNn

61STD
81STD

STSTY
4515
€T5TN
21810
TTISTD

8L¥1D
LLYTY

v.v10

0LYTY
6971V

L9%10
29%10
S9PTD
eids)

T9%10
0991

0T9TY
6091V

S09TD

091N

L6STY

631N
E€6STY

T6STY
0681V
68510
88GTD

L8STD

€8STV

L

8.5TN

CTLSTY

0LSTY

9951V
S9STO
Y9510
€95T0
29STNn
T9S1D
09STH
65STN
8GSTO

vSSTN
€GSTY

F

6YSTY
8YSTV

9%STD

8ESTD
LESTD

SESTY
vesin
€ESTO

6.L9TV
8L9TV

04910
6991V
8991V

99919
S99TY

€991
991N
T991D
89910

7591V

C2S9TV

0591V

829TD
291D
9CITY

¥cotn
€291
2T9Td

619TD

L1910

ST9TD
P91V

COLTV
T9.10

6SLTV
85L10
LSLTY

9G.L1D

8%.L10
LyLI0
VLIV
SYLTV

LELTD

9ELTN
SELTV
YeLTD
€ELTD
CELTD
TELTD

@ 62,10
LTV

TCLID
0zLIn

ETLIV

[AYAN]

TOLTY
00LTY

8691V
L69TD
969T1D

76910
£€6910
Nmmﬂb
689TY
88911
L8919
wwmﬁo
€8910
28919D

08910

8Z8TD

9281

¥281D
€281
22810

0z81n

8181N
L1819

HH

L08TD

S08TV
70810

66.L1D

96.10
S6LTD
Y6LIV

C6LTD
T6LTY

€8LTV
28.10
T8.T0

8LL10

9LL1D

YLL1D

TLLID
0LLTD
69.10

L9.1D

¥9L1D
€9L1D

86810

968TD
S68TD
76810
6881V

G881V

£88T0
881N
18810
08810

881D
LL8TY

698TD
89810
19819
9981V
S§98TN

€98TD

T98TH
0981
635810

LS8TD

7581V
€981V
[4stsad]
TS870

il
+

6%81D
8¥8TV
LY8TYV
9%81D
S¥8TD

w8
0%81D

8€8TD
LEBTD

€€8TD
CEBTD

0€8TD

89610
LS6TD
95610

L

T1S610

676TD
8¥6TD
LY6TD
9v6TN

¥v610

Zv61D
17610
ov610
6E6TN

%€610
E€E6TD

T€61N

L]
]
%2610

(441 5]
12619

6161V
@ 8167V

€T6TY

806T1D
L06TD
90619
S06T0

€06TD

TO6TV
0061V
6681V

902N

¥2ozd
€2020

020TY

91020
STOCY

€102V
2102
17020

90020

66610
866TV
L66TD

76610

686TD

-

S86T0
78610

28610

v.610
€L61D

TL6T0
0L6TY

89619

%961
€96T0
29610
T961D

Y602V

26020

1802H
98020

0802V
6,020

v.,020

2L02D
TL0TV
0.02Y

902D

$9020

[4:4

0902V

15029

[4:{4 )

6702D
8%02H
L%020
9%02H

9020
0%02D
6€02n
8€02D

9€02D

veozn

L202d

vSTev
€5T2D
[4<1243)
18120

9¥12d
S¥12D

€¥T2D
(4444
134%4%
012D
6ETCN

9€TTD

€ETTD

[ J

o

°

o

[ ]

@® <CO01Zd
@ 1012V
®

®

®

1602V
96020

0zeen
6122n
812TD
L122D

6612V

L6120
96120
s6Ten
v61en
€6TCD

28120
18720
08120
6.120
8.120
LL12D
9L1CY
S.120
v.L120
€LTCY

6912V

® .l912n
o ooren |
® 9912D
® ©912D
o eoteV |
® 291D
® 719120
o 09720
@® 6S12D
@® 8S1TV
® LS12D
o 957D |

® §s12n

£62TH

992TY

%9220
€9220
{41441
19220
0922d
65220

9522

£52TH

131443

L

9%TTH

L3

6ETTH

L

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4020

Page 37

T9ETH
09€TD

LSETD
v5€ed

€5€TD
(45134 §

8¥€Tn

9veTY

vveen
eveen
cveed
TYETH

i
L

B6EETD

SEETY
veeen

62een
8CETY

€TETD

v62CD

L2¥%TO
El4%74)

%2ved

612N
15741

912D
ST¥2CD
4574
€T¥TH

60%2H

LO¥TY

S0%2H

) Nommb
86€2N
L6€TD
96€CD

06€2N
68€TH

8€2n
98€TY

06%2H
68%2N

(45744
18%2H
08%2D

9.L¥%TY
S.%20

69%CY
89%CY
L9%20

S9%20

€9%20
29%2D
T9¥CY
09%en
6572y
89%¢D
L5%2n

SS%TH

LY%2D
9%¥TH
SY¥CH

cvved
TN

6EVCY
8E¥TN

SEVCY

EEVTY

6€92D
8€S92D

(434
T1€9CV

6252

92STH

61520

STS20
v15920n

21820
11520

60529
8052D
082D
9052n
S0STH

10520

1€92D

62920
8292

S29TH

€292H
[44°141
1292H
0292D
6192
8192H

S192Nn

21920
11920
07920
60920
80929
092D
90920
S092n
70920

2092y

0092V

S6SCH

3

16520
06SCY

8852

€892D
28S92D

08szn
6,520

9.52H
S.S20

T.520

6952D

¥69¢D

88929

98929

€892D

18920
0892n
6.9CV

9.92D
S92V

€L92D

99920
S99¢V

299V
L8592V
05920
67920

8%92D
L7920

[4£14%

0%92D

8€9CD
Lg9ozn
9€92D

08.2D
6LL2n
8LLTV
1,12

SLLTD

€LL2D
CLLTD
TLLTD

99,2V

Y9.L2V

29.2D
T9.L2v
09.2D
65.2D

v5.2n

2S.L20
TS.L2D

672V

L%.L2D

ev.LTn
[47%4%)

8€.LTV
LELTD

veLTy

CELTD

0€L2D

8z.Len

23S rRNA

9eLTY
gcLey
veLTn

ozLen

282D

G282

€282V

61829
8182N
11820

§1820
18TV

[q5°143)
T182H
0782V

8082

2082
T082H

96.20
$6.20

zeLTy
6.2
ommub
§8.2D
¥8L2n
€8.20

e Molecule 22

T8.LTV

€0620
20620
T062D

86820
16820

9682
682D
€682V
682D
16820

68820
88820

@® §882H

882N

T.L8ey
T.820
082D
6982

9982Nn
$982n

982D

0982V

6%

16%

o
s
5 |5

53%

31%

Chain DA

o
5
o <

ool
©
o

98Y

i)

o o
< 0
= <

~
S
(3]

I WO~ 0DNO
M mommmnm
PV OU< VD

.m
o
(S

N~
o
o o<

5 01 ) st
T OV D << (C=)
i

<
—
<

1qa 4

1145

ST10

crin

0T1d
601D
801D
L0TD
901D
S0T1D

3

e 107V

S6V

€60
zen
T6vY
060
® 68V

80
98D

€8y

1

6.0
8.0
LLD

® SO

€LY

LOTV
9910

€910

19TV
09TV
6GT1D
851N

9GTV

910
€910
43
1970
0STN

8710

@ 971V

8.LTY
® L.LTD

0LV
6920

%920

Sgey

182V

L%TD

S¥2H
4441

(444
6€CD
9€2D

gseen
vecn

2eTd
TETY

6220
@® 82D

144 )

vzen

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4020

Page 38

g

avey
T7€0
0veY

8EED

9€€D
GEED
veED
€€ed

80¥D

®
.g

[4ia g
TOvV
00%D

L

£6€D
26EN

06en
68€D
88€D

G8€0

€8€0
T8EY

08€D

8L€D
LL€D

vLEY
€LEN

0LeD
69¢eN

L9€D

S9en
79€0
€9€D

09en

(4134

0S€D

8vev
LYEV

0S¥D

8N

9%¥d
S¥¥D
vv¥0
evvY
[47474)

8EVD

SEVD

€EVD
CEVY

L2vn
9Z¥0
STHD

eevy
ey
12474]
0ZHd

81¥0

154

€T%0
(4544

svsn
® ©¥SD

LESD
9€SD

vesn

T€90
0€39D

823y
129D

928N

€250
(4414

0zsd

L1580

4514

218D

0790 €L90
609V TL9D
809V |0
2090 0L9V
| 90en 6999
5099 899V

- N
oo oo
© © © ©
OO

0099 T99V

665V | 0990
| sean 6599

165D 859N
| gean L3590

= N

P )

00w Ww o

D < =3}
(X ]

065V 159D
6850 0590
885N 679D

® 979N
S%90
Yvov

1990
6199 | 0¥
[ | 6590
9.0 I
sy
71V 9899
| essn 3890
TLsy | veed
1280 £89y

© O O
© © N~
0 O 1
RS

980 629D

& w0 ©
© © ©
[T
[SRS=]

| goav 7290
NMmD €290
855N T29Y

|89 0290
998V 619D
§GSD 819D

| | 1199
795D 919V

0G50

[45°5]

T8LY

6.L.L0
8LLD
LLLD

CTLLD

0LLD

i

EE

—
©
~
<

N~
w o
[Se
(T3}

9G.LY
Ss.0

€GLY

0S.LY

8%.LD

ov.L0

EVLY
YLV

1680

678V
8%80

vvev

L€8D
9€8D

ve8d
€E8Y
2e8N

8z6Y
126V

T6d

216D

@ S88D

€880
@ T88d

0Z0TY
61070

9107

@ S80TV
L]
@ €807T0

18010

6.0T0

6S0TD

® LSOTV
9G80TD

F

CS0T1D

0S0TY

S7070

meﬁu
SEOTN
%€01D
€e0TN
CEO0TY
T€0TD
0€0TD
620TY
8COTY
20TV
@ 9201D
S20TH

€207
(440 5]
TeoTv

LYITV

YITY
EVITY

(432

8ETTD

SETTD

EETTY
CETIN

6CTTV

pxana
9TV
SCT1D

F

12110
0ZT1d
61710

9TTTD
STTTD
Y1110
€111

60TTD

L0TTD

S0TTN
70T1D
®
[40)3%)

® 00110

960TV

S60TV

@ /L80TD
980TV

H

11210

60210

021D
902T1D

L

00210
667170
86TTN

96110

V61TV
€6TTD
¢6TTD

88110
L8T1D
98T1D

€8110
[4:39%))

LLTTD

L9T1D

2¢911D

F

SSTTV
YST1D

28110

6%T1D

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4020

Page 39

VLTIV
€L2T0

TL21D
04210

L9210

S9CTY

€92TN

+
i

6521
852N

VSCTV

(At ]
158210
0S2TH

8%CTD
LYTTY

6€CTD
8ECTD

9€TTD
SETTD
veTIN

62210

8GETD
LSETD
9GETH

€GETY

TSETD
0GETD

EVETD
TYeTY
THETD
oveTn
6EETD
8EETD
LEETD
9EETY
SEETO
veerd
E€EETD
CEETD
TEETD
0EETD
62ETN

LTETY

¥eerd

€TETD

0ZeTO
6T€TO

LTETD
91€TN
STETO
¥1€10
€TETN
CIETN

0TETD
60ETD
80ETY
LOETY
90€T1D

YOETY
€0ETD
CO0ETY

662TD

L6210

9CHID

(4445

@ 0TyIV

LLETD

v.LETD
ELETY

TLETD
0LETD

89€TH
LOETV
99€TV

¥9€1D
€9€TD
C9ETD
T9ETD
09€TD

COSTY
TOSTD
00STD
66710

L6710

TLSTV
0LSTY

895TH
L9STH

€95TN
NJmHD
9GSTD
SGSTH

€9GTY
TSSTY
® TSSTV
0GSTO
6¥STV

L%STO

SYSTV
i21a
€¥STD
{47150

0%STH

8EGTD

]
® 9€sTd
® SESTV
L]

€ESTO
® <CESTV

T€STD
o 0egTy

@ 6CSTH

Y0ST1V
€0STV

€T91D

6091V

LLSTD
9.5TN

9T.1I0
STLTD
v1L10
ETLIV

0TLTD
6010
80LTD
L0LTD
90LTD

€041
20L1D

869TV

S69T1D
76910
€69T0
26910
16910
0691V

88910

€89T0
28919
891D
08910
6L9TV
8L9TV
LL9TY
9L9TV
SL91D

€L9TD

TL9T0
0L91D
6991V
8991V
L9919

€991
29910

63991D

99910
SSOTV
7591V

TSItV

68LTV

98LTV

V8LV
€8LTV

T8.10
08LTY
6LL10

LLL10

SLLTN

9.1
99.1D

79L1D

T9L1D
09.1D

85.T0
LSLTY

SSLTV
YSLIY
€8L1D
2SL1D
TSLT0
08410

PAZAS
VLIV
SPLIV
TvLIY
€VLTD

Tv.L10

LELTD
9€LTN
SELTYV

€ELTD

0€LTD
6210
8TLID
LTLID
9TLID

T2L1D

[ ssemy
LS8TD
958TN
S58TN
7881V

9%81D
€%8TD

6€81D
8€8T1D

S€8TD
ve8INn
€€8TD
[45:3%0)
T€81D

881D
42810
9281

F

L3

281D
1281V
0z81n
6181V
81810
L181D
91810
STI8TV
181D
€181

171810
0T8TV
6081V

L08TD
908TD
S08TY

€08TY

0081
66.L1D
86.10
L6LTD
96,10
S6LTD
V6LTV

T6LTD
T6LTV
06LTD

8E6TY

9E6TY

¥€610

8C6TY
L26TY
926TN

%2610
€261
2T61D

8T6TY
L1610
9T6TV
ST6TN

€161V

11610

€06TD

663TY

%6810

L

6881V

7881

881N
18810
088TN

9,81V
S.8TD

CTL8TY

981D
9981V
S98TN
79810

981D

0T0ZD
6002V

0020
90020
S00CV
wommu
10020
00022
66610
866TV

96610
S6610

16610

L86TV
98610
S86T0
78610
€86TD
286TN
T86TV
086TD

8L6TY

L

9,610

v.610
€L6TD
CTL6TD

L9670
9961V

T96TD

€961V

19670

LY6T1D

SY61D
v6e1n
€v6T0

0v6TN

S.020
v.L02n
€L02D

TL0TV
0,02V

L

99020

€902

6502V

vsocy
€502D
{414
TS0V

8%02D
%020
9%02D
S%020
¥%02D

0%02D
6€02n
8€0CH
LEOTY

veozn

2E0TH

6202D

202D
9202n
2020
¥202H

6T0CY
8702

ST0CTY
vrocy
€702V
2102d
T1020

8€TTD
Lgren
9€TTD

[
©
—
Sy
N
[

7602V

16020

68020
880CV
1802H
98020
§8020
78020
€802

k

6,020
8.L02D

cozen
T022H
00220
66TCY
86TCY
L6Ten

3oy

8.L120

cLren

0LT2Y
® 6912V
(]
@ L9120

19120

09720

® LS12D
@® 9S12D

yS1eY

3

®
® 0S12D

® 8¥1Td

S¥120
vv1eh
® E€VITD
[44%4

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4020

Page 40

cLzen
T.2TH

L9ztey
992CY

79220

(41441
19220

6522n

¥92ed
€822

0522
6¥cen

Lveey
9¥%Ted
s¥cen
vvcen

6€22TH
8€TTH

9€2eNn
S€TTH
veced
£€TTN

Tecen

L

Lzgeey

vceed
€222
eeed
j14449

L7122
9122H
§122D
v12ed
€12en

otrzen
6022
8022D

eveen
2veTO
TveTd
oveey
6EETO

EEETY

6ceen
82ETY

£2ETD

Tzeen

L

STETH
vreey

€0€2D
20€en

862CY

¥622Hd
€62TD
z6cen
6z
0622D
6822D
882CY

¥8eey

282TH

6.2TH
8.TTy
L.2TH
9.2TH

08€2D

89€TY
LGETH

S9€TH
€9€TH
TS€TH
0S€ed

67€TH
8veen

9veTY
SYETH

8.LYCV

9.Lvey
S.L%20
vLlven
€Lven

69vCY
89¥CY
L9%2D
99%2D
S9%20
v9%2H

Tovey
09%2n
iz

SS%2H

€SVeY
[4c144)

0Svey

9%¥ZH

91¥2d
ST¥ZH

€T¥CD

2gSTd

8zsen

92SeHd
Elac1a3)

T2sed

T0S2D

00szn
66720

Levey

zeven

L

L8¥CD
98%2D

¥8¥2d

T8%2H

Y192V

21920

0092V

8652V
L1652
9652n
S65CD
76520

2652

0652V
689CY
88929

6.52D

91529

T.LS20
04529

8952N

£9592n

0982V

85520
LSSTD

S§552n

¢s§sen

66920
8692N

889ZH
8920
9892D
S892D

£892D
2892V
18920

9.92D
S.9¢V
¥.92D
€L9TD
cLoTn
TL92D

S99TV
%992

2992V

L8992V
9592n
99929

£€992n
2992D

67920
8%92H

9%920
S%92H

8E9TH
LE92N
9€920
SEITY
veozy

0€92D
6292n
8292D
1292D
9292D
S29TD

2eoTn

61920

91920

TTLTD
TTL2V
0T.L2D
60.2D

S0.LZV
70.2D

20.L2d

€¥82D

8€8CD
LESTY
9€82N

€82
£€82N

T€8CTH

8282H
12820

282D
¥28ed
£28eY
2T8TH
1282V

6182

1820

S182D
7182V

21829
T182H
0182V
6082V

0820

$S082D
7082n

T082H
0082V

6.L.20n

88TV
988¢CY

£882Y
2882V

08820

|

§.82D
%.82D

L8ty

898CY
982D

sv8zn

: 5S rRNA

e Molecule 23

13%

37%

[
Sy wn
S <

50%

Chain BB

18D

61D

LL0

99V

€90
290
199
09D
63Y
83V

]
S
o

(223
32}
<

o
oM M
o o<

-
o
o

+

70

911D

1110
0110

901D
S0TD
vOoTY

~
(o
o

< v
o
<D

3

o
[}
o

L

e Molecule 23

N
0
=1

5S rRNA

3%

13%

52%

34%

Chain DB

R LDWIDE

O

PROTEIN DATA BANK

W



4020

Full wwPDB X-ray Structure Validation Report

[ X ]
—
N
(&

Page 41

€90
290
190
09D
6SY

LSV
96D

%90

670
8¥vn
L%
Eidd

6EV
8€0

VeV

zen

0€d
62V
82D

92D

1443
€20

919D

vin

110

S oo N~ -
Obuvov

[43)

911D

TL0
0Ld
69D

199

e Molecule 24

son

508 ribosomal protein L2

11%

™~ oo Il
ERwy
=5 4

42%

Ll

47%

Chain BC

T6I

88S

€84

LY

cLa

0LN

(4228

TYN

6EX

eel
zed
Tev
ogd

L

ol
SCH

€cd

TN

6TA

LIA
9TA
STH

0TS

++

8d
s

S3

€A

YEIN
£eTYd

T€Td

1

9¢1d

verI
€CTV

LTTD

v11a

TTTH
0TTT

L0Td

SOTT

€0TA

860

964
S671

2611

S8Td

€814
2814

0814

818

TLIA

891Q
1974

9geH

£geN
zsel

508 ribosomal protein L2

e Molecule 24

15%

o
oy
S A
|

11%

48%

40%

Chain DC

694
8934
194

S9N

®
€94
(4
ToV

959

€SH
[4°t:!
TSL

671
8%d

(]
97N
SN
e TN

[S]
® B

(o)
o
X

€1
€eT
ced
eV
0€d

SCH

[
o
o>

11d

VTN
i
vin

TPIA
9€Td

GETI
YEIN

3

6CTL

9¢1d
ST
14429

Tz1a

b

TTTY
@ 0111

801X
L0Td
@ 901V
@ SOTT

20Ty
e ToTd

1o N~
o) [
=) x A

€671

[
)
II =

06N

184
98N
g98d
780

284

II.
508 ribosomal protein L3

6S1D

9814

® ¥S11
€570
(41 5]
TS1D
087X
671D

pAAN

S9TH

€921
(4148
T9¢%

65CS

Yved

0¥z

o00000
~
o
«Q
©

e Molecule 25

6%

46%

47%

Chain BD

08M

iZx

654

81d

9TL
ST4
Y11

6A
83

SA
71

cI
TH

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4020

Page 42

S0¢d
0T
€02A

¥61d
€6TA

9811

€874
(4214
181Q

CLIA

L9TN
991D
SOTH
$91d
€91

09T

8GT1H

e Molecule 25

SSTA

50S ribosomal protein L3

X

©o

X

~

m

N

o

n
X
o
—

=

o

<

<

o

(428

984
GS%

o
10
=

TSL

o e
w0
i
I*l
IIiII.

£%a

0%1
6€d

SEL

2eN
® TEvV
0€d

824

TTA

II‘N II
N
—

1

s

€D

6VIN
8vTh

€¥1d
(4498
Wiy
e O%IH

YETH
€ETL

6CTL

€T

TCIL
0Z1H

8114

ST1D
74228

CTIL

€07Q

T0Td

664

508 ribosomal protein 14

961

T6L

984

€84

08M
6.1
8.0

1

¥oex

@ 0oza

861D
96TV
961D
¥61d
€6TA
0613
68TA
® 8811
® S8IN

(4144

6.T4
9.1a
SLTT

LIS
€LTD

8974
SOTH

LSTH
9GT4

e Molecule 26

9%

37%

54%

%
B

Chain BE

S84
781

3

6.4

L
L

TLD

694
z9b

69d
894

SSS
oSV
674
8%l

SYY

EVL

134
ovYd

9.1a

TLIY

0L7d

L9TA

7911

6STT

LSTT

0STL

8¥1I
LYTT

sv1a

9ETh

TETL

62Td
8CTY

¥erd
€eTd

0TTA
6TTI

L1748
911a

435

(435}

L018
90T

TOTA

Tea
060

884

508 ribosomal protein L4

e Molecule 26

£
m
—
£
m
<
g R
MW <
A
=
o=
=
=
O

0LS

79D

TSA

8%l

vIA
{43!

018
60

ST

9eTh
SETV

CETA

® 621d

o000
© I~
ISES]
oo
> m

00000000
~ o
— 3]
- —
II..H= IIII=>

€TTA

1T1d

3

L0TS

coTY
T0TX&
00T

L6N

S6%

[
f22}
o

16

k

L8Y

S84

289

6.4

©
2
I3

9.d

288

® T.lS

® 66TH

L6739

LL1d
9.1d

vL1D
® €.1L
® <CLIV

e 891d
L9TA

e V911

09TV

@ LST1
® 9SIN

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4020

Page 43

4

508 ribosomal protein L5

e Molecule 27

11%

37%

50%

6%

Chain BF

8.3
L4

1.4

191
991

yox

®
©
o

©
r:)
<

*

TSN
TSa

671
8%

9%a

42"
EYY

oA

8EN

SEL

Ll

8CA
PXd]

CCA

+

42

CTA

84

dll.
N

(44

LSTL

60Td

90TI

70TI

20Td

00T4

180

50S ribosomal protein L5

LLT4

vL1aQ
€L14
TLIV
€91d

09TV

e Molecule 27

N

[oe]

R

0

<
R
2o
~

X

m

<

2

=

o

<

<

O

@ S8t

@ SEL

e o000
=3 <
N @ 2]
[ H
00000000

©
N
-z

)
-
5]

LTW
911
STH
142!
E€TA
(49
Las

8A

00000000
)

1218

18D

S81

€84

6.1

® /STL

® SSTL

® €S1a
® 2ST1

® 0814
® 6%IA

e L¥id
9VTA

® €7Ii

508 ribosomal protein L6

-
<
-
—

B6ETd
8ETA
LETI
9€TI
SETH
verd
€ETYH

[ X X )
-~
%
-
©

® 8CIA

lan]
S2TY
® ¥2id

e Molecule 28

® <7cld

7%

37%

55%

3%
[

Chain BG

183

694

999
SOV

9V
T9M

09d

8SGA

sS4
7Sd

2S84

081

(074

8¢eN

ced

0EN

LeH

498

3

611

STA

SLTY
TLIV

508 ribosomal protein L6

e Molecule 28

56%

9%

41%

50%

Chain DG

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4020

Page 44

081
671
Lva
Eid
SYH
472!
EVA
v
T7A

6€d
8EN

[4

8T1d

STTH

@ E€TIA
L]
e T1TH

o O
~
o
-
S IIII

764
€69

16D

LLTH
9LTH

TLIL
0,74

508 ribosomal protein 1.9

e Molecule 29

64%

19%

50%

27%

Chain BH

[ X )
< 0 ©o N~
e
o
[ R

o <
[+ )
(2] =

000000000000 OCO OO0
~
[
&

889

3]
00
%]

081

9.4
SL1

TLI

6ETd

o000 0
[t} ®
o ©
=] el
B =

[
L)
™
-
o

® <CEld

® O€TA

50S ribosomal protein 1.9

e Molecule 29

11%

51%

42%
36%

Chain DH

094

LSY

SSd

0S4
67V

izct
428
EVN

® 68V
8€d
LEA
9EV

€D

2¢ed

0€T
624
8CN
Ly
9Ty
SCA

€av
(4o
® 12A

€0TA

860

961

€68

684
88D
184
980

78V

508 ribosomal protein L11

z8s
8Y

6LL
8LA

€9V

o 6v7d |
8¥TV

@ LPVIA
9¥IA
SPIN

® CvIA
15745

8ETA

9€TS
SETH

T€TS
0ETA
62T

praxce
lan]

e Molecule 30

67%

25%

45%

30%

Chain BI
:

9L

@ EVN
@ Tvd

@® 6€d
@ 8ed

[
~
e
I[’J

@ S€I

® €EA

62D

o
—
X

0
=

o < Ww
XX >

00000000
w0 ©
- -
- =
<A

CITL

OTTV
60TI

S0Th
YOTV

66D
86A

S6)%

[4’s

689

L83

0000000000000 00
O N~ O N
ENKKQ®©o
<<>aaMX

000606 00
<"II
N
o

€9V

O

R LDWIDE
PROTEIN DATA BANK

W



4020

Full wwPDB X-ray Structure Validation Report

Page 45

6ETA
® 8el1l

e Molecule 30: 508 ribosomal protein L11

® SEIs

® €ETy

0eTd
6211

praxn-s
9CTL
® STIW

<
N
—
<

® <Ttll

94%

16%

42%

41%

Chain DI:

[

<
-
i
<

el ~
k=3 o
= -
- o

96d

N
2}
4

68D
888
183

081
6.1
8LA
LLY
LY
S.d

TLL

891
194

e
©
[=]
i

[4°)8

e <Ivid

8ETT

9ETH

o ETH
P
e TElL
o 1em |
e o0cTd
ol 6211 |

@® 8C1S

4444

e Molecule 31: 50S ribosomal protein L13

7%

31%

61%

Chain BJ:

€80
28D

08H
6.0
8.LL
LLH

SLA

TLa

694
893

3

7oA
€9V

o
©
[=]

8SN

SSI

18D

67a

eva

8€D

9€T
Sed

zel
Te€d

92D
S¢1
Tl

1L

61d

LTA

TH

(47429

(258

SETD

7498

T2y

8TTH

PITT

0T1d

101D

T0TI

664

e Molecule 31: 508 ribosomal protein L13

L6d

21%

. m
6% -

44%

49%

Chain DJ:

[ X )
~
=
I>*

[N N ]
0
=
=

A
0Tl
63

s

SL
2

™

€61
(430

064

881

98d

81
€80
28D

08H
6.LD

LLH

e Molecule 32: 508 ribosomal protein L.14

wia

11%

oo}
©
(&

37%

50%

Chain BK:

08d

3

9LA

cLd

9934

€9A
{47\

LSA

2SA

LYI

6€1
8€I
Lea
9€9

vED

CER

0ogyd

8¢S

3

D E

R L DWI
PROTEIN DATA BANK

w_ 0



Full wwPDB X-ray Structure Validation Report 4020

Page 46

CTTA

—
N
-
=]

8TTT

9TTI

I
ETTH

60TS

SOTH

e Molecule 32: 50S ribosomal protein L14

€0TA

© N~ 0 o
0 00 D
- a = o

20%

.
6% -

38%

56%

Chain DK:

780

9LA
S.LS

€.d

o 69A
ol 80 |

e L9

794
€9A

TOA

891

€94

674

(421
15728

8€I

€ev
CER
TeY

6CH
8¢S

b

EIN
21a

OTA

(4498
1214

61TV
8111

9TTI

e Molecule 33: 508 ribosomal protein L15

17422
ETTN

80TH
L0711
9074

15%

34%

0
0
>

52%

Chain BL:

281
180

6.1

9.3

TLY

£9)
29d
191
094

9Gd

€80

3

LvY

%D

Az
ovS

LED

£ed
[4°)

8¢
21

S¢S

{443

e Molecule 33: 50S ribosomal protein L15

jaaxs
€v1d
(47458

E€ETV
CETH
TETY

62TH

Ll

1CTL
0ZTA

9TTA

€TTV

60T

201D
T0TI

45%

11%

43%

45%

Chain DL:

0000000
<
~

IIIIIF‘
[

0 ©

]

-

Hld1

€99
[4<p)

@ 0S4

8%y
Lvd
9%A

Ll

6EX

£eYd

€6N
® 61

e Molecule 34: 50S ribosomal protein L16

40%

+

54%

Chain BM:

08A

8.1
LLd

S.4

€LI
cLd

S -
© ~
= £

{428

SSY

€SW

TSy
0S84

Lvd
9%I

evy
{4729
91

9ETH

R L DWI

YETL
EETA
CETL

0€TA
6CTL

PRy
9211

L1744

e Molecule 34: 508 ribosomal protein L16

i
7iTd

SOTH

D E

erbDeBe

O
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4020

Page 47

24%

.
5% «

31%

63%

Chain DM:

08A
6LV

LLd
9.4

YLL
€LI
® C.

894
L]
994

i
©
ISI

o
(428

e 09

894
LSA

® %Sl

ESW

oY1

(429

o e

-
IIII_w
_

® 9¢eA

® €€l

® 9ETH

® CEll

6CT.L
8CTL
LeTd
9CTI

e Molecule 35: 508 ribosomal protein L17

11%

43%

45%

Chain BN:

194
99V
9971

€94
89d
SSV

751
€61

6vd

ovYd

91

1ial
(0)2:1
6ed
8€T1
LEL

€ET

STTT

13244
OTTH

80TV

6.1

e Molecule 35: 50S ribosomal protein L17

14%

44%

40%

24%

|
1%

Chain DN:

® 9SX

® 62A
e 81

® Scv
® ¥Tn

(44|
e 12d

810
114

(4%

011

[
<
Im-

[
©
II..‘D |
<

-
=

L11Q

OTTW

¥oTVY
€0TH

007D

764

o om
®© &
n @

~
e
129

S8d

€81
® ¢8d

LLY

S.I
2k

® <cL

694

e Molecule 36: 508 ribosomal protein L18

9%

41%

49%

%

Chain BO: i

9LY

LON

142

3

63V

LSV
9G)
feleic
¥SA
€91

TSV

67A
8¥%1

g
=

S7S

vd
wy
071

3

SEI
YEH

3

oeyd

e Molecule 36: 50S ribosomal protein L18

10%

44%

67%

46%

Chain DO:

635V

LSV

€SL
2ss
TSy
oSy
67A
8¥1
LYA

6EA

LEV
9€R
SEI

eeyd
zced

6CH

o000
I
I
[

~
—
1

0
b
=

[ X ]
|
o
.< =

[
o
a

D E

O

R L DWI
PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4020

Page 48

® LT14

®
0
-~
-~
=

OoTTY
60TY

©
=1
-
=l

T0TD

860
164

S6S
764

e Molecule 37: 508 ribosomal protein 1.19

264

680
884

0000000
o
s
<

39%

56%

Chain BP:

6%

T6A

06D
S8
T8A
LLH

9.1
SLD

TEM

9CA

STIN

€TTH

e Molecule 37: 508 ribosomal protein L.19

TTTH
OTTI
6014

9013
S0TD

0071

167
9634

e
5% -«

47%

46%

18%

o
a
I<

Chain DP:

G891

€94

8¥I

[
6€d
8€X
Lex
9€S

EEA

0€A
624
8CA
9CA
eed
114

® 61IS

STIN

€TTH

e TIIX
® OT1I

® 80TV

90T
SO0TH

€0TH

e Molecule 38: 508 ribosomal protein .20

@ L61
9634

vex
€64
(4

684

988
e %8I

T8A

8.Ls
LLH

10%

37%

53%

Chain BQ:

8L

9LA

YLI

89V

99N

291
TOM
0971

PAES

2!

67a

LYA
i
S7A
izl

(444
15721
(0} 28

9ed

ea

TEA

628
8¢y

3
3

144N
€2¢D

ey

811
LTI

*

A
€4

L1T1

STTV

Ll

e Molecule 38: 50S ribosomal protein 120

80TV

SOTV

T0Td

66V

S6T

3

T6d
061
684
88A

vex
€81

—
5%

42%

53%

18%

Chain DQ:

oo
=~
o=

S9I
794

(428
TOM

89y

250!
€94

05y

LYA

(4414
152

LD

veA

3

e Molecule 39: 508 ribosomal protein L21

(499
TEA

® LIT1

OTTA
60TT

e 9014
o

e 00TA
o 66V
e s6I

S61

11%

50%

38%

%

Chain BR: .

R LDWIDE

O

PROTEIN DATA BANK

W



Full wwPDB X-ray Structure Validation Report 4020

Page 49

S6a
7SN

8%

ova

42

(4414

(0771
6€T
8EA
LEA

Ted

8cy
121

Se1

{44
Tey
0ZA

810

STS
YIA

CTH
110

M $ v © ©
<>LCc o

TH

0TV

T0TI
001D

e Molecule 39: 508 ribosomal protein L21

861

€64
26M

064

88D

98d

7%

42%

50%

34%

Chain DR:

T9Y

YSA

24d
TSA
08D

8¥i

EVN
{4414
15729

6€1
8EA

Ted

6L

114:4

6TL

CTH
110
01X

g

8D

90
Sd

€Y

® €01V

e 107I

861

® 96A
Ss6ed

€64
26N
160

98b
a8y
8y
€84
C8H
8%

S
=

N
~
H

©
~
>

e Molecule 40: 508 ribosomal protein 122

12%

0
©
[=}

36%

50%

%

Chain BS: .

3

8N
188

Ll

691

1,90

3]
©
(&

TON

654

LSN
9GSV

7SV

18T

3728

oY1
S7A
441
eYY

i
0PN

8€X

9€T

vea

1€

611
8Ty
LTA

viv

axs

LH

¥I

L0TA

YOTL

1018

863

©
)
=1

e Molecule 40: 508 ribosomal protein 122

68V
884

784
€8)

48%

45%
44%

Chain DS:

o ot
® 601
o 8078 |
® LOTA
® 90TA
o 507 |

70TL

COTH

00TL

863
1671

S64
76d

e Molecule 41: 508 ribosomal protein 1.23

0634
68V

< N~
Q ©
|||||||I = I|||I = |||

08d
61D
8,4

©
~
I>I

YLI
® €M
o T |
® TLA

0LY

® 89

12%

41%

46%

Chain BT: =

€Ld
TLD

694

{431

oy
sca

[4an
128

9TA
-
¥1d
Loew
(4%
[ i |
OTA
[ | 181
LT ---
[ ew m@,
SH
[ wa ost
€4 6.d
8.8
RV

D E

O

R L DWI
PROTEIN DATA BANK

W



4020

15%

51%

69%

Full wwPDB X-ray Structure Validation Report

32%

e Molecule 41: 508 ribosomal protein 123

Page 50
Chain DT:

® €SA

® 671
8vh
® L¥A
9%y

® ¢&vI
e Ivd

[
@
[
l<.

SEV
TEA

(44

0€I

pra]
® 9T
e Scia

™
5]
<

@ 0Ty

(2}
2
I&

® LIS

® €IV

11%

34%

54%

e Molecule 42: 508 ribosomal protein 1.24

Chain BU: &

884

© o m
N N
4 —

<
N
£

3

o
N
(&

©
—
a

0 g g
H @ H

€0TI
COTL
1073

164

06D
680

11%

Ll

17%

0000000
38%

50%

63%

®
51%

30%
000000

%

Chain BV: .

[l
Il-‘

e Molecule 42: 508 ribosomal protein 124

e Molecule 43: 50S ribosomal protein L25

Chain DU:

LLA

T

S9A
7oA

8Gs
LSA

0
0
INI

€94

150
0SI

8YIW

Eip!

£%a

wa
0%I

8€1

Sed

3

8Ty

SeH

(44

144
021
614

ST1D
45!
€19

x
I

©
<

ot
-

41%

56%

23%

e Molecule 43: 508 ribosomal protein 1.25

Chain DV:

LYA

R LDWIDE

® S¥%a

acs
(0)28

8€1

o006 o
o
I3
[

0€I
621

Led
924
S

3

0T
614
8TY

42

b

64

L3

G |
[

O

erbDeBe

PROTEIN DATA BANK

W



Page 51 Full wwPDB X-ray Structure Validation Report 4020

o ° °
w o = N~ = N
NN |©© © @ 0 o O
o ~ o> om (=

e Molecule 44: 508 ribosomal protein L27
%

. |
Chain BW: 55% 42% -

@ [ — 0 o NS o < o m n
< 0 © © © ~ N~ 0 0 00 0 el
< — << o £ - Hw®wH MK )

e Molecule 44: 508 ribosomal protein L27

R41
G42
K44
A47
N50
G52

©
el
=}

H57
D64

o - willo oo Wy Mo o
= 83 = N g mg
Bom = =] Moo 2] © =

46%
Chain DW: 64% 26% 8%
00 [ ] 00000000 [ X X J

K19
A33
G34
I37
V38
E70
V71
K75
N76
F79
180

o o0 o (XX N J
g g
0 ~

e Molecule 45: 508 ribosomal protein 128
%
Chain BX: © 53% 36% 0%

o -~ 0 ©O I~ ol m © [ o= © N~ 0 o M~
SO~ 0o o sagq @ | < 0 © © © 009 N~
SO0E@> B0 xxa (2] P | B HAX BEEAa< X

e Molecule 45: 50S ribosomal protein L28
18%
. | .. ——
Chain DX: 25% 62% 13%

N17
A24
H34
V40
E43
K44
Y78

(] ° e o L) °

OH NOMEION OO o N M © N~ 0O O o 53 © o a0 DO =M n ~ o Sy
NOFWONOR At o AN SN N®Dm O@m oSS < MWW WMWY © ©
NESOCEREBXEAE EZEm0E<Jds E-Si-— O Y D@ =EEMnmxe AREPunIXNSER A =1

e Molecule 46: 50S ribosomal protein .29
8%
Chain BY: T 37% 49% VT

(] [ ]
TR T IR TI O
e Molecule 46: 50S ribosomal protein L29
48%
. T — ——
Chain DY: 24% 63% 1% -



Page 52 Full wwPDB X-ray Structure Validation Report 4020

O - NmYWON© o - N m 0 S ON 0RO =M © (=}
o FWONON A A oA HHE NN NN PSSO QYo R ) o [ o
= MEAOdxaEHNX®O>EHEJd=S HEAJ L= = - - == (== = = =~ =

e Molecule 47: 50S ribosomal protein L30

Chain BZ: 59% 34% 7%

- < w0 — < 0 © = o 0 © N~ 0 ~ — ~
o © — ‘-1‘-1-N Nwm-go’:-mmmm ﬂ'-m-m
<< |2 ~ n = O £ - a0 =] B> MEe = = =

e Molecule 47: 50S ribosomal protein L30

21%
. —_— —
Chain DZ: 48% 38% 14%

E59

o000 [ ] (] [ ] [ [ ] ° o L] °
CERE] B E R  H H R H Ehad] Bl
e Molecule 48: 508 ribosomal protein 1.32
Chain BO: 45% 43% 12%

oN o O - N m © o o) © ©
- NNNN-NN-g ﬁ‘-ﬁ' &
- A< Jde —H w0 2] o a >

| o
o N~ o -
= o 4 B o

e Molecule 48: 50S ribosomal protein L32

30%
. e —
Chain DO: 55% 36% 9%

oo o o000 o
o+ oS ®o ol —
= o Znxe 2oz aA = - -

e Molecule 49: 50S ribosomal protein L33
2%

. = e —
Chain B1: 58% 32% 8% -

®

o < © N o ¢ ENq o © )

© 0 N N N N m M m & & < wn
[ x ] B = ~ (S| == (=] B3

e Molecule 49: 50S ribosomal protein L33
26%
Chain D1: 46% 38% e

© © NS o o lm ~
o 9] - ) Iy
@ ;|0 54 -~ ]

T23
R40
V54

K10
L11
H46



Page 53 Full wwPDB X-ray Structure Validation Report 4020

e Molecule 50: 508 ribosomal protein L34
2%

. = —
Chain B2: 59% 33% 9%

[ ]
[ | Mo oM~ o m w o ) )
£ o 0w o~ X o= - < = w0

e Molecule 50: 508 ribosomal protein L34

S15

37%
Chain D2: 41% 48% % u
[ ) [ ) [ [ X N ] [ ) [ ] [ ) o000 o [ X ] [ )

— M < 0 © 0 o — g v — o) N~ ool o ©
SV T -
e Molecule 51: 50S ribosomal protein L35
Chain B3: 64% 28% 8%

G18
K23
K25
H26
A27
132
K35

N o © w o N~ o
o wm-g-—u« =1 LeonEg
A H X Moo x oA <

e Molecule 51: 50S ribosomal protein L35
25%
Chain D3: 44% 50% 6%

o o [ ] o o (]
3] w o o oS0 O~ O - N MW
o < W0 0~ — — o N BESES o0 Mmmmmm
[ IR = = X ox XK T < EEA AR XX

e Molecule 52: 508 ribosomal protein L36

G20
N28

3 -
Chain B4: 55% 42% .
ﬁl-o LS s cmpme g 20 e
= v > - O o B (&) B =g (=3

e Molecule 52: 50S ribosomal protein L36

55%
. L ey
Chain D4: 45% 32% 24%
[ N ]

o 000 (X J e o (] e oo

© o ] (=3

=R © — - I3 @
== meIm.HI 1[‘1.

e Molecule 53: 508 ribosomal protein L1

©
0
IB:I

V25
126
H33
K34

82%
Chain B5: 45% 29% 9% 16%
0000000000 00 0000000000000 000O0OCBOGDOGEONOSNOGIOS
o — oM < W o 0 N O N M n N~ [} oN n N~ 00
— N NN NN M oM< < =i < < wn n n W
£ - H AR < m Al > | o 4 o a [72] o=



Page 54 Full wwPDB X-ray Structure Validation Report 4020

N <

V75
178
E88

K103

0
o 7o =3
=} o —
< = =

E99

=3
—
o

-Q‘.
el
H

T62
ve3
S64
P66
H67
V73

00000000000 0OOCGOFOCGS 00000000000000000000000000000000000 o0 o000
o © “N MW o - < £ S ~ — © |~ © o
I3\ 5] mmononon < <+ e} ~ NSNS
i — S - -~ — - - — il ]
© 2] HHE oA xo [ © H [ a < >0 K <

0000000000000000000000000000000
) @ = 0 © oo ®BHO - NMH WO
® @ oo o S oo OO o o
- - - - - ISR S O o QN
. a o< @< [ ] BE Az e>>> B

WO RLDWIDE

eP

PROTEIN DATA BANK



Page 55

Full wwPDB X-ray Structure Validation Report

4020

4 Data and refinement statistics (i)

Property Value Source
Space group P 2121 21 Depositor
Cell constants 211.79A 433.06A 623.86A .
Depositor
a, b, c,a, B,y 90.00° 90.00° 90.00°
. 69.33 — 2.90 Depositor
Resolution (4) 69.33 — 2.90 EDS
% Data completeness 87.4 (69.33-2.90) Depositor
(in resolution range) 87.4 (69.33-2.90) EDS
Rinerge 0.12 Depositor
Reym (Not available) Depositor
<I/o(I)>" 1.50 (at 2.91A) Xtriage
Refinement program PHENIX (phenix.refine: 1.8.1 1168) | Depositor
R R 0.235 , 0.279 Depositor
) Thfree 0.240 , 0.282 DCC
Rree test set 4412 reflections (0.40%) wwPDB-VP
Wilson B-factor (A?) 48.9 Xtriage
Anisotropy 0.742 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.28 , 56.4 EDS
L-test for twinning? <|L| > =045 < L?> =027 Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.90 EDS
Total number of atoms 288258 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 1.85% 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: VIF,
ZN, MG

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 | py/q7 #|Z| >5 RMSZ 47| >5

1 AA 0.47 0/36944 0.95 29/57632 (0.1%)

1 CA 0.40 0/36966 0.90 9/57666 (0.0%)

2 AB 0.36 0/1736 0.64 0/2338

2 CB 0.33 0/1736 0.60 0/2338

3 AC 0.35 0/1652 0.61 0/2225

3 CC 0.31 0/1652 0.57 0/2225

4 AD 0.35 0/1665 0.63 0/2227

4 CD 0.40 0/1665 0.66 0/2227

5 AE 0.39 0/1119 0.70 0/1504

5 CE 0.36 0/1119 0.70 0/1504

6 AF 0.39 0/836 0.65 0/1128

6 CF 0.33 0/836 0.63 1/1128 (0.1%)

7 AG 0.34 0/1196 0.59 0/1602

7 CG 0.32 0/1196 0.55 0/1602

8 AH 0.34 0/989 0.58 0/1326

8 CH 0.32 0/989 0.59 0/1326

9 Al 0.33 0/1034 0.62 0/1375

9 CI 0.32 0/1034 0.62 0/1375

10 AlJ 0.34 0/797 0.61 0/1077

10 CJ 0.31 0/797 0.62 1/1077 (0.1%)

11 AK 0.35 0/893 0.60 0/1205

11 CK 0.34 0/893 0.60 0/1205

12 AL 0.39 0/969 0.65 0/1300

12 CL 0.36 0/969 0.70 0/1300

13 AM 0.33 0/893 0.71 1/1193 (0.1%)

13 CM 0.34 0/893 0.59 0/1193

14 AN 0.34 0/785 0.63 0/1043

14 CN 0.30 0/785 0.54 0/1043

15 AO 0.33 0/718 0.60 0/959

15 CO 0.32 0/718 0.56 0/959

16 AP 0.36 0/659 0.70 1/884 (0.1%)

16 CPp 0.35 0/659 0.58 0/884
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Mol | Chain | ¢\ g7 #|Z| >5 RMSZ #|Z| >5
17 AQ 0.37 0/658 0.66 1/881 (0.1%)
17 CQ 0.36 0/658 0.61 0/881
18 AR 0.33 0/463 0.57 0/621
18 CR 0.32 0/463 0.58 0/621
19 AS 0.34 0/653 0.63 0/877
19 CS 0.33 0/653 0.54 0/877
20 AT 0.34 0/671 0.60 0/888
20 CT 0.32 0/671 0.57 0/888
21 AU 0.45 0/431 0.72 0/570
21 CU 0.45 0/431 0.73 0/570
22 BA 0.80 | 22/69659 (0.0%) 1.31 | 570/108672 (0.5%)
22 DA 0.40 0/69659 0.90 13/108672 (0.0%)
23 BB 0.68 0/2850 1.17 9/4444 (0.2%)
23 DB 0.35 0/2828 0.85 0/4410
24 BC 0.48 0/2122 0.72 0/2852
24 DC 0.34 0/2122 0.60 0/2852
25 BD 0.54 0/1586 0.78 1/2134 (0.0%)
25 DD 0.33 0/1586 0.57 0/2134
26 BE 0.46 0/1571 0.66 0/2113
26 DE 0.35 0/1571 0.59 0/2113
27 BF 0.37 0/1435 0.59 0/1926
27 DF 0.32 0/1435 0.52 0/1926
28 BG 0.37 0/1343 0.65 0/1816
28 DG 0.32 0/1343 0.53 0/1816
29 BH 0.36 0/1121 0.66 1/1515 (0.1%)
29 DH 0.35 0/1121 0.56 0/1515
30 BI 0.37 0/1046 0.59 0/1410
30 DI 0.37 0/1046 0.61 0/1410
31 BJ 0.53 0/1152 0.74 1/1551 (0.1%)
31 DJ 0.32 0/1152 0.59 0/1551
32 BK 0.52 0/948 0.77 0/1268
32 DK 0.34 0/948 0.56 0/1268
33 BL 0.50 0/1054 0.81 1/1403 (0.1%)
33 DL 0.34 0/1054 0.61 0/1403
34 BM 0.53 0/1093 0.72 0/1460
34 DM 0.31 0/1093 0.54 0/1460
35 BN 0.54 0/974 0.75 0/1301
35 DN 0.35 0/974 0.58 0/1301
36 BO 0.40 0/902 0.64 0/1209
36 DO 0.30 0/902 0.51 0/1209
37 BP 0.49 0/929 0.72 1/1242 (0.1%)
37 DP 0.35 0/929 0.58 0/1242
38 BQ 0.65 0/960 0.83 0/1278
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. Bond lengths Bond angles

Mol | Chain | ¢\ g7 #|Z| >5 RMSZ #|Z| >5
38 DQ 0.33 0/960 0.53 0/1278
39 BR 0.60 0/829 0.79 1/1107 (0.1%)
39 DR 0.34 0/829 0.58 0/1107
40 BS 0.63 0/864 0.82 0/1156
40 DS 0.34 0/864 0.59 0/1156
41 BT 0.43 0/745 0.62 0/994
41 DT 0.35 0/745 0.60 0/994
42 BU 0.43 0/788 0.66 0/1051
42 DU 0.37 0/788 0.59 0/1051
43 BV 0.44 0/766 0.65 0/1025
43 DV 0.30 0/766 0.50 0/1025
44 BW 0.55 0/587 0.73 0/776
44 DW 0.31 0/576 0.49 0/762
45 BX 0.43 0/635 0.72 0/848
45 DX 0.34 0/635 0.60 0/848
46 BY 0.40 0/510 0.69 0/677
46 DY 0.34 0/510 0.58 0/677
47 BZ 0.55 0/453 0.82 0/605
47 DZ 0.31 0/453 0.55 0/605
48 BO 0.55 0/450 0.76 0/599
48 DO 0.35 0/450 0.61 0/599
49 B1 0.40 0/417 0.62 0/554
49 D1 0.34 0/417 0.56 0/554
50 B2 0.50 0/380 0.77 0/498
50 D2 0.36 0/380 0.59 0/498
51 B3 0.48 0/513 0.67 0/676
51 D3 0.31 0/513 0.54 0/676
52 B4 0.56 0/303 0.68 0/397
52 D4 0.46 0/303 0.64 0/397
53 B5 0.33 0/1145 0.55 0/1556
All All 0.52 | 22/310626 (0.0%) | 0.97 | 641/464366 (0.1%)

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.

Mol | Chain | #Chirality outliers | #Planarity outliers
2 CB 0 1
5 CE 0 1
6 CF 0 1
11 AK 0 1

Continued on next page...
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Mol | Chain | #Chirality outliers | #Planarity outliers
11 CK 0 1
12 CL 0 1
21 AU 0 2
21 CU 0 1
25 BD 0 1
25 DD 0 1
33 BL 0 1
47 BZ 0 1
All All 0 13

All (22) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
22 BA 984 A N9-C4 | -9.47 1.32 1.37
22 BA 1977 A N9-C4 | -7.26 1.33 1.37
22 BA 1142 A N9-C4 | -7.11 1.33 1.37
22 BA 528 A N7-C5 | -7.06 1.35 1.39
22 BA 2071 A N9-C4 | -6.99 1.33 1.37
22 BA 783 A N9-C4 | -6.85 1.33 1.37
22 BA 028 A N9-C4 | -6.62 1.33 1.37
22 BA |1679 | A N7-C5 | -6.49 1.35 1.39
22 BA 2266 A N9-C4 | -6.16 1.34 1.37
22 BA 1032 A N3-C4 | -5.74 1.31 1.34
22 BA 997 G C2-N3 | -5.68 1.28 1.32
22 BA 2273 A N7-C5 | -5.61 1.35 1.39
22 BA 1020 A N9-C4 | -5.57 1.34 1.37
22 BA 571 U C2-N3 | -5.43 1.33 1.37
22 BA 1253 A N9-C4 | -5.42 1.34 1.37
22 BA 529 A N9-C4 | -5.38 1.34 1.37
22 BA 941 A N3-C4 | -5.34 1.31 1.34
22 BA 2278 A N9-C4 | -5.34 1.34 1.37
22 BA 1677 A Ch-C6 | -5.29 1.36 1.41
22 BA 685 A N9-C4 | -5.17 1.34 1.37
22 BA 984 A N3-C4 | -5.14 1.31 1.34
22 BA 2452 C N1-C6 | -5.06 1.34 1.37

All (641) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(?)
22 BA 028 A N1-C6-N6 13.66 126.80 118.60
25 BD 151 | THR C-N-CD -12.30 93.53 120.60
22 BA 984 A C2-N3-C4 | -11.24 104.98 110.60

Continued on next page...
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
22 BA 532 A 05-P-OP1 | -10.12 96.59 105.70
22 BA 028 A C6-C5-N7 -9.92 125.36 132.30
22 BA 2017 U 05-P-OP1 | -9.80 96.88 105.70
22 BA 752 A N1-C6-N6 9.65 124.39 118.60
31 BJ 27 | ARG | NE-CZ-NH1 | 9.57 125.09 120.30
22 BA 1677 A N1-C6-N6 9.52 124.31 118.60
22 BA 1255 U 05-P-OP2 | -9.50 97.15 105.70
22 BA 1977 A C2-N3-C4 -9.45 105.87 110.60
22 BA 979 A 05-P-OP2 | -9.29 97.34 105.70
23 BB 5 G C5-C6-06 -9.28 123.03 128.60
22 BA 752 A C4-Ch-N7 9.25 115.33 110.70
22 BA 2605 U 05-P-OP2 | -9.07 97.53 105.70
22 BA 528 A ChH-N7-C8 -9.01 99.39 103.90
22 BA 946 C 05-P-OP2 | -9.01 97.59 105.70
22 BA 974 G (C4-C5-N7 9.00 114.40 110.80
22 BA 752 A CH-N7-C8 -8.79 99.50 103.90
22 BA 704 G 04’-C1’-N9 | 8.75 115.20 108.20
22 BA 1153 C 05-P-OP1 | -8.73 97.84 105.70
22 BA 984 A N3-C4-Cb5 8.65 132.85 126.80
22 BA 564 C 05-P-OP1 | -8.62 97.94 105.70
22 BA 1761 C N1-C2-02 8.62 124.07 118.90
23 BB 75 G N1-C6-O6 8.99 125.05 119.90
22 BA 1779 U 05-P-OP1 | -8.45 98.09 105.70
22 BA 2872 A C8-N9-C4 -8.39 102.44 105.80
22 BA D72 A 05-P-OP1 | -8.27 98.26 105.70
22 BA 783 A ChH-N7-C8 -8.10 99.85 103.90
22 BA 1676 A 05-P-OP2 | -8.06 98.45 105.70
22 BA 1762 A N1-C6-N6 8.00 123.40 118.60
22 BA 2450 A 05-P-OP2 | -7.99 98.51 105.70
22 BA 2498 C C6-N1-C2 7.93 123.47 120.30
22 BA 984 A N3-C4-N9 -7.92 121.07 127.40
22 BA 1760 C N3-C2-02 791 127.43 121.90
16 AP o1 ARG | NE-CZ-NH1 | 7.88 124.24 120.30
22 BA 2022 U N3-C2-02 -7.87 116.69 122.20
22 BA 784 G N1-C6-O6 -7.79 115.23 119.90
22 BA 1007 C 05-P-OP1 | -7.76 98.71 105.70
22 BA 974 G CH-N7-C8 -7.76 100.42 104.30
22 BA 528 A C4-Ch-N7 7.76 114.58 110.70
22 BA 2005 A N1-C6-N6 7.75 123.25 118.60
22 BA 2286 G N3-C4-Cb5 7.75 132.47 128.60
22 BA 1779 U C5-C4-04 7.73 130.54 125.90
22 BA 752 A C6-C5-N7 -7.73 126.89 132.30

Continued on next page...
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
22 BA 2030 A ChH-C6-N6 7.66 129.83 123.70
22 BA 2021 C 05-P-OP2 | -7.63 98.84 105.70
22 BA 1260 A 05-P-OP2 | -7.58 98.87 105.70
22 BA 528 A N7-C8-N9 7.56 117.58 113.80
22 BA 784 G 04’-C1’-N9 | -7.54 102.17 108.20
22 BA 531 C N3-C2-02 -7.51 116.64 121.90
1 AA 279 A N1-C6-N6 7.51 123.11 118.60
22 BA 1760 C N1-C2-02 -7.48 114.41 118.90
22 BA 780 G N1-C2-N2 -7.47 109.48 116.20
22 BA 729 G 04’-C1-N9 | 7.46 114.17 108.20
22 BA | 1157 | G O5-P-OP2 | -7.45 98.99 105.70
22 BA 942 G C5-C6-06 -7.42 124.15 128.60
22 BA 705 A N1-C6-N6 7.40 123.04 118.60
22 BA 1677 A ChH-C6-N6 -7.36 117.82 123.70
22 BA 2871 U N1-C2-02 7.35 127.94 122.80
22 BA 1768 C C6-N1-C2 -7.32 117.37 120.30
22 BA 2705 A N1-C6-N6 7.31 122.98 118.60
22 BA 2024 G N1-C6-O6 -7.30 115.52 119.90
22 BA 2574 G 05-P-OP2 | -7.26 99.17 105.70
22 BA 984 A C5-C6-N1 -7.21 114.09 117.70
22 BA 2689 U N3-C4-0O4 -7.20 114.36 119.40
22 BA 806 C N3-C4-Ch 7.19 124.78 121.90
22 BA 1774 C N1-C2-02 -7.19 114.58 118.90
22 BA 2002 G N1-C6-0O6 7.19 124.22 119.90
1 CA 575 G N3-C4-Ch 7.17 132.19 128.60
22 BA 967 U C5-C4-04 7.13 130.18 125.90
22 BA 2633 G N3-C4-Cb 7.12 132.16 128.60
22 BA 2884 U C5-C4-04 7.12 130.17 125.90
22 BA 780 G N3-C2-N2 7.10 124.87 119.90
1 AA 1286 U C2-N1-C1’ 7.08 126.19 117.70
22 BA 180 G N3-C4-C5 7.07 132.14 128.60
22 BA 1784 A C2-N3-C4 -7.06 107.07 110.60
22 BA 2495 G C5-C6-06 -7.05 124.37 128.60
22 BA 456 C 05-P-OP2 | -7.04 99.36 105.70
22 BA 1286 A N1-C6-N6 7.04 122.82 118.60
22 BA 980 A ChH-C6-N6 -7.03 118.08 123.70
22 BA 2871 U N3-C2-02 -7.02 117.29 122.20
22 BA 248 G N1-C6-O6 6.99 124.09 119.90
22 BA 2447 G N1-C6-O6 -6.99 115.71 119.90
22 BA 2055 C 05-P-OP2 | -6.97 99.43 105.70
22 BA 760 G N1-C6-O6 6.96 124.08 119.90
22 BA 2716 C N3-C4-Ch 6.94 124.68 121.90

Continued on next page...
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
22 BA 769 U N3-C2-02 -6.94 117.34 122.20
22 BA 1658 C C6-N1-C2 6.94 123.07 120.30
22 BA 2510 C N1-C2-02 -6.92 114.75 118.90
22 BA 450 G N1-C6-O6 -6.91 115.75 119.90
22 BA 1274 A N1-C6-N6 6.91 122.75 118.60
22 BA 1677 A N9-C4-C5 -6.88 103.05 105.80
22 BA 672 C N3-C4-Ch 6.87 124.65 121.90
22 BA 980 A N1-C6-N6 6.85 122.71 118.60
22 BA 1269 A C4-C5-C6 6.85 120.42 117.00
1 AA 819 A O5-P-OP1 | -6.84 99.55 105.70
22 BA | 1780 | A O5-P-OP2 | -6.83 99.55 105.70
22 BA 1678 A 05’-P-OP2 6.83 118.90 110.70
22 BA 2450 A N1-C6-N6 6.82 122.69 118.60
22 BA 2824 C OP2-P-0O3%’ 6.82 120.19 105.20
22 BA 1189 A 05-P-OP2 | -6.79 99.58 105.70
22 BA 2873 A C8-N9-C4 -6.79 103.08 105.80
22 BA 780 G N3-C4-N9 6.79 130.07 126.00
22 BA 2813 A N1-C6-N6 6.79 122.67 118.60
22 BA 581 C 05-P-OP2 | -6.78 99.60 105.70
22 BA 528 A C2-N3-C4 -6.77 107.22 110.60
22 BA 2814 A N1-C6-N6 6.76 122.66 118.60
22 BA 028 A ChH-C6-N1 -6.75 114.33 117.70
22 BA 1679 A C4-C5-C6 6.75 120.37 117.00
22 BA 450 G N3-C4-Cb -6.71 125.25 128.60
22 BA 980 A C6-C5-N7 | -6.70 127.61 132.30
22 BA 836 G C4-C5-N7 6.70 113.48 110.80
1 CA 575 G C4-N9-C1” | -6.69 117.81 126.50
1 CA 412 A 04’-C1’-N9 6.63 113.51 108.20
22 DA 783 A N1-C6-N6 6.63 122.58 118.60
22 BA 745 G N3-C4-Cb -6.61 125.29 128.60
22 BA 2257 U C5-C4-04 6.61 129.86 125.90
22 BA 2002 | G C5-C6-06 | -6.60 124.64 128.60
22 BA 1654 A N1-C6-N6 6.60 122.56 118.60
22 BA 1675 C N1-C2-02 -6.58 114.95 118.90
22 BA 461 C N1-C2-02 -6.54 114.97 118.90
22 BA 2565 A N1-C6-N6 6.53 122.52 118.60
22 BA 1197 G C4-N9-C1” | -6.53 118.02 126.50
22 BA |1019| U O5-P-OP1 | -6.51 99.84 105.70
22 BA 783 A N7-C8-N9 6.51 117.05 113.80
22 BA 2610 C N3-C4-N4 -6.50 113.45 118.00
22 BA 1681 G C5-C6-06 -6.49 124.70 128.60
22 BA 1926 U N1-C2-02 6.48 127.33 122.80
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
22 BA 533 G C2-N3-C4 -6.47 108.66 111.90
22 BA 2037 A N1-C6-N6 -6.47 114.72 118.60
22 BA 1321 A C8-N9-C4 -6.47 103.21 105.80
22 BA | 2592 G 05-P-OP1 | -6.46 99.88 105.70
22 BA 1299 G C6-Ch-N7 -6.46 126.52 130.40
22 BA 1681 G N1-C6-O6 6.44 123.77 119.90
22 BA 570 G C5-C6-06 -6.44 124.73 128.60
22 BA 2686 G N1-C6-O6 6.43 123.76 119.90
13 AM 107 | ARG | NE-CZ-NH1 | 6.42 123.51 120.30
22 BA 1677 A C4-Ch-N7 6.42 113.91 110.70
22 BA 2286 G N3-C4-N9 -6.42 122.15 126.00
22 BA 977 G 05-P-OP2 | -6.41 99.93 105.70
22 BA 2576 G 05-P-OP1 | -6.40 99.94 105.70
22 BA 533 G 05-P-OP1 | -6.40 99.94 105.70
22 BA 531 C N1-C2-02 6.38 122.73 118.90
22 BA 1779 U N3-C4-04 -6.38 114.94 119.40

1 AA 857 C 05-P-OP2 | -6.37 99.97 105.70
22 BA 1677 A C6-ChHh-N7 | -6.37 127.84 132.30
22 BA 2498 C C2-N1-C1” | -6.37 111.79 118.80
22 BA 32 C N3-C2-02 6.36 126.35 121.90

1 CA 575 G N3-C4-N9 -6.35 122.19 126.00
22 BA 2439 A N1-C6-N6 6.35 122.41 118.60
22 BA 2438 U ChH-C6-N1 -6.34 119.53 122.70

1 AA 1514 G C5-C6-06 | -6.33 124.80 128.60
22 BA 2794 C N1-C2-02 -6.33 115.10 118.90
22 BA 942 G N3-C2-N2 -6.33 115.47 119.90
22 BA 1032 A N9-C4-C5 6.32 108.33 105.80
22 BA 2257 U N3-C4-0O4 -6.32 114.98 119.40
22 BA 1615 C C6-N1-C2 -6.31 117.78 120.30
22 BA 1790 C N1-C2-02 -6.31 115.11 118.90
22 BA 488 G N1-C6-06 -6.31 116.11 119.90

1 AA 378 G 05-P-OP2 | -6.30 100.03 105.70
22 BA 2674 G N1-C6-O6 6.29 123.67 119.90
22 BA 802 A 05-P-OP1 | -6.29 100.04 105.70
22 BA 737 C OP1-P-OP2 | 6.28 129.02 119.60
22 BA 836 G C5-C6-06 -6.28 124.83 128.60
22 BA 2243 U N1-C2-02 -6.26 118.42 122.80
22 BA 2025 C N3-C4-N4 -6.25 113.62 118.00
22 BA 2071 A N3-C4-C5 6.25 131.18 126.80
22 BA 1260 A 05-P-OP1 6.25 118.20 110.70
22 BA 977 G N1-C6-O6 6.25 123.65 119.90
22 BA 521 U N3-C2-02 -6.25 117.83 122.20
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
22 BA 997 G OP1-P-O3%’ 6.24 118.92 105.20
22 BA 2005 A Ch-C6-N6 -6.23 118.72 123.70
22 BA 961 C 05-P-OP2 | -6.22 100.10 105.70
22 BA 1229 C 05-P-OP2 | -6.21 100.11 105.70
22 BA 768 G 05-P-OP2 | -6.20 100.12 105.70
22 BA 686 U N1-C2-02 -6.20 118.46 122.80
22 BA 2453 A C4-C5-C6 6.18 120.09 117.00
22 BA 581 C N3-C2-02 -6.18 117.58 121.90
22 BA 2030 A C5-C6-N1 -6.17 114.61 117.70
22 BA 2461 A N1-C6-N6 6.17 122.30 118.60
22 BA 994 C OP1-P-03" | 6.17 118.77 105.20
22 BA 2425 A P-03’-C3’ 6.16 127.10 119.70
22 BA 2633 G N3-C4-N9 -6.16 122.30 126.00
22 BA 2840 C 05-P-OP2 | -6.16 100.16 105.70
22 BA 2263 C C6-N1-C2 6.16 122.76 120.30
22 BA 1989 G C6-C5-N7 -6.16 126.71 130.40
22 BA 1153 C 05’-P-OP2 6.15 118.08 110.70
22 BA 1254 A C6-N1-C2 -6.14 114.91 118.60
22 BA 2332 C N1-C2-02 -6.14 115.21 118.90
22 BA 752 A N9-C4-C5 -6.14 103.34 105.80
22 BA 1909 C C2-N1-C1’ 6.14 125.55 118.80
22 BA 943 A N1-C6-N6 6.13 122.28 118.60
22 BA 028 A C4-C5-C6 6.13 120.06 117.00
22 BA 945 A 05-P-OP2 | -6.12 100.19 105.70
22 BA 810 U C5-C4-04 -6.12 122.23 125.90
22 BA 1654 A C4-Ch-N7 6.11 113.76 110.70
22 BA 1761 C C2-N1-C1’ 6.10 125.51 118.80
22 BA 1277 G N1-C6-O6 6.10 123.56 119.90
22 BA 1989 G N1-C6-O6 6.10 123.56 119.90
22 BA 2388 A N1-C6-N6 -6.09 114.95 118.60
22 BA 489 G N9-C4-Ch 6.08 107.83 105.40
22 BA 502 A O5-P-OP2 | 6.08 118.00 110.70
22 BA 973 A OP2-P-03’ 6.08 118.58 105.20
22 BA 984 A 04’-C1-N9 | 6.08 113.06 108.20
22 BA 1754 A OP1-P-OP2 | -6.07 110.49 119.60
22 BA 2438 U C2-N1-C1’ -6.07 110.42 117.70
22 BA 2689 U C5-C4-04 6.06 129.54 125.90
22 BA |2444| G OP2-P-03” | 6.06 118.53 105.20
22 BA 1027 A N1-C6-N6 6.05 122.23 118.60
22 BA 2250 G N3-C4-Cb 6.04 131.62 128.60
22 BA 528 A ChH-C6-N6 -6.04 118.87 123.70
22 BA 2448 A N1-C6-N6 6.04 122.22 118.60
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
22 BA 2679 A N1-C6-N6 6.04 122.22 118.60
22 BA 2588 G 05-P-OP2 | -6.03 100.27 105.70
22 BA 2633 G C2-N3-C4 -6.03 108.89 111.90
22 BA 528 A C8-N9-C4 -6.01 103.39 105.80
22 BA 1265 A OP1-P-O3’ 6.01 118.42 105.20
22 BA 2452 C C6-N1-C2 6.01 122.70 120.30
22 BA 2560 A C8-N9-C4 -6.01 103.40 105.80
22 BA 2598 A 05-P-OP1 | -6.01 100.29 105.70
22 BA 579 G 05-P-OP1 | -6.00 100.30 105.70
22 BA 1132 U N1-C2-N3 6.00 118.50 114.90
22 BA | 1936 | A C2-N3-C4 | -6.00 107.60 110.60
22 BA 1991 U N3-C2-02 -5.98 118.01 122.20
22 BA 778 G N3-C4-N9 5.98 129.59 126.00
22 BA 970 U OP2-P-03’ 5.98 118.35 105.20
22 BA 2238 G N3-C2-N2 5.98 124.08 119.90
22 BA 590 A N1-C6-N6 5.97 122.19 118.60
22 BA 686 U N3-C2-02 5.97 126.38 122.20
22 BA | 2487 | G OP2-P-03" | 5.97 118.34 105.20
22 BA 752 A N7-C8-N9 5.97 116.78 113.80
22 BA 855 G N1-C6-O6 -5.95 116.33 119.90
22 BA 2250 G 05-P-OP1 | -5.95 100.34 105.70
22 BA 727 A N1-C6-N6 5.95 122.17 118.60
22 BA 664 G 05-P-OP2 | -5.95 100.35 105.70
22 BA 2078 C N3-C2-02 -5.95 117.74 121.90
1 AA 503 C C6-N1-C2 -5.95 117.92 120.30
22 BA 1644 C C6-N1-C2 5.95 122.68 120.30
22 BA 1776 G N1-C6-O6 5.93 123.46 119.90
22 BA 2037 A N9-C4-Cb5 5.93 108.17 105.80
1 AA 971 G 04’-C1-N9 5.92 112.94 108.20
22 BA 912 C OP1-P-O3’ 5.92 118.22 105.20
22 BA 782 A O5-P-OP1 | -5.91 100.38 105.70
22 BA 2054 A OP2-P-03’ 5.91 118.21 105.20
22 BA 998 C C6-N1-C2 -5.91 117.94 120.30
22 BA 1982 U N3-C2-02 -5.90 118.07 122.20
22 BA 942 G N1-C6-06 5.90 123.44 119.90
22 BA 672 C C6-N1-C2 5.89 122.66 120.30
22 BA 740 C C2-N3-C4 -5.89 116.95 119.90
22 BA 977 G C5-C6-06 | -5.89 125.06 128.60
22 BA 1672 A OP2-P-03’ 5.89 118.16 105.20
22 BA 583 G N3-C4-N9 -5.89 122.47 126.00
22 BA 752 A ChH-C6-N6 -5.88 118.99 123.70
22 BA 481 G C5-C6-06 -0.88 125.07 128.60
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22 BA 790 U 05-P-OP2 | -5.88 100.41 105.70
22 BA 1977 A ChH-C6-N1 -0.88 114.76 117.70
1 AA 1514 G N1-C6-O6 0.88 123.43 119.90
22 BA | 1977 A C8-N9-C4 5.87 108.15 105.80
22 BA 571 U O4’-C1’-N1 | 5.87 112.89 108.20
22 BA 1197 G C8-N9-C1’ 5.87 134.63 127.00
22 DA 729 G 04’-C1’-N9 | 5.87 112.89 108.20
22 BA 2076 U C5-C4-04 5.86 129.42 125.90
22 BA 2059 A OP1-P-OP2 | 5.86 128.39 119.60
22 BA 836 G N1-C6-O6 5.85 123.41 119.90
22 BA | 2578 | G C4-N9-C1” | -5.85 118.89 126.50
22 BA 2046 G N1-C6-O6 5.84 123.41 119.90
22 BA 1250 G OP1-P-OP2 | 5.83 128.35 119.60
22 DA 2447 G C4-N9-C1” | -5.83 118.92 126.50
22 BA 536 G C8-N9-C4 5.83 108.73 106.40
22 BA 1681 G (C4-C5-N7 0.83 113.13 110.80
22 BA 580 U OP2-P-0O3’ 5.81 117.99 105.20
22 BA 2452 C C2-N3-C4 -5.81 117.00 119.90
22 BA 783 A C2-N3-C4 -5.81 107.70 110.60
1 AA 279 A ChH-C6-N6 -5.80 119.06 123.70
22 BA 461 C N3-C2-02 5.79 125.96 121.90
22 BA 16 C 05-P-OP2 | -5.79 100.49 105.70
22 BA 2022 U N1-C2-02 5.79 126.85 122.80
22 BA 982 C N1-C2-02 5.79 122.37 118.90
22 BA 1311 G C4-Ch-N7 5.79 113.11 110.80
1 CA 209 U C2-N1-C1’ 5.78 124.64 117.70
22 BA 128 C N1-C2-02 -5.78 115.43 118.90
22 BA 1333 G C5-C6-06 5.78 132.06 128.60
22 BA 1779 U 04’-C1’-N1 5.78 112.82 108.20
22 BA 1762 A ChH-C6-N6 -0.77 119.08 123.70
23 BB 107 G C6-C5-NT7 | -5.77 126.94 130.40
22 BA 837 C N1-C2-02 -0.76 115.44 118.90
22 BA 752 A C2-N3-C4 -0.76 107.72 110.60
22 BA 586 A C8-N9-C4 -0.75 103.50 105.80
22 BA 2257 U N3-C2-02 -5.75 118.17 122.20
22 BA 1671 U 05-P-OP2 5.75 117.59 110.70
22 BA 952 G (C4-C5-N7 5.74 113.10 110.80
22 DA 481 G O04’-C1’-N9 | 5.74 112.79 108.20
22 BA 2392 A N1-C6-N6 5.73 122.04 118.60
22 BA 2718 G 05-P-OP1 | -5.73 100.55 105.70
22 BA 514 A OP1-P-03’ 5.72 117.79 105.20
22 BA 2029 G C5-C6-N1 -5.72 108.64 111.50
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
22 BA 2799 A N1-C6-N6 5.72 122.03 118.60
22 BA 2456 C OP1-P-OP2 | -5.72 111.02 119.60
23 BB 75 G C6-C5-N7 -5.72 126.97 130.40
22 BA 2606 C N1-C2-02 -5.71 115.47 118.90
22 BA 1651 G C4-N9-C1’ 5.71 133.92 126.50

1 AA 664 G N3-C4-N9 -5.71 122.58 126.00
22 BA 124 G N3-C4-N9 -5.71 122.58 126.00
22 BA 1763 G 05-P-OP2 | -5.68 100.58 105.70
22 BA 2004 G OP1-P-OP2 | 5.68 128.12 119.60
22 BA 2350 C OP2-P-03’ 0.68 117.69 105.20
22 BA 24 G OP2-P-O3" | 5.68 117.69 105.20
22 BA 532 A N1-C6-N6 5.67 122.00 118.60
22 BA 32 C N1-C2-02 -0.67 115.50 118.90
22 BA 1299 G N1-C6-O6 5.67 123.30 119.90
22 BA 1443 U OP1-P-OP2 | 5.67 128.10 119.60
22 BA 2722 G C6-C5-N7 -0.67 127.00 130.40
22 BA 1675 C N1-C2-N3 5.66 123.16 119.20
22 BA 1131 G OP1-P-O3" | 5.65 117.64 105.20
22 BA 2606 C C2-N3-C4 -5.65 117.07 119.90
22 BA 1784 A C8-N9-C4 5.65 108.06 105.80
22 BA 200 U N3-C2-02 5.64 126.15 122.20
22 BA 47 C N1-C2-02 -5.63 115.52 118.90
22 BA 2592 G C8-N9-C4 -0.63 104.15 106.40
22 BA | 2581 G C4-C5-N7 5.63 113.05 110.80
22 BA 563 A N9-C4-C5 5.63 108.05 105.80
22 BA 962 G C4-C5-N7 -5.63 108.55 110.80
22 BA 1550 C N1-C2-02 -5.63 115.52 118.90
22 BA 739 A N1-C6-N6 5.62 121.97 118.60
22 BA 2815 C C2-N3-C4 -5.62 117.09 119.90
1 AA 1504 G 04’-C1’-N9 5.62 112.69 108.20
22 BA 655 A N1-C6-N6 -5.61 115.23 118.60
22 BA 1266 G C4-N9-C1’ | -5.61 119.20 126.50
22 BA 748 G 04’-C1’-N9 5.61 112.69 108.20
22 BA 855 G C5-C6-06 5.60 131.96 128.60
22 BA 1164 C N1-C2-02 -5.60 115.54 118.90
22 BA 2047 C C6-N1-C2 5.60 122.54 120.30
22 BA 1022 G N1-C6-O6 -5.60 116.54 119.90
22 BA 2076 U N3-C4-04 -5.60 115.48 119.40
1 AA 1279 G N7-C8-N9 5.59 115.90 113.10
22 BA 1645 G N3-C4-N9 5.59 129.35 126.00
22 BA 1125 G C5-C6-06 -5.59 125.25 128.60
22 BA 1142 A C2-N3-C4 -5.59 107.81 110.60
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22 BA 1926 U N3-C2-02 -5.58 118.29 122.20
22 BA 2076 U N1-C2-N3 5.58 118.25 114.90
1 CA 1286 U C2-N1-C1’ 5.58 124.39 117.70
22 DA 2425 A P-03’-C3’ 5.58 126.39 119.70
22 BA 207 A C8-N9-C4 | -5.58 103.57 105.80
22 BA 2640 G N1-C6-O6 5.58 123.25 119.90
22 BA 2577 A 05-P-OP2 | -5.57 100.69 105.70
23 BB 98 G C5-C6-06 -5.57 125.26 128.60
22 BA 962 G N9-C4-Cb 5.57 107.63 105.40
22 BA 1651 G N3-C4-Cb -5.57 125.81 128.60
22 BA 1771 C N1-C2-N3 5.57 123.09 119.20
22 BA 2073 C N1-C2-02 -0.57 115.56 118.90
22 BA 1250 G 05-P-OP1 | -5.56 100.70 105.70
22 BA 1430 G OP1-P-OP2 | -5.55 111.27 119.60
22 DA 2447 G C8-N9-C1’ 5.5 134.21 127.00
22 BA 1248 G C5-C6-06 -9.59 125.27 128.60
22 BA 979 A OP1-P-OP2 | 5.54 127.92 119.60
22 BA 973 A N1-C6-N6 -5.54 115.28 118.60
22 BA 1673 G 04’-C1’-N9 5.54 112.63 108.20
22 BA 2813 A C8-N9-C4 5.54 108.01 105.80
22 BA 2250 G C2-N3-C4 -5.53 109.13 111.90
22 BA 2375 G N3-C4-N9 -5.53 122.68 126.00
22 BA 1760 C C6-N1-C2 5.53 12251 120.30
22 BA 2447 G C4-C5-N7 -5.53 108.59 110.80
22 BA 531 C C6-N1-C2 -3.53 118.09 120.30
1 AA 1279 G C8-N9-C4 -5.52 104.19 106.40
22 BA 1761 C C6-N1-C1’ -5.52 114.17 120.80
22 BA 2450 A ChH-C6-N6 -5.52 119.28 123.70
22 BA 1475 G 04’-C1-N9 5.52 112.61 108.20
22 BA 1277 G C5-C6-06 -9.51 125.30 128.60
22 BA 2260 C C6-N1-C2 5.51 122.50 120.30
22 BA 967 U N3-C4-O4 | -5.50 115.55 119.40
22 BA 1671 U C5-C6-N1 5.50 125.45 122.70
22 BA 962 G C8-N9-C1’ 5.50 134.15 127.00
22 BA 2630 G N1-C6-O6 5.50 123.20 119.90
1 CA 575 G C8-N9-C1” 5.50 134.15 127.00
22 BA | 2715 C O5-P-OP2 | -5.50 100.75 105.70
22 BA 1993 U N3-C4-04 -5.50 115.55 119.40
22 BA 585 G 05-P-OP2 | -5.49 100.76 105.70
22 BA 2708 G N1-C6-O6 -5.49 116.61 119.90
22 BA 1197 G N3-C2-N2 -5.49 116.06 119.90
22 BA 1771 C C2-N3-C4 -5.49 117.16 119.90
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
23 BB 104 A N1-C6-N6 5.48 121.89 118.60
22 BA 820 A OP2-P-0O3’ 5.47 117.24 105.20
22 BA 2011 U N1-C2-02 -0.47 118.97 122.80
22 BA 2018 G N1-C6-O6 -0.47 116.62 119.90
22 BA 2705 A N9-C4-C5 -0.47 103.61 105.80
22 BA 84 A N1-C6-N6 -5.46 115.33 118.60
37 BP 103 | ARG | NE-CZ-NH1 | 5.46 123.03 120.30
22 BA 1784 A N1-C6-N6 5.45 121.87 118.60
22 BA 1784 A N9-C4-Cb -5.45 103.62 105.80
22 BA 2452 C Ch-C6-N1 -0.45 118.28 121.00
22 BA | 2037 A C8-N9-C4 | -5.45 103.62 105.80
22 BA 2872 A N9-C4-C5 5.45 107.98 105.80
22 BA 572 A OP2-P-0O3%’ 5.44 117.18 105.20
22 BA 200 U N1-C2-02 -5.44 118.99 122.80
22 BA 1248 G N1-C6-06 5.44 123.17 119.90
22 BA 2046 G C5-C6-06 -5.44 125.33 128.60
22 BA 1286 A 05-P-OP2 | -5.44 100.81 105.70
22 BA 1147 A 05-P-OP2 | -5.43 100.81 105.70
22 BA 1645 G C6-C5-N7 -0.43 127.14 130.40
22 BA 2002 G C6-C5-N7 -5.43 127.14 130.40
22 BA 2071 A C2-N3-C4 -5.43 107.89 110.60
22 BA 1638 C Ch-C4-N4 -5.42 116.40 120.20
22 BA 2610 C Ch-C4-N4 5.42 124.00 120.20
22 BA 2685 G N3-C2-N2 -5.42 116.11 119.90
22 BA 2437 G C2-N3-C4 -5.42 109.19 111.90
22 BA 571 U C2-N1-C1” | -541 111.20 117.70
22 BA 1452 G C8-N9-C4 -5.41 104.24 106.40
22 DA 143 C N3-C4-Ch 5.41 124.06 121.90
22 BA 1197 G C6-C5-N7 5.40 133.64 130.40

1 AA 115 G P-03’-C3’ 5.40 126.18 119.70
22 BA 254 G N1-C6-06 5.40 123.14 119.90
22 BA 974 G N3-C4-C5 5.40 131.30 128.60
22 BA 1789 A N1-C6-N6 5.40 121.84 118.60
22 BA 1955 U N3-C2-02 5.40 125.98 122.20
22 BA 1651 G C8-N9-C4 -5.39 104.24 106.40
22 BA 25 U N1-C2-02 -5.39 119.03 122.80
23 BB 107 G N3-C4-N9 5.38 129.23 126.00
22 BA 913 U OP1-P-OP2 | -5.38 111.53 119.60
22 BA 834 G N1-C2-N3 5.38 127.12 123.90

1 AA 1286 U C6-N1-C1” | -5.37 113.68 121.20
22 BA 783 A OP1-P-03’ 5.37 117.02 105.20
22 DA 1314 C C2-N1-C1’ 5.37 124.71 118.80
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
22 BA 2686 G C8-N9-C4 -5.37 104.25 106.40
22 DA 2591 C C6-N1-C2 -5.37 118.15 120.30
22 DA 776 G C4-N9-C1’ 5.36 133.47 126.50
22 BA 2498 C N3-C2-02 5.36 125.65 121.90
22 BA 804 A N1-C6-N6 5.36 121.82 118.60
22 BA 2634 A N1-C6-N6 5.36 121.82 118.60
22 BA 760 G C5-C6-06 -5.36 125.39 128.60
22 BA 1994 C N1-C2-02 5.36 122.11 118.90
22 BA 668 A C4-C5-N7 5.35 113.38 110.70
22 BA 975 A C8-N9-C4 -9.39 103.66 105.80
22 BA 1779 U N3-C2-02 -5.34 118.47 122.20
22 BA 2461 A N9-C4-C5 -5.34 103.67 105.80
22 BA 1230 A 05-P-OP2 | -5.33 100.90 105.70
22 BA 443 A C8-N9-C4 -5.33 103.67 105.80
22 BA 1248 G C6-C5-N7 -5.33 127.20 130.40
22 BA 1645 G N9-C4-Cb -9.33 103.27 105.40
22 BA 2570 G N1-C6-O6 -5.33 116.70 119.90
22 BA 837 C N3-C4-C5 5.33 124.03 121.90
22 BA 979 A N1-C6-N6 -5.33 115.40 118.60
22 BA 826 U OP2-P-0O3%’ 5.32 116.91 105.20
22 BA 2258 C C6-N1-C2 5.32 122.43 120.30
22 BA 2687 U N1-C2-02 -5.31 119.08 122.80
22 BA 2286 G C4-N9-C1” | -5.31 119.59 126.50
1 AA 108 G C8-N9-C4 -5.31 104.28 106.40
22 BA 450 G C5-C6-06 5.31 131.78 128.60
22 DA 776 G C8-N9-C1” | -5.31 120.10 127.00
22 BA 2630 G C5-C6-06 -5.30 125.42 128.60
22 BA 1269 A C6-C5-N7 -5.30 128.59 132.30
22 BA 2592 G N3-C2-N2 -5.30 116.19 119.90
22 BA 574 A 05-P-OP2 5.30 117.06 110.70
22 BA 2075 U N3-C2-02 -5.30 118.49 122.20
22 BA 200 U N3-C4-04 5.30 123.11 119.40
22 BA 533 G N3-C4-Cb5 5.29 131.25 128.60
22 BA 2817 U N3-C2-02 5.29 125.91 122.20
22 BA 1229 C N1-C2-02 -5.29 115.73 118.90
22 BA 2004 G C8-N9-C4 5.29 108.52 106.40
22 BA 938 G C8-N9-C1’ 5.29 133.87 127.00
22 BA 2633 G N3-C2-N2 -95.29 116.20 119.90
22 BA 1326 U N3-C2-02 5.28 125.90 122.20
22 BA 953 G C8-N9-C4 5.28 108.51 106.40
22 BA 957 C C6-N1-C2 5.28 122.41 120.30
22 BA 2323 G C6-C5-N7 -0.28 127.23 130.40
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
22 BA 276 U N1-C2-02 5.28 126.49 122.80
22 BA 1614 A 05-P-OP1 | -5.28 100.95 105.70
22 BA 2080 A N1-C6-N6 5.27 121.76 118.60
22 BA 529 A C8-N9-C4 5.27 107.91 105.80
22 BA 2252 G C6-Ch-N7 -0.27 127.24 130.40
22 BA 2627 G C5-C6-06 -0.27 125.44 128.60
22 BA 1464 G N3-C4-N9 -5.26 122.84 126.00
22 BA 765 C 05-P-OP2 | -5.26 100.96 105.70
1 CA 1151 A 04’-C1’-N9 5.26 112.41 108.20
22 BA 47 U C5-C4-04 0.26 129.06 125.90
1 AA 279 A C4-Ch-N7 5.25 113.33 110.70
22 BA 2451 A OP1-P-OP2 | -5.25 111.72 119.60
22 BA 1651 G OP1-P-0O3’ 5.25 116.75 105.20
22 BA 1989 G N9-C4-Cb5 -0.25 103.30 105.40
22 BA 1649 G OP1-P-OP2 | 5.25 127.47 119.60
22 BA 1128 G C5-C6-06 -5.24 125.45 128.60
22 BA 1756 G 04’-C1’-N9 | -5.24 104.01 108.20
22 BA 30 G 05-P-OP1 | -5.24 100.98 105.70
22 BA 2456 C OP1-P-O3% 5.24 116.73 105.20
22 BA 1255 U OP1-P-OP2 | 5.24 127.46 119.60
22 BA 243 U C5-C4-04 -5.24 122.76 125.90
22 BA 1193 G OP1-P-OP2 | -5.23 111.75 119.60
22 BA 1977 A N3-C4-Cb 5.23 130.46 126.80
22 BA 2036 C C6-N1-C2 -5.23 118.21 120.30
22 BA 1827 U OP1-P-OP2 | 5.23 127.44 119.60
22 BA 2581 G N9-C4-C5 -0.23 103.31 105.40
22 BA 2587 A OP2-P-03’ 5.23 116.70 105.20
22 BA 578 G C6-C5-N7 -5.22 127.27 130.40
22 BA 674 G C8-N9-C4 -5.22 104.31 106.40
22 BA 2055 C ChH-C6-N1 -0.22 118.39 121.00
6 CF 86 | ARG | NE-CZ-NH1 | 5.22 122.91 120.30
22 BA 1185 G N1-C6-O6 -0.22 116.77 119.90
22 BA 2391 G 04’-C1’-N9 5.21 112.37 108.20
22 BA 2434 A C8-N9-C4 -5.21 103.72 105.80
33 BL 44 GLY N-CA-C -5.21 100.07 113.10
22 BA 276 U C2-N1-C1’ 5.21 123.95 117.70
22 BA 2694 G C5-C6-06 -0.21 125.47 128.60
22 BA 953 G OP2-P-0O3’ 5.21 116.65 105.20
22 BA 2513 A OP2-P-O3%’ 5.21 116.65 105.20
1 CA 733 G P-03’-C3’ 5.21 125.95 119.70
22 BA 1286 A ChH-C6-N6 -5.20 119.54 123.70
22 BA 456 C OP1-P-OP2 | 5.20 127.40 119.60
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22 BA 686 U C2-N1-C1’ -5.20 111.46 117.70
22 BA 745 G C6-N1-C2 -5.20 121.98 125.10
39 BR ol VAL C-N-CD 5.20 139.32 128.40
22 BA 772 C C5-C4-N4 -5.20 116.56 120.20
22 BA 1153 C OP2-P-0O3’ 5.20 116.63 105.20
22 BA 2612 C C2-N1-C1’ -5.20 113.09 118.80
23 BB ) U N1-C2-02 -5.20 119.16 122.80
22 BA 1123 C C2-N3-C4 -5.19 117.30 119.90
22 BA 1790 C C2-N3-C4 -5.19 117.30 119.90
22 BA 825 A OP2-P-03’ 5.19 116.62 105.20
22 BA 2630 | G C6-C5-N7 | -5.19 127.28 130.40
22 BA 2684 U OP2-P-03’ 5.19 116.62 105.20
1 AA 365 U C2-N1-C1’ -5.19 111.47 117.70
22 BA 249 C N1-C2-02 -5.19 115.79 118.90
22 BA 1762 A C6-C5-N7 -5.18 128.67 132.30
22 BA 2553 G N3-C4-Cb -0.18 126.01 128.60
22 BA 783 A P-03’-C3’ -0.18 113.48 119.70
22 BA 1216 G C8-N9-C4 5.18 108.47 106.40
22 BA 488 G C5-C6-06 5.18 131.71 128.60
22 BA 1151 A OP1-P-O3% 5.18 116.59 105.20
23 BB ) U N3-C2-02 5.18 125.82 122.20
22 DA 1666 G C4-N9-C1” | -5.18 119.77 126.50
22 BA 2330 G N1-C6-O6 5.17 123.00 119.90
22 BA 576 U N1-C2-02 -5.17 119.18 122.80
22 BA 726 G C2-N3-C4 | -5.17 109.31 111.90
22 BA 2071 A 05-P-OP2 | -5.17 101.05 105.70
22 BA 2428 G Ch-C6-N1 5.16 114.08 111.50
1 AA 348 G C5-C6-06 -5.16 125.50 128.60
22 BA 1127 A C8-N9-C4 5.16 107.86 105.80
22 BA 2251 G OP1-P-0O3’ 5.16 116.55 105.20
22 BA 962 G C4-N9-C1’ | -5.15 119.80 126.50
22 BA 1645 G N3-C2-N2 5.15 123.51 119.90
22 BA 1426 G C6-C5-N7 -0.15 127.31 130.40
22 BA 2645 G C8-N9-C1’ -5.15 120.31 127.00
22 BA 1509 A N1-C6-N6 5.14 121.69 118.60
22 BA 2024 G C5-C6-06 5.14 131.69 128.60
22 BA 2510 C N3-C4-N4 5.14 121.60 118.00
22 BA 2719 G N1-C6-O6 5.14 122.98 119.90
22 BA 1126 A C4-ChH-C6 5.14 119.57 117.00
22 BA 532 A C4-Ch-N7 5.14 113.27 110.70
22 BA 938 G C4-N9-C1’ -5.14 119.82 126.50
22 BA 2030 A (C4-C5-N7 -5.14 108.13 110.70
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
22 BA 2838 G N1-C6-06 5.14 122.98 119.90
22 BA 2036 C C2-N1-C1’ 5.13 124.45 118.80
22 BA 2510 C N3-C2-02 5.13 125.49 121.90
22 BA 64 A C8-N9-C4 -5.13 103.75 105.80
1 AA 348 G N1-C6-O6 5.13 122.98 119.90
22 BA 1164 C 05-P-OP2 | -5.13 101.08 105.70
1 AA 365 U C6-N1-C1’ 5.13 128.38 121.20

AA 742 G C4-N9-C1’ -5.12 119.84 126.50
22 BA 583 G N3-C4-Ch 5.12 131.16 128.60
29 BH 121 | VAL C-N-CA 5.12 134.50 121.70
1 AA | 1513 | A C8-N9-C4 5.12 107.85 105.80
22 BA 1326 U N1-C2-02 -5.12 119.22 122.80
22 BA 1658 C C5-C6-N1 -5.11 118.44 121.00
22 BA 2625 G C8-N9-C4 5.11 108.44 106.40
22 BA 2326 C C3-C2-C1” | 5.11 105.59 101.50
22 BA 1909 C C5-C6-N1 5.11 123.56 121.00
22 BA 806 C ChH-C4-N4 -0.11 116.62 120.20
22 BA | 1654 | A N9-C4-C5 | -5.11 103.76 105.80
22 BA 677 A 05-P-OP1 5.10 116.82 110.70
22 BA 971 G N3-C4-Cb5 -5.10 126.05 128.60
22 BA 946 C Ch-C4-N4 -5.10 116.63 120.20
22 BA 1346 G C8-N9-C1” 5.09 133.62 127.00
22 BA 1768 C N3-C2-02 -5.09 118.33 121.90
1 AA 1524 C N1-C2-02 -5.09 115.85 118.90
22 BA 1270 C OP1-P-OP2 | -5.09 111.97 119.60
22 BA 586 A N9-C4-C5 5.09 107.83 105.80
22 BA 2645 G N3-C4-N9 5.09 129.05 126.00
22 BA 461 C C6-N1-C2 5.09 122.33 120.30
22 BA 1394 U 04’-C1-N1 | -5.09 104.13 108.20
22 BA 1637 A N1-C6-N6 5.08 121.65 118.60
22 BA 2257 U N1-C2-02 5.08 126.36 122.80
22 BA 2685 G N3-C4-N9 -5.08 122.95 126.00
22 BA 2705 A ChH-C6-N6 -5.08 119.63 123.70
22 DA 2326 C C6-N1-C2 -5.08 118.27 120.30
22 BA 2715 C N1-C2-02 5.08 121.95 118.90
22 BA 705 A C6-C5-N7 -5.08 128.75 132.30
22 BA 2030 A N1-C6-N6 -5.08 115.56 118.60
22 BA 727 A C6-C5-N7 | -5.07 128.75 132.30
22 BA 1966 A 04-C1-N9 | -5.07 104.14 108.20
22 BA 975 A N7-C8-N9 5.07 116.33 113.80
1 AA 279 A N9-C4-C5 -5.07 103.77 105.80
22 BA 2246 G C8-N9-C4 5.07 108.43 106.40

Continued on next page...
gPDEB



Page 74

Full wwPDB X-ray Structure Validation Report

4020

Continued from previous page...

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
22 BA 1989 G C4-C5-N7 5.06 112.83 110.80
22 BA 2076 U C5-C6-N1 -5.06 120.17 122.70
22 BA 1926 U P-03’-C3’ -5.06 113.63 119.70
22 BA 969 G N1-C6-06 5.06 122.93 119.90
22 BA 809 G 05’-P-OP1 5.05 116.76 110.70
22 BA 2645 G C4-N9-C1’ 5.05 133.07 126.50
1 AA 664 G C8-N9-C1” 5.05 133.57 127.00
22 BA 796 C N1-C2-02 5.05 121.93 118.90
22 BA 1269 A N1-C6-N6 5.05 121.63 118.60
22 BA 914 G N3-C4-Cb 5.04 131.12 128.60
22 BA 2517 C N3-C4-C5 5.04 123.92 121.90
22 BA 199 A N1-C6-N6 -5.04 115.58 118.60
22 BA 2722 G C4-Ch-N7 5.04 112.82 110.80
22 BA 784 G C5-C6-06 5.04 131.62 128.60
22 BA 670 A 05-P-OP1 | -5.04 101.17 105.70
22 BA 1618 A N1-C6-N6 -5.03 115.58 118.60
22 BA 770 G C6-C5-N7 | -5.03 127.38 130.40
22 BA 1244 A N1-C6-N6 5.03 121.62 118.60
22 BA 2486 C N1-C2-02 -5.03 115.88 118.90
22 BA 699 A N1-C6-N6 -5.03 115.58 118.60
22 BA 1253 A C8-N9-C4 5.03 107.81 105.80
22 BA 2069 G C4-Ch-N7 5.03 112.81 110.80
22 BA 2613 U 05-P-OP2 | -5.03 101.17 105.70
22 BA 906 U 04’-C1’-N1 5.03 112.22 108.20
22 BA 980 A C4-Ch-N7 5.03 113.21 110.70
22 BA 39 G N1-C6-O6 -5.02 116.89 119.90
22 BA 737 C C2-N3-C4 -5.02 117.39 119.90
10 CJ 48 ARG | NE-CZ-NH1 | 5.02 122.81 120.30
22 BA 687 C C5-C6-N1 -5.02 118.49 121.00
22 BA 1191 G N1-C6-O6 -5.02 116.89 119.90
22 BA 2076 U N3-C2-02 -5.02 118.69 122.20
22 BA 2623 G N3-C4-N9 5.02 129.01 126.00
22 BA 2723 C OP2-P-O3%’ 5.02 116.24 105.20
1 AA 890 G 04’-C1’-N9 5.01 112.21 108.20
22 BA 242 G C8-N9-C1’ 5.01 133.52 127.00
22 BA 1340 U 04’-C1’-N1 5.01 112.21 108.20
22 BA 2375 G C8-N9-C1’ 5.01 133.52 127.00
22 BA 1212 G 04’-C1’-N9 | 5.01 112.21 108.20
22 BA 2243 U 05-P-OP1 | -5.01 101.19 105.70
22 BA 47 U N3-C4-04 -5.01 115.89 119.40
22 BA 783 A C4-Ch-N7 5.01 113.20 110.70
1 AA 742 G N3-C4-Ch 5.01 131.10 128.60
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Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
17 AQ 75 LEU | CA-CB-CG | 5.01 126.82 115.30
22 BA 2719 G C5-C6-06 -5.01 125.60 128.60
22 BA 847 U N3-C2-02 -5.00 118.70 122.20
22 BA 977 G OP1-P-O3’ 5.00 116.21 105.20
22 BA 2724 U OP2-P-0O3’ 5.00 116.21 105.20
22 BA 2889 C C2-N3-C4 -5.00 117.40 119.90
22 BA 1945 G C4-N9-C1’ 5.00 133.00 126.50
22 BA 2581 G N1-C6-O6 5.00 122.90 119.90

There are no chirality outliers.

All (13) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
11 | AK | 126 | LYS | Peptide
21 AU 39 | GLU | Peptide
21 AU 8 GLU | Peptide
25 BD 151 | THR | Peptide
33 BL 110 | VAL | Peptide
47 BZ 15 | GLY | Peptide
2 CB 84 | ALA | Peptide
5 CE 102 | GLY | Peptide
6 CF 54 | LEU | Peptide
11 CK 126 | LYS | Peptide
12 CL 23 | ALA | Peptide
21 Ccu 35 | ARG | Peptide
25 DD 151 | THR | 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 32995 0 16607 1173 4
1 CA 33015 0 16617 1168 1
2 AB 1705 0 1732 198 0
2 CB 1705 0 1732 149 0
3 AC 1625 0 1696 88 0
3 CC 1625 0 1696 94 0
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
4 AD 1643 0 1707 143 0
4 CD 1643 0 1707 130 0
) AE 1106 0 1148 82 0
) CE 1106 0 1148 115 0
6 AF 818 0 808 60 0
6 CF 818 0 808 65 0
7 AG 1182 0 1238 78 0
7 CG 1182 0 1238 o7 0
8 AH 979 0 1031 64 0
8 CH 979 0 1031 o4 0
9 Al 1022 0 1070 91 0
9 CI 1022 0 1070 67 0

10 AJ 87 0 828 97 0
10 CJ 787 0 828 48 0
11 AK 877 0 887 87 0
11 CK 877 0 887 74 0
12 AL 955 0 1016 o4 0
12 CL 955 0 1016 61 0
13 AM 884 0 941 70 0
13 CM 884 0 941 56 0
14 AN e 0 824 74 0
14 CN 774 0 824 55 0
15 AO 710 0 728 45 0
15 CO 710 0 728 46 0
16 AP 649 0 666 64 0
16 CPp 649 0 666 30 0
17 AQ 649 0 691 59 0
17 CcQ 649 0 691 55 0
18 AR 456 0 478 22 0
18 CR 456 0 478 39 0
19 AS 638 0 665 40 0
19 CS 638 0 665 30 0
20 AT 665 0 714 53 0
20 CT 665 0 714 48 0
21 AU 426 0 449 o7 0
21 CU 426 0 449 o4 0
22 BA 62195 0 31280 1960 0
22 DA 62195 0 31280 2094 1
23 BB 2549 0 1291 47 0
23 DB 2529 0 1281 64 0
24 BC 2083 0 2154 131 0
24 DC 2083 0 2154 140 0
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
25 BD 1565 0 1616 108 0
25 DD 1565 0 1616 85 0
26 BE 1552 0 1619 71 0
26 DE 1552 0 1619 108 0
27 BF 1411 0 1444 84 0
27 DF 1411 0 1444 53 0
28 BG 1323 0 1371 62 0
28 DG 1323 0 1371 62 0
29 BH 1110 0 1147 167 0
29 DH 1110 0 1148 93 4
30 BI 1032 0 1085 89 0
30 DI 1032 0 1085 76 0
31 BJ 1129 0 1162 45 0
31 DJ 1129 0 1162 55 0
32 BK 939 0 1012 48 0
32 DK 939 0 1012 35 0
33 BL 1045 0 1117 o4 0
33 DL 1045 0 1117 71 0
34 BM 1074 0 1157 49 0
34 DM 1074 0 1157 31 0
35 BN 961 0 1000 68 0
35 DN 961 0 1000 69 0
36 BO 892 0 923 41 0
36 DO 892 0 923 48 0
37 BP 917 0 962 43 0
37 DP 917 0 962 49 0
38 BQ 947 0 1019 62 0
38 DQ 947 0 1019 56 0
39 BR 816 0 839 84 0
39 DR 816 0 839 52 0
40 BS 857 0 922 o8 0
40 DS 857 0 922 43 0
41 BT 739 0 807 34 0
41 DT 739 0 807 54 0
42 BU 780 0 831 35 0
42 DU 780 0 831 71 0
43 BV 753 0 780 35 0
43 DV 753 0 780 24 0
44 BW 580 0 594 21 0
44 DW 569 0 081 20 0
45 BX 625 0 652 26 0
45 DX 625 0 652 67 0
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
46 BY 509 0 043 36 0
46 DY 509 0 043 45 0
47 BZ 449 0 488 20 0
47 DZ 449 0 488 16 0
48 BO 444 0 458 35 0
48 DO 444 0 458 26 0
49 B1 410 0 440 17 0
49 D1 410 0 440 19 0
50 B2 377 0 418 14 0
20 D2 377 0 418 28 0
o1 B3 504 0 272 25 0
o1 D3 504 0 272 31 0
52 B4 302 0 340 18 0
52 D4 302 0 342 21 0
93 B5 1142 0 865 58 0
o4 AA 72 0 0 0 0
o4 BA 194 0 0 0 0
o4 BB 4 0 0 0 0
o4 BN 1 0 0 0 0
o4 CA 5} 0 0 0 0
o4 CM 1 0 0 0 0
o4 D2 1 0 0 0 0
o4 DA 166 0 0 0 0
o4 DB 3 0 0 0 0
o4 DQ 1 0 0 0 0
95 BA 38 0 38 5 0
95 DA 38 0 37 11 0
o6 B4 1 0 0 2 0
o6 D4 1 0 0 0 0
o7 AA 195 0 0 29 0
o7 AL 1 0 0 0 0
o7 AN > 0 0 0 0
o7 AT 1 0 0 0 0
o7 AU 1 0 0 1 0
o7 B2 1 0 0 1 0
o7 B3 2 0 0 0 0
o7 B4 1 0 0 0 0
o7 BA 620 0 0 101 0
o7 BB 13 0 0 0 0
o7 BC 6 0 0 4 0
o7 BD 3 0 0 3 0
o7 BE 4 0 0 0 0
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
o7 BF 1 0 0 1 0
o7 BG 1 0 0 0 0
o7 BL 8 0 0 0 0
o7 BN 4 0 0 0 0
o7 BS 1 0 0 0 0
o7 BV 1 0 0 0 0
o7 CA 189 0 0 19 0
o7 CL 1 0 0 0 0
o7 CN 3 0 0 0 0
o7 CT 4 0 0 0 0
o7 CU 1 0 0 0 0
o7 DO 1 0 0 0 0
o7 D2 3 0 0 0 0
o7 D3 2 0 0 0 0
o7 D4 1 0 0 0 0
o7 DA 613 0 0 87 0
o7 DB 13 0 0 1 0
o7 DC 9 0 0 1 0
o7 DD 4 0 0 2 0
o7 DE 2 0 0 0 0
o7 DJ 1 0 0 0 0
o7 DL 3 0 0 1 0
o7 DN 1 0 0 0 0
o7 DT 2 0 0 0 0
o7 DV 1 0 0 0 0
All All 288258 0 192864 11506 5

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 24.

All (11506) 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)

29:BH:123:ARG:NH2 1:CA:367:U:0OP2 1.64 1.27
29:BH:117:LEU:O 29:BH:121:VAL:HG23 1.34 1.22
15:A0:89:ARG:NH1 22:BA:716:A:0P2 1.75 1.19
22:BA:1153:C:0P2 57:BA:3357:HOH:O 1.59 1.19
22:BA:2574:G:OP1 57:BA:3713:HOH:O 1.61 1.18
22:BA:1342:A:0P2 57:BA:3717:HOH:O 1.63 1.16
22:BA:2005:A:0P1 57:BA:3383:HOH:O 1.63 1.15
1:AA:684:U:02 11:AK:40:ASN:O 1.63 1.14
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
29:BH:117:LEU:O 29:BH:121:VAL:CG2 1.95 1.14
25:BD:140:HIS:NE2 57:BD:302:HOH:O 1.81 1.13
1:CA:1385:G:N7 57:CA:1870:HOH:O 1.81 1.12
1:AA:516:U:04 57:AA:1849:HOH:O 1.68 1.11
22:DA:2711:A:0OP2 57:DA:3548:HOH:O 1.68 1.11
29:BH:123:ARG:O 29:BH:124: THR:CG2 2.01 1.09
22:DA:192:C:OP1 57:DA:3738:HOH:O 1.69 1.08
22:BA:2579:C:0OP1 57:BA:3541:HOH:O 1.71 1.08
1:AA:702:A:N6 22:BA:1846:G:02’ 1.87 1.08
22:DA:1395:A:0P2 57:DA:3403:HOH:O 1.72 1.07
22:BA:731:C:0OP2 57:BA:3695:HOH:O 1.72 1.07
25:DD:151:THR:O 25:DD:153:GLY:N 1.88 1.06
22:BA:2498:C:0P2 57:BA:3687:HOH:O 1.72 1.04
22:BA:2453:A:N7 57:BA:3524:HOH:O 1.91 1.04
22:BA:842:U:04 57:BA:3588:HOH:O 1.74 1.04
22:DA:756:A:N7 57:DA:3301:HOH:O 1.90 1.04
22:BA:2499:C:0P2 57:BA:3687:HOH:O 1.77 1.03
22:BA:978:G:N7 57:BA:3590:HOH:O 1.89 1.03
22:DA:2588:G:OP1 57:DA:3314:HOH:O 1.77 1.03
22:BA:2575:C:0P2 57:BA:3713:HOH:O 1.76 1.02
29:BH:97:ARG:HD2 1:CA:369:G:02’ 1.57 1.01
29:BH:117:LEU:HD21 29:BH:121:VAL:H 1.23 1.00
22:DA:2262:U:0OP1 44:.DW:41:ARG:NH2 1.95 1.00
1:AA:965:U:0P2 57:AA:1832:HOH:O 1.79 1.00
22:DA:370:G:N7 57:DA:3560:HOH:O 1.92 0.99
29:BH:123:ARG:O 29:BH:124: THR:HG23 1.61 0.99
22:DA:1371:G:N7 57:DA:3399:HOH:O 1.95 0.99
5:CE:157:ARG:O 5:CE:159:LYS:N 1.95 0.99
22:BA:2757:A:N1 28:BG:67:-THR:HG21 1.78 0.99
22:BA:1179:G:C5H 22:BA:1180:U:HY’ 1.96 0.99
22:BA:2728:U:02’ 22:BA:2729:G:0OP2 1.79 0.99
22:DA:973:A:0P2 39:DR:81:LYS:NZ 1.95 0.98
4:AD:125:VAL:O 4:AD:127:GLY:N 1.97 0.98
14:CN:41:ARG:NH1 14:CN:42:TRP:O 1.97 0.97
22:DA:1010:A:0OP2 57:DA:3780:HOH:O 1.81 0.97
22:DA:1006:C:0OP2 57:DA:3781:HOH:O 1.83 0.97
22:DA:1823:G:N7 57:DA:3654:HOH:O 1.96 0.97
2:AB:82:ASP:O 2:AB:85:LEU:N 1.97 0.96
29:DH:40:THR:O 29:DH:42:LYS:N 1.98 0.96
1:AA:1077:G:N7 57:AA:1789:HOH:O 1.98 0.96
22:DA:58:G:OP1 41:DT:78:SER:OG 1.82 0.96
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
29:BH:123:ARG:HH22 1:CA:367:U:P 1.88 0.96
2:CB:206:ALA:O 2:CB:208:ARG:N 1.98 0.96
39:BR:24:LYS:HA 39:BR:94: THR:HG23 1.47 0.96
22:BA:2291:U:HY 22:BA:2292:U:C6 2.01 0.95
22:BA:747:U:C5 22:BA:2613:U:C5H 2.54 0.95
5:AE:14:LYS:NZ 5:AE:116:GLU:OE1 1.99 0.95
2:AB:21:ARG:O 2:AB:23:TRP:N 2.00 0.95
29:BH:120:GLY:C 29:BH:122:LEU:HA 1.85 0.95
22:BA:1602:U:04 57:BA:3717:HOH:O 1.83 0.94
29:BH:83:LYS:HD2 1:CA:55:A:02 1.67 0.94
27:DF:122:PHE:O 27:DF:124:GLY:N 2.01 0.94
22:DA:2004:G:0OP2 57:DA:3803:HOH:O 1.85 0.94
22:BA:14:A:0P2 57:BA:3553:HOH:O 1.84 0.94
22:BA:2025:C:0P2 57:BA:3473:HOH:O 1.84 0.94
22:DA:602:A:02’ 22:DA:604:G:02’ 1.83 0.94
22:BA:2057:G:0OP2 57:BA:3488:HOH:O 1.85 0.93
1:AA:533:A:0P1 57:AA:1849:HOH:O 1.86 0.93
22:BA:944:C:03’ 57:BA:3345:HOH:O 1.86 0.93
22:BA:1669:A:0P2 57:BA:3726:HOH:O 1.86 0.92
4:AD:22:LYS:O 4:AD:24:GLY:N 2.03 0.92
1:CA:1198:G:N7 57:CA:1849:HOH:O 2.01 0.92
22:DA:450:G:06 57:DA:3240:HOH:O 1.86 0.92
22:DA:528:A:0P1 57:DA:3244:HOH:O 1.87 0.91
22:BA:58:G:OP1 41:BT:78:SER:HB2 1.70 0.91
1:CA:257:G:N7 57:CA:1718:HOH:O 2.03 0.90
29:DH:83:LYS:HG3 29:DH:149:GLU:CG 2.02 0.90
5:CE:101:GLU:O 5:CE:103:THR:N 2.04 0.90
22:BA:1965:C:0OP1 22:BA:1966:A:02’ 1.90 0.89
22:BA:2478:A:H5’ 52:B4:32:LYS:HD3 1.52 0.89
22:DA:527:C:0OP1 57:DA:3245:HOH:O 1.90 0.89
1:AA:405:U:04 4:AD:2:ALA:N 2.05 0.89
22:DA:2134:A:N6 22:DA:2157:G:02’ 2.04 0.89
1:AA:1407:C:02’ 22:BA:1912:A:N6 2.05 0.89
22:DA:1602:U:04 57:DA:3713:HOH:O 1.88 0.89
6:CF:12:PRO:O 6:CF:15:SER:OG 1.91 0.89
21:AU:35:ARG:O 21:AU:37:PHE:N 2.06 0.89
5:AE:159:LYS:O 8:AH:64:LYS:NZ 2.05 0.89
22:BA:826:U:02’ 33:BL:53:GLY:HA3 1.73 0.89
22:BA:1780:A:0P1 57:BA:3694:HOH:O 1.91 0.89
1:CA:858:G:N7 57:CA:1817:HOH:O 2.05 0.89
6:CF:91:ARG:O 6:CF:92: THR:0G1 1.89 0.88
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
12:CL:116:LYS:O 12:CL:117:TYR:CG 2.26 0.88
22:BA:2615:U:0P2 57:BA:3753:HOH:O 1.89 0.88
22:BA:2497:A:03’ 57:BA:3688:HOH:O 1.91 0.88
22:BA:2573:C:OP1 57:BA:3713:HOH:O 1.89 0.88
1:CA:1097:C:0OP1 2:CB:139:ARG:NH2 2.07 0.88
1:AA:1500:A:0P2 57:AA:1872:HOH:O 1.91 0.88
29:BH:123:ARG:O 29:BH:124:. THR:HG22 1.74 0.88
22:DA:2627:G:02’ 22:DA:2781:A:N1 2.07 0.88
1:CA:484:G:H4’ 1:CA:485:U:05’ 1.74 0.88
2:CB:103:ASN:ND2 2:CB:106: THR:OG1 2.07 0.87
29:BH:117:LEU:C 29:BH:121:VAL:HG23 1.93 0.87
22:DA:761:A:0P2 57:DA:3295:HOH:O 1.92 0.87
1:CA:687:A:02’ 1:CA:701:U:04 1.92 0.87
1:AA:1166:G:N1 1:AA:1169:A:0P2 2.08 0.87
22:BA:1070:A:02’ 22:BA:1097:U:0OP1 1.91 0.87
29:DH:83:LYS:HG3 29:DH:149:GLU:HG2 1.56 0.86
22:BA:273:G:N2 22:BA:365:U:02 2.08 0.86
1:CA:412:A:02’ 1:CA:413:G:H4’ 1.75 0.86
17:CQ:19:LYS:O 17:CQ:7T1:LYS:NZ 2.08 0.86
22:DA:161:A:H3’ 22:DA:162:U:H5” 1.57 0.86
14:AN:46:LEU:O 14:AN:48:LEU:N 2.08 0.86
22:DA:1378:A:02’ 22:DA:1380:G:N7 2.07 0.86
22:DA:2006:C:OP1 57:DA:3379:HOH:O 1.92 0.86
35:DN:90:ARG:CZ 35:DN:116:VAL:HG11 2.06 0.86
22:BA:2458:G:N3 22:BA:2490:G:N2 2.24 0.85
29:BH:147:VAL:HG12 29:BH:149:GLU:HG3 1.57 0.85
22:DA:249:C:05’ 22:DA:2394:C:02’ 1.94 0.85
22:BA:1073:A:H3’ 22:BA:1074:G:C5’ 2.05 0.85
23:DB:28:C:0OP1 36:D0:36:TYR:OH 1.94 0.85
21:CU:10:GLU:HG3 21:CU:11:PRO:HD3 1.56 0.85
22:BA:997:G:OP1 38:BQ:92:ARG:HG2 1.77 0.85
22:DA:310:A:02’ 22:DA:311:A:0P2 1.94 0.85
22:DA:2271:G:06 57:DA:3509:HOH:O 1.94 0.85
14:AN:64:CYS:SG 14:AN:67:THR:OG1 2.30 0.85
25:BD:125: TRP:CE3 25:BD:160:LYS:HD3 2.11 0.85
22:DA:1817:G:OP1 24:DC:62:TYR:OH 1.92 0.85
22:DA:2164:C:H2’ 22:DA:2165:C:C6 2.12 0.85
22:DA:1266:G:02’ 22:DA:2012:G:06 1.95 0.85
4:AD:37:ALA:HA 4:AD:42:GLY:HA3 1.58 0.84
22:BA:2258:C:02’ 22:BA:2427:C:0P2 1.95 0.84
2:CB:221:VAL:O 2:CB:223:GLU:N 2.10 0.84
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Atom-1 Atom-2 distance (A) overlap (A)
6:AF:91:ARG:O 6:AF:92:THR:0G1 1.96 0.84
50:D2:43:THR:O 50:D2:44:VAL:HB 1.77 0.84
29:BH:117:LEU:HD21 29:BH:121:VAL:N 1.93 0.84
31:BJ:49:ASP:OD1 31:BJ:121:LYS:HE3 1.77 0.84
39:BR:49:ILE:HG22 39:BR:53:PHE:N 1.92 0.84
22:BA:819:A:C4 22:BA:1189:A:C2 2.66 0.84
35:DN:&7:PHE:O 35:DN:89:SER:N 2.11 0.84
29:BH:117:LEU:O 29:BH:119:ASN:N 2.07 0.84
5:CE:102:GLY:O 5:CE:104:GLY:N 2.11 0.84
29:DH:82:SER:O 29:DH:84:ALA:N 2.10 0.83
17:AQ:68:SER:O 17:AQ:70:THR:N 2.11 0.83
22:BA:1141:U:H4’ 22:BA:1142:A:04’ 1.79 0.83
22:BA:2305:U:C2 27:BF:151:GLY:HA3 2.12 0.83
22:DA:618:G:06 57:DA:3291:HOH:O 1.96 0.83
5:CE:99:ALA:O 5:CE:122:ASN:ND2 2.12 0.83
22:DA:2010:G:N7 57:DA:3371:HOH:O 2.10 0.83
2:AB:136:MET:N 2:AB:136:MET:SD 2.52 0.83
22:BA:756:A:N7 57:BA:3300:HOH:O 2.12 0.83
22:DA:1827:U:02’ 22:DA:1970:A:N3 2.11 0.83
1:AA:536:C:OP1 57:AA:1885:HOH:O 1.97 0.83
22:BA:1179:G:H3’ 22:BA:1180:U:H4’ 1.61 0.82
29:BH:83:LYS:CD 1:CA:55:A:02’ 2.26 0.82
22:DA:732:C:0P2 57:DA:3298:HOH:O 1.95 0.82
22:BA:1823:G:N7 57:BA:3658:HOH:O 2.11 0.82
2:AB:23:TRP:CH2 2:AB:25:PRO:HA 2.14 0.82
22:BA:2448:A:0P2 57:BA:3686:HOH:O 1.95 0.82
29:BH:120:GLY:C 29:BH:122:LEU:CA 2.47 0.82
33:BL:87:GLY:O 33:BL:89:VAL:N 2.12 0.82
29:DH:94:1LE:HB 29:DH:122:LEU:HD12 1.60 0.82
22:BA:2211:A:02’ 22:BA:2212:A:0P1 1.98 0.82
1:AA:976:G:OP2 1:AA:1358:U:02’ 1.98 0.82
22:BA:2243:U:0P1 57:BA:3743:HOH:O 1.98 0.82
22:BA:826:U:OP2 57:BA:3702:HOH:O 1.97 0.82
34:DM:66:ARG:NH1 34:DM:104:GLU:OE1 2.11 0.82
22:DA:866:A:04’ 22:DA:914:G:N2 2.13 0.82
22:BA:1509:A:02’ 22:BA:1510:G:OP2 1.96 0.81
22:BA:1693:U:02’ 24:BC:14:ARG:NH2 2.13 0.81
22:DA:250:G:0P2 51:D3:13:ARG:NH1 2.13 0.81
22:BA:250:G:0P2 51:B3:13:ARG:NH1 2.13 0.81
22:BA:2800:A:H3’ 22:BA:2801:G:H5’ 1.62 0.81
22:BA:2825:G:H2’ 22:BA:2826:A:H5’ 1.63 0.81
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Atom-1 Atom-2 distance (A) overlap (A)
22:BA:614:A:02’ 22:BA:615:U:OP2 1.97 0.81
7:CG:145:ALA:O 7:CG:146:GLU:HB2 1.78 0.81
22:BA:2321:U:HY’ 22:BA:2322:A:0P2 1.80 0.81
22:DA:1325:U:0OP1 22:DA:1647:U:02’ 1.99 0.81
18:CR:25:ASP:O 18:CR:27:ALA:N 2.13 0.81
22:DA:587:C:N3 33:DL:33:ARG:NH2 2.28 0.81
22:DA:1847:A:HO2’ 22:DA:1848:A:HS 1.29 0.81
28:DG:170:ARG:NH1 52:D4:29:ALA:O 2.14 0.81
22:BA:1494:A:02’ 22:BA:1495:A:05’ 1.98 0.81
22:DA:822:G:0OP2 57:DA:3347:HOH:O 1.98 0.81
26:DE:58:LYS:NZ 26:DE:70:SER:O 2.12 0.81
13:AM:11:ASP:OD1 13:AM:12:HIS:N 2.14 0.80
22:BA:572:A:0P2 39:BR:80:ARG:NH2 2.13 0.80
1:CA:527:G:C2 1:CA:528:C:C6 2.68 0.80
1:AA:1232:U:OP1 9:Al:126:GLN:NE2 2.13 0.80
22:BA:481:G:C4 22:BA:507:A:C2 2.70 0.80
26:BE:1:MET:N 26:BE:14:VAL:O 2.14 0.80
1:CA:798:U:04 57:CA:1805:HOH:O 1.99 0.80
1:AA:254:G:OP1 17:AQ:70:THR:HB 1.82 0.80
22:DA:1340:U:C5 22:DA:1603:A:C8 2.69 0.80
39:DR:8:GLY:O 39:DR:10:LYS:NZ 2.15 0.80
24:BC:71:LYS:NZ 24:BC:98:ASP:0OD2 2.15 0.80
19:AS:29:LYS:HB3 19:AS:30:PRO:HD2 1.64 0.80
22:BA:195:A:C6 22:BA:198:C:C5H 2.70 0.80
22:BA:2445:G:OP1 26:BE:69:ARG:NH2 2.14 0.80
28:DG:158:LYS:O 28:DG:160:LYS:N 2.15 0.80
14:AN:91:GLY:O 14:AN:93:ILE:N 2.15 0.80
22:BA:2324:U:H3’ 22:BA:2325:G:C5’ 2.11 0.80
31:BJ:80:HIS:HB3 31:BJ:81:ILE:HG22 1.62 0.80
1:CA:581:G:OP1 15:C0O:65:LYS:NZ 2.14 0.80
26:DE:76:PRO:HA 26:DE:82:GLY:HA2 1.63 0.80
22:BA:1917:U:C4 22:BA:1918:A:C5 2.70 0.79
22:BA:2550:G:OP2 57:BA:3725:HOH:O 1.99 0.79
1:CA:1001:C:H2’ 1:CA:1002:G:C8 2.17 0.79
22:DA:422:A:0P2 57:DA:3561:HOH:O 1.98 0.79
22:BA:819:A:0P2 22:BA:1187:G:N2 2.15 0.79
29:BH:123:ARG:NH2 1:CA:367:U:P 2.49 0.79
1:CA:582:C:N3 1:CA:760:G:C6 2.50 0.79
1:CA:840:C:N3 1:CA:842:U:H4’ 1.97 0.79
22:DA:2243:U:OP1 57:DA:3738:HOH:O 1.99 0.79
22:BA:1738:G:02’ 22:BA:1739:A:05’ 2.00 0.79
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Atom-1 Atom-2 distance (A) overlap (A)
22:BA:2748:A:N1 57:BA:3815:HOH:O 2.15 0.79
22:DA:1001:A:0P2 57:DA:3732:HOH:O 2.01 0.79
6:AF:7:-VAL:O 6:AF:7:VAL:HG22 1.81 0.79
22:BA:2579:C:OP1 57:BA:3543:HOH:O 2.01 0.79
24:DC:157:SER:O 24:DC:160: THR:OG1 1.99 0.79
1:CA:32:A:C2 1:CA:33:A:C5 2.71 0.79
22:DA:668:A:N6 22:DA:670:A:02° 2.16 0.79
22:DA:2162:G:H4’ 22:DA:2163:A:0P1 1.83 0.79
1:AA:792:A:H4’ 1:AA:793:U:05% 1.82 0.78
22:BA:1083:U:02 22:BA:1086:A:N1 2.16 0.78
22:BA:2269:G:OP1 57:BA:3512:HOH:O 2.01 0.78
22:BA:2820:A:0P2 35:BN:2:ARG:NH1 2.16 0.78
22:DA:1315:C:02’ 22:DA:1392:A:N3 2.16 0.78
22:DA:1619:G:N7 57:DA:3644:HOH:O 2.17 0.78
24:BC:133:ARG:NH2 4:CD:174:ASP:0OD2 2.17 0.78
35:BN:103:ARG:HD3 35:BN:110:MET:CE 2.13 0.78
52:B4:11:CYS:SG 56:B4:101:ZN:ZN 1.70 0.78
22:DA:1342:A:0P2 57:DA:3713:HOH:O 1.99 0.78
22:DA:1823:G:C8 57:DA:3654:HOH:O 2.34 0.78
1:AA:1504:G:03’ 57:AA:1870:HOH:O 2.02 0.78
2:AB:115:LYS:O 2:AB:117:LEU:N 2.16 0.78
22:BA:2495:G:C2’ 22:BA:2496:C:HY’ 2.13 0.78
22:DA:613:A:0P2 22:DA:614:A:N7 2.17 0.78
22:DA:1009:A:N3 22:DA:1153:C:02’ 2.15 0.78
22:DA:444:C:0OP1 26:DE:40:ARG:NH1 2.17 0.78
26:BE:149:ILE:HD11 26:BE:172:ALA:HA 1.66 0.78
22:DA:53:A:C8 22:DA:54:G:C8 2.71 0.78
22:BA:2550:G:P 57:BA:3725:HOH:O 2.42 0.77
22:DA:1607:C:N4 22:DA:1622:G:N7 2.32 0.77
9:AI:40:GLY:O 9:Al:41:ARG:HB2 1.82 0.77
22:BA:731:C:P 57:BA:3695:HOH:O 2.39 0.77
22:DA:1019:U:02 22:DA:1142:A:N6 2.17 0.77
22:DA:2504:U:C5 55:DA:3001:VIF:H30 2.19 0.77
1:AA:1074:G:C4 1:AA:1102:A:C2 2.73 0.77
11:AK:76:GLU:C 22:BA:2141:G:OP1 2.22 0.77
22:BA:733:G:0P2 57:BA:3295:HOH:O 2.01 0.77
22:DA:1265:A:0P1 57:DA:3747:-HOH:O 2.00 0.77
35:BN:2:ARG:HA 35:BN:5:LYS:HD2 1.64 0.77
29:DH:124:THR:OG1 29:DH:125:THR:N 2.17 0.77
22:BA:2714:G:OP2 57:BA:3549:HOH:O 2.01 0.77
15:CO:19:ALA:O 15:C0O:20:ASN:HB2 1.85 0.77
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14:AN:61:ARG:O 14:AN:62:ASN:HB2 1.83 0.77
22:BA:1061:U:02’ 22:BA:1062:G:05’ 2.01 0.77
22:BA:555:G:02’ 22:BA:556:A:0P2 2.02 0.77
22:DA:582:A:0P2 57:DA:3283:HOH:O 2.02 0.77
1:AA:1299:A:H2’ 1:AA:1299:A:N3 2.00 0.77
22:BA:2720:U:0OP1 37:BP:53:ARG:NH2 2.17 0.77
22:DA:27:G:02’ 22:DA:28:A:0P2 2.03 0.77
22:DA:2551:C:0P2 57:DA:3720:HOH:O 2.02 0.77
22:BA:245:G:06 51:B3:8:ARG:HD3 1.85 0.77
22:BA:747:U:C4 22:BA:2613:U:Ch 2.73 0.77
24:BC:236:GLU:OE2 57:BC:303:HOH:O 2.02 0.77
1:CA:1095:U:0P2 57:CA:1852:HOH:O 2.03 0.77
1:AA:995:C:N3 1:AA:1046:A:02’ 2.17 0.77
2:AB:167:ASP:OD1 2:AB:168:HIS:N 2.18 0.77
32:BK:121:GLU:OE2 37:BP:65:SER:OG 2.00 0.77
51:B3:27:ALA:O 51:B3:28:ASN:HB2 1.83 0.77
22:DA:1335:C:N4 57:DA:3392:HOH:O 2.17 0.77
22:DA:1359:A:C8 22:DA:1373:A:C2 2.73 0.77
28:DG:11:VAL:O 28:DG:48:ASN:ND2 2.18 0.77
22:DA:2575:C:0P2 57:DA:3709:HOH:O 2.03 0.76
22:DA:46:G:C2 22:DA:47:C:C5H 2.73 0.76
22:BA:850:U:HO2’ 47:BZ:23: THR:HG1 1.25 0.76
22:DA:1258:U:H2’ 22:DA:1259:G:C8 2.20 0.76
29:DH:1:MET:SD 29:DH:27:ARG:NH1 2.58 0.76
22:BA:475:C:C4 22:BA:481:G:06 2.38 0.76
22:BA:500:G:N2 22:BA:502:A:H3’ 2.01 0.76
22:BA:1494:A:C2’ 22:BA:1495:A:05 2.33 0.76
22:BA:2847:U:0OP1 37:BP:96:LYS:NZ 2.17 0.76
22:DA:1344:U:02’ 22:DA:1345:C:0OP2 2.03 0.76
1:AA:1406:U:C5H 1:AA:1407:C:C5 2.74 0.76
29:BH:90:LEU:O 1:CA:358:U:H4’ 1.86 0.76
22:DA:618:G:N7 57:DA:3289:HOH:O 2.18 0.76
22:DA:2171:A:02’ 22:DA:2173:A:0P1 2.02 0.76
29:DH:53:GLU:O 29:DH:55:GLU:N 2.19 0.76
2:AB:73:LYS:O 2:AB:75:ALA:N 2.19 0.76
22:BA:1668:A:02’ 22:BA:1674:G:N7 2.18 0.76
1:AA:1129:C:02 1:AA:1130:A:N6 2.18 0.76
24:BC:204:VAL:O 24:BC:205:LEU:HB2 1.86 0.76
22:DA:1377:G:0P2 57:DA:3394:HOH:O 2.04 0.76
22:DA:2057:G:0P2 57:DA:3486:HOH:O 2.03 0.76
12:AL:24:LEU:O 12:AL:26:ALA:N 2.19 0.76
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22:BA:495:G:04’ 40:BS:57:ASN:ND2 2.18 0.76
22:BA:686:U:H2’ 22:BA:788:A:C2 2.21 0.76
1:CA:1124:G:02’ 1:CA:1145:A:N6 2.19 0.76
5:CE:137:VAL:O 5:CE:138:ARG:CB 2.33 0.76
17:CQ:21:1LE:N 17:CQ:48:ASP:0OD1 2.17 0.76
29:DH:45:GLU:O 29:DH:49:ALA:N 2.19 0.76
22:BA:2199:A:CT1’ 29:BH:28:ASN:ND2 2.48 0.76
35:BN:65:LEU:HD11 35:BN:69:ARG:NH2 2.01 0.76
22:BA:64:A:H2’ 22:BA:65:U:C6 2.20 0.75
22:BA:627:A:C6 22:BA:637:A:C8 2.75 0.75
22:BA:1869:G:H3’ 22:BA:1870:C:HY’ 1.67 0.75
1:CA:55:A:N7 1:CA:56:U:C4 2.54 0.75
1:CA:209:U:H4’ 1:CA:210:C:OP2 1.85 0.75
4:CD:26:ARG:HG3 4:CD:27:ALA:N 2.00 0.75
22:DA:1248:G:C4 38:DQ:3:ARG:HG3 2.20 0.75
30:BI:122:ILE:O 30:BI:126: THR:OG1 2.05 0.75
41:BT:1:MET:HB2 41:BT:2:ILE:HD12 1.65 0.75
1:CA:378:G:C2 1:CA:386:C:02 2.39 0.75
22:DA:1154:G:0OP2 38:DQ:58:ARG:NH1 2.19 0.75
2:AB:160:ALA:O 2:AB:161:LEU:HB2 1.86 0.75
22:BA:927:A:H2’ 22:BA:928:A:C8 2.21 0.75
22:BA:1474:U:04 22:BA:1475:G:N2 2.20 0.75
22:BA:2291:U:H2’ 22:BA:2292:U:H6 1.48 0.75
39:BR:24:LYS:HA 39:BR:94: THR:CG2 2.16 0.75
22:DA:118:A:C8 22:DA:119:A:C8 2.73 0.75
22:DA:2209:G:C2 22:DA:2216:G:C2 2.73 0.75
35:DN:20:MET:HG3 35:DN:21:PHE:N 2.02 0.75
2:AB:26:LYS:NZ 2:AB:194:ASP:0OD2 2.13 0.75
38:BQ:41:LYS:HD3 38:BQ:45:TYR:CZ 2.21 0.75
43:BV:6:ALA:HB1 43:BV:40:ILE:CG2 2.17 0.75
1:CA:537:G:OP1 12:CL:110:ARG:NH2 2.19 0.75
9:Al:45:ARG:HG2 9:Al:46:MET:SD 2.27 0.75
22:BA:1779:U:H5 22:BA:1784:A:N7 1.84 0.75
30:BI:16:GLY:HA2 30:BI:51:LYS:HB3 1.68 0.75
13:CM:6:GLY:O 13:CM:8:ASN:N 2.20 0.75
22:BA:2097:A:C2 22:BA:2193:G:C6 2.74 0.75
28:BG:104:ASN:ND2 28:BG:114:ASP:OD1 2.18 0.75
22:DA:447:A:HY 22:DA:449:A:ChH 2.21 0.75
4:AD:151:LYS:HA 4:AD:178:MET:HE1 1.69 0.75
17:CQ:48:ASP:N 17:CQ:48:ASP:0D2 2.17 0.75
22:DA:1289:C:02’ 22:DA:1330:C:H4’ 1.87 0.75
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22:BA:1073:A:H3’ 22:BA:1074:G:H5” 1.67 0.75
22:BA:1779:U:C5H 22:BA:1784:A:N7 2.55 0.74
38:BQ:87:SER:HB3 39:BR:51:VAL:HA 1.69 0.74
22:DA:1091:G:02’ 22:DA:1092:C:0OP2 2.04 0.74
1:AA:533:A:0P1 57:AA:1848:HOH:O 2.05 0.74
1:CA:978:A:0P2 1:CA:1362:A:N6 2.20 0.74
1:CA:1101:A:H61 2:CB:102: THR:HG21 1.51 0.74
1:CA:1266:G:N2 1:CA:1269:A:0P2 2.20 0.74
22:DA:1476:U:H1’ 22:DA:1732:C:C2 2.20 0.74
3:AC:205:GLY:O 3:AC:206:GLU:HG2 1.87 0.74
4:AD:26:ARG:HD2 4:AD:31:LYS:HE3 1.70 0.74
22:BA:1203:U:04 22:BA:1204:A:C6 2.40 0.74
29:BH:117:LEU:HD11 | 29:BH:122:LEU:HD12 1.69 0.74
23:DB:29:A:02’ 23:DB:58:A:N1 2.19 0.74
22:BA:278:A:C2 22:BA:362:A:C8 2.75 0.74
22:BA:2516:A:C2 22:BA:2569:G:C2 2.75 0.74
25:BD:125: TRP:CD2 25:BD:160:LYS:HD3 2.22 0.74
29:BH:88:GLY:O 29:BH:125:THR:0OG1 2.04 0.74
22:DA:2286:G:H4’ 22:DA:2287:A:05’ 1.87 0.74
22:BA:2516:A:C2 22:BA:2569:G:N3 2.55 0.74
29:BH:123:ARG:C 29:BH:124: THR:HG23 2.06 0.74
1:CA:1362:A:0P1 1:CA:1362:A:H4’ 1.86 0.74
2:CB:210:VAL:O 2:CB:214:LEU:HB2 1.88 0.74
23:DB:48:U:H4’ 36:D0O:100:HIS:CD2 2.22 0.74
25:DD:33:ARG:NH2 25:DD:74:GLU:O 2.21 0.74
1:AA:1151:A:02’ 1:AA:1152:A:05’ 2.05 0.74
1:CA:919:A:C2 1:CA:920:U:C5 2.76 0.74
3:CC:175:LEU:HD12 3:CC:175:LEU:O 1.88 0.74
38:BQ:36:PHE:CE1 38:BQ:40:ILE:HD11 2.23 0.74
5:CE:69:ARG:O 5:CE:70:ASN:HB2 1.87 0.74
22:DA:1315:C:0OP2 57:DA:3762:HOH:O 2.06 0.74
27:BF:41:GLY:O 27:BF:43:ALA:N 2.20 0.74
2:CB:169:GLU:O 2:CB:171:ILE:N 2.21 0.74
1:AA:108:G:N3 1:AA:108:G:H5’ 2.03 0.74
22:BA:1171:G:N2 22:BA:1178:C:02 2.20 0.74
4:AD:95:GLU:OE2 4:AD:104:ARG:NH1 2.21 0.73
22:BA:1253:A:N7 57:BA:3336:HOH:O 2.20 0.73
22:BA:1910:G:H2’ 22:BA:1911:U:04’ 1.88 0.73
22:BA:1838:C:C5 22:BA:1899:A:C6 2.77 0.73
46:BY:56:LEU:O 46:BY:57:-LEU:CB 2.37 0.73
1:CA:66:A:C6 1:CA:67:C:C5H 2.76 0.73
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22:DA:2125:G:N1 22:DA:2171:A:OP1 2.20 0.73
1:AA:1062:U:H2’ 1:AA:1063:C:C6 2.24 0.73
13:AM:10:PRO:O 13:AM:11:ASP:HB3 1.87 0.73
22:BA:2127:G:H4’ 22:BA:2128:G:0OP1 1.87 0.73
25:BD:13:ARG:HD2 25:BD:15:PHE:CZ 2.23 0.73
29:BH:86:ASP:HB2 1:CA:359:G:02’ 1.88 0.73
34:BM:110:GLU:OE2 34:BM:114:ARG:NH2 2.21 0.73
42:BU:14:LEU:HD11 42:BU:71:ALA:HB2 1.70 0.73
10:CJ:63:ASP:0OD1 14:CN:85:ARG:NH1 2.22 0.73
22:DA:1060:U:H4’ 22:DA:1061:U:H5’ 1.70 0.73
22:DA:1378:A:02’ 57:DA:3753:HOH:O 2.06 0.73
22:DA:1428:C:02’ 22:DA:1569:A:0P2 2.02 0.73
1:AA:131:A:H2’ 1:AA:132:C:C6 2.23 0.73
5:AE:41:ASP:OD1 5:AE:43:ASN:N 2.22 0.73
1:CA:552:U:02’ 12:CL:83:ARG:O 2.05 0.73
1:CA:1225:A:H2’ 1:CA:1226:C:ChH 2.22 0.73
4:CD:145:ILE:HG21 4:CD:150:LYS:HA 1.70 0.73
22:BA:1838:C:ChH 22:BA:1899:A:C5 2.77 0.73
22:DA:2284:A:02’ 22:DA:2288:A:N1 2.19 0.73
32:DK:70:ARG:HD3 32:DK:76:VAL:HB 1.69 0.73
22:BA:563:A:C2 22:BA:564:C:C2 2.77 0.73
2:CB:54:LEU:HA 2:CB:57:LEU:HB3 1.69 0.73
22:DA:2269:G:0OP1 57:DA:3508:HOH:O 2.06 0.73
22:BA:30:G:03’ 57:BA:3705:HOH:O 2.05 0.73
1:CA:495:A:C2 1:CA:496:A:C6 2.77 0.73
29:DH:32:PRO:HB3 45:DX:39:TRP:HB3 1.71 0.73
22:BA:626:A:H2’ 33:BL:78:ARG:NH1 2.04 0.73
22:BA:1789:A:0P2 24:BC:221:ARG:NH1 2.22 0.73
22:BA:1916:A:H2’ 22:BA:1917:U:04’ 1.88 0.73
45:BX:2:SER:O 45:BX:4:VAL:N 2.22 0.73
1:CA:542:G:C2 1:CA:543:U:C5H 2.76 0.73
12:CL:38: TYR:HB2 12:CL:52:VAL:HG13 1.70 0.73
1:AA:1505:G:P 57:AA:1870:HOH:O 2.46 0.73
2:AB:82:ASP:0O 2:AB:84:ALA:N 2.22 0.73
16:AP:4:ILE:HG12 16:AP:21:VAL:HG22 1.71 0.73
19:AS:51:VAL:HG22 19:AS:71:LEU:HD13 1.71 0.73
22:BA:1746:A:H2’ 22:BA:1747:U:C6 2.24 0.73
22:BA:1993:U:H4’ 25:BD:133: THR:HG21 1.69 0.73
22:BA:2311:A:N3 27:BF:85:ILE:HD11 2.04 0.73
22:DA:2720:U:OP1 37:DP:53:ARG:NH2 2.22 0.73
41:DT:17:SER:O 41:DT:19:LYS:N 2.22 0.73
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Atom-1 Atom-2 distance (A) overlap (A)
22:BA:587:C:N3 33:BL:33:ARG:NH2 2.37 0.72
22:DA:488:G:N2 22:DA:493:G:06 2.22 0.72
22:DA:1450:G:C6 22:DA:1451:C:N4 2.57 0.72
1:AA:515:G:N7 57:AA:1847:HOH:O 2.22 0.72
1:CA:268:U:H2’ 1:CA:269:C:C6 2.24 0.72
2:CB:86:SER:O 2:CB:87:CYS:O 2.07 0.72
7:AG:146:GLU:HA 7:AG:149:LYS:HB2 1.70 0.72
22:BA:2199:A:H1’ 29:BH:28:ASN:ND2 2.04 0.72
1:AA:1014:A:N7 1:AA:1015:G:ChH 2.57 0.72
23:BB:8:C:03’ 36:BO:25:ARG:NH1 2.22 0.72
28:BG:80: THR:HG22 28:BG:81:GLU:N 2.05 0.72
22:BA:1061:U:HO2’ 22:BA:1062:G:P 2.13 0.72
42:BU:72:ILE:HD13 42:BU:83:VAL:HG23 1.70 0.72
22:DA:1435:G:C2’ 22:DA:1436:G:H5’ 2.19 0.72
22:BA:2839:G:02’ 35:BN:49:GLU:OE1 2.08 0.72
1:AA:144:G:C4 1:AA:179:A:C2 2.78 0.72
5:AE:149:SER:O 5:AE:153:VAL:HG12 1.89 0.72
22:BA:587:C:0OP2 33:BL:21:ARG:NH1 2.23 0.72
35:BN:32:GLU:OE1 35:BN:86:ARG:NH2 2.23 0.72
22:DA:826:U:02’ 33:DL:53:GLY:HA3 1.89 0.72
1:AA:64:G:C8 1:AA:99:C:N4 2.58 0.72
22:BA:1274:A:N1 22:BA:1644:C:02’ 2.19 0.72
4:CD:100:ASN:OD1 4:CD:111:ARG:NH1 2.23 0.72
22:DA:1167:C:H2’ 22:DA:1168:G:H5’ 1.70 0.72
22:DA:2268:A:0P1 57:DA:3508:HOH:O 2.07 0.72
25:DD:148:GLN:OE1 25:DD:148:GLN:N 2.23 0.72
1:AA:951:G:OP2 13:AM:101:ARG:NH2 2.23 0.72
1:AA:1197:A:OP2 57:AA:1784:HOH:O 2.07 0.72
22:BA:572:A:H5” 22:BA:573:U:OP2 1.90 0.72
22:BA:1182:G:H2’ 22:BA:1183:U:04’ 1.90 0.72
22:BA:1925:C:H5” 22:BA:1926:U:04 1.89 0.72
40:BS:37:THR:HG22 40:BS:38:TYR:CD1 2.25 0.72
1:CA:55:A:C6 1:CA:56:U:C2 2.77 0.72
29:DH:31:VAL:HB 29:DH:32:PRO:CD 2.20 0.72
41:DT:54:GLU:HB3 41:DT:88:LYS:HG3 1.72 0.72
4:AD:163:GLU:OE2 4:AD:164:GLN:N 2.23 0.71
22:BA:508:A:H4’ 22:BA:509:C:0P2 1.89 0.71
22:DA:1097:U:C5 22:DA:1098:A:H1’ 2.25 0.71
4:AD:32:CYS:O 4:AD:33:LYS:HB2 1.90 0.71
22:BA:253:C:0P2 51:B3:5:LYS:HE3 1.89 0.71
22:BA:2897:U:H2’ 22:BA:2898:U:C6 2.26 0.71
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28:BG:109:PHE:HE2 28:BG:152:ARG:CZ 2.03 0.71
35:BN:103:ARG:HD3 35:BN:110:MET:HE3 1.71 0.71
39:DR:58:VAL:HG13 39:DR:102:SER:HB2 1.72 0.71
6:AF:92:THR:HG22 6:AF:93:LYS:N 2.05 0.71
26:BE:108:ILE:HD11 26:BE:180:LEU:HB3 1.72 0.71
12:CL:34:CYS:HA 12:CL:55:VAL:HA 1.71 0.71
16:CP:43:ALA:O 16:CP:44:SER:OG 2.04 0.71
42:DU:38:GLY:HA2 42:DU:41:LEU:HD21 1.71 0.71
1:AA:1048:G:N3 1:AA:1050:G:C8 2.59 0.71
1:AA:1074:G:C2 1:AA:1075:U:C2 2.79 0.71
1:AA:1377:A:N3 7:AG:2:PRO:HG3 2.06 0.71
22:BA:1838:C:C2 22:BA:1898:U:C5H 2.79 0.71
24:DC:70:ASN:O 24:DC:72:ASP:N 2.23 0.71
1:AA:145:G:N2 1:AA:178:C:C2 2.59 0.71
9:AI:30:ILE:HD11 9:Al:38:TYR:CD2 2.24 0.71
14:CN:91:GLY:O 14:CN:93:ILE:N 2.24 0.71
22:DA:2843:G:N2 22:DA:2875:C:C2 2.58 0.71
23:DB:7:G:H5’ 36:D0:29:HIS:CE1 2.25 0.71
23:BB:78:A:N6 23:BB:98:G:02’ 2.23 0.71
29:BH:89:LYS:HB3 1:CA:359:G:H5” 1.72 0.71
1:CA:978:A:HO2’ 1:CA:1322:C:H5 1.38 0.71
22:DA:846:U:02’ 22:DA:847:U:05’ 2.08 0.71
1:CA:499:A:C6 1:CA:547:A:C8 2.78 0.71
1:CA:689:C:0P2 11:CK:53:ARG:NH2 2.24 0.71
4:CD:168:PRO:HB2 4:CD:171:LEU:CD1 2.21 0.71
22:DA:564:C:04’ 38:DQ:37:GLN:NE2 2.23 0.71
13:AM:29:ARG:CZ 13:AM:63:PHE:HB2 2.21 0.71
29:BH:123:ARG:CZ 1:CA:367:U:0OP2 2.39 0.71
1:CA:405:U:04 4:CD:2:ALA:N 2.23 0.71
1:CA:679:C:02 1:CA:712:A:C2 2.43 0.71
4:CD:173:VAL:O 4:CD:179:GLU:O 2.07 0.71
22:DA:2750:A:02’ 22:DA:2752:C:N4 2.24 0.71
19:AS:29:LYS:HB3 19:AS:30:PRO:CD 2.21 0.70
22:BA:70:G:H4’ 22:BA:71:A:OP1 1.90 0.70
22:BA:2856:A:N6 22:BA:2857:G:C6 2.59 0.70
50:B2:43: THR:O 50:B2:44:VAL:HG12 1.90 0.70
1:CA:374:A:H5” 1:CA:452:A:N1 2.06 0.70
1:CA:1040:U:H2’ 1:CA:1041:G:C8 2.25 0.70
22:DA:1153:C:P 57:DA:3360:HOH:O 2.48 0.70
1:AA:1461:G:C5 1:AA:1462:C:C5H 2.78 0.70
22:BA:455:C:N3 22:BA:472:A:H2’ 2.06 0.70
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22:BA:1417:C:H2’ 22:BA:1418:G:04’ 1.90 0.70
1:CA:1006:G:H2’ 1:CA:1007:U:C6 2.26 0.70
1:AA:322:C:02’ 20:AT:18:ARG:HG3 1.90 0.70
1:AA:1145:A:02’ 1:AA:1146:A:05’ 2.08 0.70
22:BA:1085:A:C6 22:BA:1086:A:N6 2.59 0.70
1:CA:1391:U:H2’ 1:CA:1392:G:C8 2.25 0.70
22:DA:488:G:C2 22:DA:493:G:06 2.45 0.70
22:DA:1935:G:HT’ 22:DA:1964:G:N2 2.06 0.70
48:D0:55:ILE:HG22 48:D0:56:ALA:N 2.06 0.70
22:BA:1435:G:02’ 22:BA:1436:G:H5’ 1.91 0.70
38:BQ:41:LYS:HA 38:BQ:44:GLN:HG3 1.71 0.70
1:CA:86:G:H1’ 1:CA:R7:C:04’ 1.90 0.70
42:DU:7:ARG:O 42:DU:25:VAL:HB 1.92 0.70
1:AA:537:G:OP1 12:AL:110:ARG:NH2 2.23 0.70
13:AM:11:ASP:CG 13:AM:12:HIS:N 2.44 0.70
1:CA:319:G:06 57:CA:1734:HOH:O 2.06 0.70
1:CA:933:G:N7 7:CG:3:ARG:NH2 2.39 0.70
2:CB:54:LEU:HD12 2:CB:220: THR:HG21 1.74 0.70
22:DA:2143:C:H2’ 22:DA:2144:G:04’ 1.92 0.70
1:AA:1313:U:OP2 19:AS:6:LYS:HB3 1.91 0.70
21:AU:36:GLU:O 21:AU:37:PHE:HB2 1.90 0.70
24:BC:78:VAL:HG21 24:BC:110:LEU:HD21 1.74 0.70
8:CH:96:-MET:HB2 8:CH:99:LEU:O 1.92 0.70
1:AA:1161:C:H2’ 1:AA:1162:C:C6 2.27 0.70
2:AB:104:TRP:CZ2 2:AB:154:MET:HG2 2.26 0.70
11:AK:76:GLU:O 22:BA:2141:G:H5” 1.92 0.70
22:BA:195:A:N7 57:BA:3763:HOH:O 2.23 0.70
48:B0:55:1LE:HG22 48:B0:56:ALA:N 2.07 0.70
24:DC:45:ASN:OD1 24:DC:46:ASN:N 2.25 0.70
31:DJ:80:HIS:O 31:DJ:82:GLY:N 2.25 0.70
5:AE:104:GLY:O 5:AE:105:ILE:HG22 1.92 0.70
22:BA:1073:A:0P1 22:BA:1073:A:C8 2.45 0.70
22:BA:1925:C:H4’ 22:BA:1926:U:C5H 2.26 0.70
4:CD:44:ARG:NE 4:CD:44:ARG:HA 2.06 0.70
22:DA:1187:G:N7 57:DA:3578:HOH:O 2.24 0.70
22:DA:1738:G:02’ 22:DA:1739:A:05’ 2.09 0.70
1:AA:657:U:02 15:A0:22:THR:HG23 1.92 0.70
13:AM:114:LYS:CB 13:AM:115:PRO:HD3 2.21 0.70
22:BA:1002:G:N7 57:BA:3742:HOH:O 2.23 0.70
22:BA:1086:A:02’ 22:BA:1087:G:N7 2.24 0.70
22:BA:1379:U:C6 22:BA:1379:U:0OP1 2.44 0.70
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29:BH:94:1LE:HG22 29:BH:99:ILE:HG13 1.72 0.70
1:CA:728:A:C8 15:C0O:54:ARG:CZ 2.75 0.70
4:CD:151:LYS:0O 4:CD:152:GLN:NE2 2.24 0.70
9:CIL:84:THR:HG21 9:CI:103:PHE:HB3 1.74 0.70
10:CJ:65:TYR:HB3 14:CN:96:LEU:HD11 1.74 0.70
22:DA:2226:C:H2’ 22:DA:2227:A:04’ 1.90 0.70
14:AN:54:ASP:OD1 14:AN:59:ARG:NH1 2.25 0.70
22:BA:1179:G:N7 22:BA:1180:U:H1’ 2.07 0.70
22:BA:1344:U:H4’ 22:BA:1345:C:0P2 1.90 0.70
22:BA:1794:A:H2 22:BA:1795:C:H6 1.56 0.70
22:BA:2066:C:OP1 57:BA:3509:HOH:O 2.10 0.70
22:BA:2502:G:C5’ 22:BA:2503:A:H5” 2.22 0.70
24:BC:222:GLY:HA2 24:BC:225:MET:HE3 1.71 0.70
1:CA:728:A:H2’ 1:CA:729:A:C8 2.27 0.70
22:DA:1317:G:H2’ 22:DA:1318:U:04’ 1.91 0.70
1:AA:1125:U:C5H 1:AA:1127:G:C6 2.80 0.69
22:BA:2516:A:N6 22:BA:2517:C:N4 2.39 0.69
35:BN:65:LEU:HD11 35:BN:69:ARG:HH21 1.56 0.69
1:CA:568:G:06 12:CL:2:ALA:HB2 1.92 0.69
14:CN:54:ASP:0OD1 14:CN:59:ARG:NH1 2.25 0.69
22:DA:197:A:H62 22:DA:2430:A:H2’ 1.56 0.69
22:DA:469:G:06 50:D2:37:LYS:HE2 1.92 0.69
22:DA:2507:C:OP1 57:DA:3710:HOH:O 2.08 0.69
30:DI:69:PHE:N 30:DI:69:PHE:CD1 2.60 0.69
2:AB:85:LEU:HG 2:AB:86:SER:N 2.05 0.69
22:BA:2151:U:H2’ 22:BA:2152:G:C8 2.26 0.69
40:BS:66:1ILE:HA 40:BS:69:LEU:CD2 2.23 0.69
5:CE:24:THR:HA 5:CE:29:ARG:HA 1.72 0.69
22:DA:2575:C:0P1 57:DA:3711:HOH:O 2.10 0.69
26:DE:21:ARG:O 26:DE:114:ARG:NH2 2.24 0.69
22:BA:686:U:0OP2 57:BA:3723:HOH:O 2.10 0.69
22:BA:2825:G:C2’ 22:BA:2826:A:H5’ 2.23 0.69
53:B5:59:VAL:HG21 53:B5:167:ASP:C 2.12 0.69
1:AA:1368:A:0P1 10:AJ:64:GLN:NE2 2.26 0.69
22:BA:1115:G:N3 22:BA:1116:G:C8 2.61 0.69
45:DX:27:ARG:NE 45:DX:28:ARG:O 2.25 0.69
1:AA:562:U.0P2 12:AL:14:ARG:NH1 2.25 0.69
1:AA:1014:A:N7 1:AA:1015:G:C6 2.61 0.69
1:CA:1408:A:C2 1:CA:1494:G:C4 2.81 0.69
10:CJ:5:ARG:HG3 10:CJ:6:ILE:HG13 1.74 0.69
1:AA:568:G:C2 1:AA:569:C:C5 2.81 0.69
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4:AD:3:ARG:CZ 4:AD:115:ARG:HD3 2.22 0.69
13:AM:3:ARG:CG 13:AM:4:1LE:N 2.56 0.69
22:BA:1154:G:OP2 38:BQ:58:ARG:NH1 2.25 0.69
22:BA:1936:A:C8 22:BA:1945:G:06 2.46 0.69
1:CA:154:U:04 1:CA:155:A:N6 2.26 0.69
25:DD:151: THR:HG22 25:DD:152:PRO:CD 2.22 0.69
1:AA:96:U:02’ 1:AA:97:G:P 2.50 0.69
1:AA:452:A:N6 1:AA:480:U:02 2.26 0.69
4:AD:168:PRO:HG2 4:AD:171:LEU:HD11 1.75 0.69
17:AQ:69:LYS:O 17:AQ:70:THR:CB 2.40 0.69
22:BA:465:G:H2’ 22:BA:466:A:C8 2.28 0.69
22:BA:1073:A:C3’ 22:BA:1074:G:H5” 2.23 0.69
22:BA:1186:G:OP2 57:BA:3601:HOH:O 2.10 0.69
22:BA:2305:U:02’ 27:BF:133:ARG:NE 2.25 0.69
22:BA:2564:A:C6 22:BA:2565:A:N1 2.60 0.69
24:BC:13:ARG:HA 24:BC:16:VAL:HG23 1.75 0.69
1:CA:1513:A:H2’ 1:CA:1514:G:H8 1.58 0.69
11:CK:17:SER:O 11:CK:80:LYS:N 2.26 0.69
22:DA:733:G:0OP2 57:DA:3296:HOH:O 2.10 0.69
22:DA:777:G:C2 22:DA:778:G:C8 2.81 0.69
22:DA:1638:C:H4’ 22:DA:2710:C:02 1.93 0.69
22:DA:1682:G:H2’ 22:DA:1683:U:C6 2.28 0.69
1:AA:1062:U:H2 1:AA:1063:C:C5H 2.28 0.69
1:AA:1322:C:OP1 19:AS:78:ARG:NH2 2.25 0.69
1:CA:429:U:H3’ 4:CD:9:LEU:HD23 1.74 0.69
4:CD:198:HIS:CE1 4:CD:199:LEU:HD23 2.28 0.69
29:DH:27:ARG:HE 45:DX:60:ASP:CG 1.96 0.69
1:AA:68:G:C5 1:AA:69:G:HT’ 2.28 0.69
10:AJ:52:LEU:HB3 14:AN:81:ARG:NE 2.08 0.69
22:BA:370:G:N7 57:BA:3562:HOH:O 2.26 0.69
22:BA:2595:G:N2 22:BA:2598:A:0P2 2.25 0.69
34:BM:136:MET:HE2 43:BV:57:TYR:CD2 2.28 0.69
17:CQ:46:VAL:HG21 17:CQ:61:ILE:HD11 1.75 0.69
18:CR:22:ASP:0OD1 18:CR:23:TYR:N 2.26 0.69
2:AB:63:ARG:O 2:AB:64:LYS:HB2 1.93 0.68
3:AC:7T7:ILE:HA 3:AC:84:VAL:HG23 1.75 0.68
22:BA:2061:G:05’ 57:BA:3491:HOH:O 2.10 0.68
36:B0O:24: THR:HG22 36:B0O:42:PRO:HD3 1.74 0.68
39:BR:49:ILE:HB 39:BR:52:PRO:HA 1.74 0.68
52:B4:11:CYS:SG 52:B4:33:HIS:ND1 2.66 0.68
22:DA:1010:A:N7 57:DA:3778:HOH:O 2.26 0.68
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4:AD:123:ILE:HD13 4:AD:123:ILE:N 2.08 0.68
9:AI:99:ARG:O 9:AI:102:GLY:N 2.25 0.68
22:BA:18:U:03’ 38:BQ:23:GLY:HA2 1.93 0.68
22:BA:2502:G:H5” 22:BA:2503:A:H5” 1.75 0.68
48:B0:55:ILE:O 48:B0:56:ALA:CB 2.40 0.68
1:CA:527:G:N1 1:CA:528:C:Ch 2.61 0.68
22:DA:21:A:C2 22:DA:520:G:C2 2.80 0.68
22:DA:479:A:H4’ 22:DA:480:A:0P1 1.93 0.68
33:DL:77:ILE:HG23 33:DL:81:ASP:0OD2 1.93 0.68
5:AE:82:GLN:NE2 5:AE:150:PRO:HD3 2.08 0.68
22:BA:137:U:H2’ 22:BA:140:C:C2 2.28 0.68
22:BA:818:G:N7 57:BA:3580:HOH:O 2.25 0.68
22:BA:1738:G:HO2’ 22:BA:1739:A:P 2.15 0.68
22:BA:2086:U:H2’ 22:BA:2087:G:C8 2.28 0.68
22:BA:2140:G:N3 22:BA:2140:G:H2’ 2.08 0.68
38:BQ:36:PHE:CZ 38:BQ:40:ILE:HD11 2.28 0.68
22:DA:2261:C:C2 22:DA:2280:G:N2 2.62 0.68
1:AA:328:C:02 1:AA:328:C:H2’ 1.92 0.68
2:AB:83:ALA:HA 2:AB:86:SER:0G 1.94 0.68
4:AD:78:GLU:OE2 4:AD:81:ARG:NH1 2.26 0.68
22:BA:819:A:N3 22:BA:1189:A:C2 2.61 0.68
22:BA:2515:C:02 22:BA:2570:G:C2 2.47 0.68
23:DB:57:A:H1’ 27:DF:27:GLN:HA 1.75 0.68
25:DD:12:THR:OG1 25:DD:13:ARG:N 2.23 0.68
1:AA:11:G:C5 1:AA:12:U:C5H 2.81 0.68
28:BG:155:GLU:OE2 28:BG:158:LYS:N 2.27 0.68
46:BY:9:LYS:HB3 46:BY:12:GLU:HG3 1.75 0.68
22:DA:834:G:HY1’ 22:DA:2358:A:N3 2.08 0.68
35:DN:76:VAL:HA 35:DN:79:LEU:HD12 1.76 0.68
10:AJ:28: THR:HG22 10:AJ:86:ALA:HB1 1.75 0.68
16:AP:39:PHE:CD2 16:AP:74:LEU:HD11 2.28 0.68
22:BA:619:G:06 57:BA:3291:HOH:O 2.10 0.68
22:BA:1265:A:0P1 57:BA:3752:HOH:O 2.11 0.68
40:BS:83:LYS:0O 40:BS:84:ARG:HD3 1.94 0.68
52:B4:27:CYS:SG 56:B4:101:ZN:ZN 1.81 0.68
53:B5:42:VAL:O 53:B5:179:ALA:N 2.26 0.68
1:CA:1244:G:C6 1:CA:1245:C:N4 2.62 0.68
10:AJ:48:ARG:NH1 14:AN:101: TRP:CE3 2.62 0.68
22:BA:1414:C:C4 22:BA:1415:U:C5 2.81 0.68
22:BA:2578:G:N7 25:BD:145:SER:HB2 2.09 0.68
32:BK:107:LEU:O 32:BK:109:SER:N 2.27 0.68

Continued on next page...




Page 96

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
36:B0O:100:HIS:O 36:B0O:104:GLN:HB3 1.94 0.68
1:CA:31:G:N7 1:CA:306:A:H1’ 2.09 0.68
1:CA:505:G:C6 1:CA:535:A:C2 2.82 0.68
1:CA:718:A:HY’ 11:CK:119:ASN:ND2 2.08 0.68
38:DQ:79:PHE:CZ 38:DQ:83:LEU:HD11 2.28 0.68
21:AU:37:PHE:HA 21:AU:40:LYS:HE3 1.75 0.68
22:BA:2078:C:02’ 22:BA:2079:U:H5’ 1.94 0.68
22:BA:2385:C:02’ 22:BA:2386:A:H5’ 1.93 0.68
23:BB:30:C:H2’ 23:BB:31:C:HY’ 1.75 0.68
14:CN:61:ARG:O 14:CN:62:ASN:HB2 1.94 0.68
22:DA:764:A:N1 22:DA:1789:A:02’ 2.27 0.68
2:AB:41:ILE:HG21 2:AB:202:GLY:HA2 1.76 0.68
22:BA:588:U:H2’ 22:BA:589:U:C6 2.29 0.68
22:DA:485:C:C2 22:DA:496:G:N2 2.62 0.68
25:DD:140:HIS:NE2 57:DD:302:HOH:O 2.13 0.68
37:BP:15:GLN:O 37:BP:16:ASP:HB3 1.94 0.68
22:DA:1411:U:H2’ 22:DA:1412:U:04’ 1.93 0.68
22:BA:973:A:C8 22:BA:1188:U:N3 2.62 0.67
22:BA:2636:C:H2’ 22:BA:2637:U:H6 1.58 0.67
22:BA:2683:C:0OP1 37:BP:51:ARG:NH2 2.27 0.67
11:CK:101:ASN:C 11:CK:101:ASN:OD1 2.32 0.67
12:CL:21:VAL:O 12:CL:23:ALA:N 2.27 0.67
22:DA:1060:U:04’ 22:DA:1062:G:H5’ 1.94 0.67
1:AA:71:A:H3 1:AA:71:A:OP2 1.93 0.67
1:AA:983:A:N3 1:AA:983:A:H2’ 2.08 0.67
5:AE:90:THR:HG22 5:AE:91:GLY:N 2.09 0.67
7:AG:146:GLU:HA 7:AG:149:LYS:CB 2.24 0.67
16:AP:46:LYS:HD3 16:AP:47:GLU:N 2.10 0.67
21:AU:4:ILE:HA 21:AU:20:LYS:HE3 1.75 0.67
22:BA:2310:C:C4 27:BF:77:PHE:CZ 2.81 0.67
24:BC:107:PRO:HB3 24:BC:142:HIS:CE1 2.29 0.67
33:BL:109:LYS:HG2 33:BL:126:ARG:HB2 1.75 0.67
1:CA:683:G:N2 11:CK:39:GLY:O 2.27 0.67
1:CA:976:G:0P2 1:CA:1358:U:02’ 2.12 0.67
14:CN:21:PHE:O 14:CN:23:LYS:N 2.27 0.67
22:DA:686:U:0P2 57:DA:3718:HOH:O 2.11 0.67
22:DA:724:U:H2’ 22:DA:725:G:04’ 1.94 0.67
22:DA:948:C:02 22:DA:984:A:02 2.11 0.67
1:AA:91:U:H2’ 1:AA:92:U:04’ 1.95 0.67
1:AA:1225:A:H2’ 1:AA:1226:C:C5H 2.29 0.67
12:AL:85:GLY:O 12:AL:96:HIS:ND1 2.28 0.67
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Atom-1 Atom-2 distance (A) overlap (A)
22:BA:622:G:P 57:BA:3293:HOH:O 2.51 0.67
22:BA:1178:C:H2’ 22:BA:1179:G:N7 2.08 0.67
22:BA:2728:U:02’ 22:BA:2729:G:P 2.53 0.67
24:BC:70:ASN:O 24:BC:72:ASP:N 2.27 0.67
52:B4:33:HIS:O 52:B4:35:GLN:HG3 1.94 0.67
1:CA:72:A:C6 1:CA:73:C:N4 2.62 0.67
1:CA:518:C:H2’ 1:CA:530:G:C8 2.29 0.67
4:CD:174:ASP:O 4:CD:175:ALA:CB 2.43 0.67
20:CT:6:SER:OG 20:CT:7:ALA:N 2.23 0.67
22:BA:1582:C:02’ 22:BA:1585:C:N3 2.26 0.67
22:BA:2128:G:H2’ 22:BA:2129:C:04’ 1.92 0.67
26:BE:7:ASP:O 26:BE:9:GLN:N 2.27 0.67
29:BH:122:LEU:HD23 29:BH:123:ARG:N 2.10 0.67
24:DC:16:VAL:HG22 24:DC:206:GLY:HA3 1.76 0.67
39:DR:81:LYS:HD3 39:DR:81:LYS:N 2.10 0.67
1:AA:1079:G:OP1 57:AA:1791:HOH:O 2.12 0.67
5:AE:95:PHE:CZ 5:AE:97:GLN:HG3 2.29 0.67
21:AU:4:ILE:N 21:AU:20:LYS:HE3 2.09 0.67
22:BA:2061:G:06 55:BA:3001:VIF:H29 1.94 0.67
22:BA:2392:A:02’ 33:BL:60:ARG:O 2.12 0.67
25:BD:133: THR:O 25:BD:134:HIS:HB2 1.94 0.67
34:BM:28:PHE:HB2 34:BM:104:GLU:OE2 1.94 0.67
35:DN:117:ASP:O 35:DN:118:ARG:HB2 1.94 0.67
1:AA:1504:G:H3’ 57:AA:1803:HOH:O 1.93 0.67
1:AA:1525:G:06 57:AA:1869:HOH:O 2.08 0.67
2:AB:103:ASN:O 2:AB:106:THR:N 2.27 0.67
22:BA:18:U:04 57:BA:3205:HOH:O 2.10 0.67
22:BA:197:A:N6 22:BA:2430:A:H2’ 2.09 0.67
22:BA:747:U:C4 22:BA:2613:U:C4 2.82 0.67
1:CA:404:G:06 4:.CD:2:ALA:N 2.28 0.67
5:CE:101:GLU:O 5:CE:101:GLU:CD 2.32 0.67
22:BA:276:U:H2’ 22:BA:276:U:02 1.95 0.67
22:BA:2554:U:C4 22:BA:2555:U:04 2.47 0.67
30:BI:97:LYS:HG3 30:BI:139:VAL:HG22 1.77 0.67
37:BP:90:GLY:O 37:BP:113:ARG:NH1 2.28 0.67
1:CA:111:G:06 1:CA:330:C:N4 2.27 0.67
22:DA:1469:A:H2’ 22:DA:1470:A:C8 2.30 0.67
1:AA:992:U:C2 1:AA:1043:G:N7 2.63 0.67
8:AH:2:SER:C 8:AH:4:GLN:H 1.98 0.67
22:BA:1142:A:N3 22:BA:1144:A:C8 2.63 0.67
39:BR:46:GLU:N 39:BR:46:GLU:OE1 2.26 0.67

Continued on next page...




Page 98

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

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

1:CA:1055:A:C6 1:CA:1206:G:ChH 2.83 0.67
1:CA:1298:U:02 1:CA:1298:U:H2’ 1.94 0.67
13:CM:13:LYS:O 13:CM:14:HIS:ND1 2.28 0.67
13:CM:40:ALA:O 13:CM:42:ASP:N 2.28 0.67
16:CP:42:ILE:O 16:CP:44:SER:N 2.23 0.67
22:DA:1380:G:0P2 57:DA:3753:HOH:O 2.12 0.67
5:AE:99:ALA:O 5:AE:101:GLU:N 2.28 0.67
22:BA:1422:G:C4 22:BA:1423:G:C8 2.83 0.67
28:BG:174:ALA:O 28:BG:175:LYS:HB3 1.95 0.67
22:DA:1809:A:C6 22:DA:1810:A:C6 2.83 0.67
22:DA:1826:G:ChH 22:DA:1827:U:C5H 2.82 0.67
24:DC:30:PHE:CE2 24:DC:32:PRO:HG2 2.29 0.67
24:DC:69:ARG:HD3 24:DC:104:1ILE:HG21 1.74 0.67
10:AJ:47:GLU:OE2 14:AN:76:LYS:NZ 2.21 0.67
21:AU:10:GLU:CG 21:AU:11:PRO:HD3 2.25 0.67
27:BF:67:1ILE:HD12 27:BF:67:ILE:O 1.94 0.67
31:BJ:81:ILE:HG12 31:BJ:82:GLY:N 2.09 0.67
40:BS:1:MET:N 40:BS:109:ASP:OD1 2.28 0.67
1:CA:1388:C:C2 1:CA:1389:C:ChH 2.83 0.67
22:DA:1645:G:OP1 22:DA:1646:C:H5’ 1.95 0.67
27:-DF:32:GLU:OE1 27:-DF:92:ARG:NH1 2.28 0.67
1:AA:173:U:C2 1:AA:197:A:N1 2.63 0.66
21:AU:35:ARG:NH2 57:AU:101:HOH:O 2.22 0.66
22:BA:714:U:02’ 22:BA:716:A:N7 2.28 0.66
29:BH:27:ARG:O 29:BH:28:ASN:HB2 1.95 0.66
36:BO:55:GLU:OE1 36:BO:81:ARG:NH1 2.27 0.66
39:BR:49:ILE:HG22 39:BR:52:PRO:C 2.15 0.66
21:CU:51:SER:O 21:CU:53:VAL:N 2.28 0.66
22:DA:1096:A:H2’ 22:DA:1097:U:04’ 1.95 0.66
22:DA:2838:G:0OP1 57:DA:3806:HOH:O 2.13 0.66
41:DT:14:PRO:HD2 46:DY:33:ALA:HB1 1.76 0.66
1:AA:598:U:H4’ 8:AH:86:TYR:CD1 2.30 0.66
3:AC:36:ASP:0OD1 3:AC:59:ARG:NH1 2.28 0.66
13:AM:46:SER:O 13:AM:47:GLU:HB3 1.96 0.66
39:BR:49:ILE:HB 39:BR:51:VAL:O 1.95 0.66
2:CB:73:LYS:O 2:CB:75:ALA:N 2.28 0.66
3:CC:77:ILE:HA 3:CC:84:VAL:HG23 1.76 0.66
22:DA:1395:A:02’ 22:DA:1397:U:C6 2.48 0.66
22:DA:2757:A:N1 28:DG:67:-THR:HG21 2.10 0.66
44:DW:21:LEU:HA 44:DW:39:ARG:HB2 1.77 0.66
11:AK:29:ASN:OD1 11:AK:47:ALA:HB3 1.93 0.66
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21:AU:14:VAL:HG13 21:AU:16:LEU:CD2 2.25 0.66
22:BA:357:C:H2’ 22:BA:358:U:C6 2.30 0.66
22:BA:826:U:P 57:BA:3702:HOH:O 2.53 0.66
22:BA:945:A:C8 57:BA:3263:HOH:O 2.48 0.66
1:CA:532:A:N6 3:CC:192:THR:OG1 2.27 0.66
7:CG:12:ILE:HD12 7:CG:24:ALA:HB1 1.75 0.66
22:DA:1139:G:N2 22:DA:1140:C:C2 2.63 0.66
39:DR:49:ILE:HG22 39:DR:54:VAL:N 2.10 0.66
1:AA:144:G:ChH 1:AA:179:A:C2 2.82 0.66
1:AA:663:A:N1 1:AA:743:A:C2 2.63 0.66
22:BA:974:G:C8 22:BA:989:G:C2 2.84 0.66
22:BA:1180:U:H2’ 22:BA:1181:U:H5’ 1.77 0.66
22:BA:1385:A:H1’ 22:BA:1386:C:C6 2.31 0.66
22:BA:1936:A:C8 22:BA:1945:G:C6 2.83 0.66
22:BA:2516:A:N6 22:BA:2517:C:H42 1.93 0.66
29:BH:94:ILE:CG2 29:BH:99:ILE:HG13 2.26 0.66
34:BM:136:-MET:CE 43:BV:57:TYR:CD2 2.78 0.66
2:CB:99:GLY:O 2:CB:101:LEU:N 2.28 0.66
22:DA:46:G:C2 22:DA:47:C:C6 2.84 0.66
1:AA:1033:G:H2’ 1:AA:1034:G:H5’ 1.77 0.66
1:AA:1228:C:0P2 13:AM:107:ARG:NH2 2.29 0.66
3:AC:139:GLN:O 3:AC:141:ALA:N 2.29 0.66
10:AJ:6:ILE:CD1 10:AJ:76:ILE:HB 2.26 0.66
10:AJ:12:ALA:HB2 10:AJ:96:VAL:HA 1.78 0.66
22:BA:933:A:H5’ 22:BA:934:U:0P2 1.95 0.66
22:BA:1794:A:H2’ 22:BA:1795:C:C6 2.31 0.66
22:BA:2291:U:H2’ 22:BA:2292:U:C5H 2.31 0.66
22:BA:2674:G:H4’ 32:BK:30:ARG:HD2 1.77 0.66
24:BC:71:LYS:HE3 24:BC:96:TYR:CD2 2.30 0.66
39:BR:76:LYS:HD2 39:BR:85:LYS:HD2 1.76 0.66
41:BT:19:LYS:O 41:BT:21:SER:N 2.29 0.66
43:BV:80:HIS:CE1 43:BV:83:LYS:HG3 2.30 0.66
5:CE:149:SER:HB2 5:CE:152:MET:CG 2.26 0.66
13:CM:11:ASP:OD1 13:CM:12:HIS:N 2.27 0.66
22:DA:187:G:C2 22:DA:210:C:C2 2.83 0.66
22:DA:2163:A:0P1 22:DA:2171:A:C8 2.49 0.66
22:BA:1917:U:HY 22:BA:1918:A:H5’ 1.78 0.66
29:BH:93:SER:OG 1:CA:357:G:H4’ 1.96 0.66
1:CA:1296:C:H4’ 1:CA:1302:C:N4 2.10 0.66
22:DA:617:G:06 57:DA:3286:HOH:O 2.09 0.66
22:DA:2690:U:C4 22:DA:2873:A:N1 2.63 0.66
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1:AA:1149:C:0OP2 9:Al:11:ARG:NH2 2.29 0.66
2:AB:186:ILE:HA 2:AB:200:1ILE:HB 1.78 0.66
22:BA:1439:A:0P2 57:BA:3634:HOH:O 2.14 0.66
22:BA:2012:G:OP1 40:BS:98:LYS:HG2 1.95 0.66
22:BA:2819:G:OP1 57:BA:3807:HOH:O 2.13 0.66
35:BN:73:ASN:HA 35:BN:76:VAL:HG12 1.77 0.66
46:BY:56:LEU:O 46:BY:57:LEU:HB3 1.95 0.66
4:CD:50:ASP:O 4:CD:53:VAL:HG22 1.95 0.66
12:AL:24:LEU:HG 12:AL:25:GLU:H 1.61 0.66
12:AL:44:LYS:HB2 12:AL:45:PRO:CD 2.25 0.66
22:BA:608:A:C6 22:BA:609:A:C6 2.84 0.66
28:BG:10:VAL:O 28:BG:10:VAL:CG1 2.44 0.66
40:BS:63:GLY:O 40:BS:64:ALA:HB3 1.96 0.66
1:CA:72:A:N6 1:CA:73:C:N4 2.43 0.66
9:CI:54:LEU:O 9:CI:55:VAL:HG22 1.95 0.66
1:AA:702:A:H3’ 1:AA:703:G:CY’ 2.26 0.66
2:AB:49:MET:O 2:AB:53:ALA:HB2 1.94 0.66
5:AE:137:VAL:O 5:AE:138:ARG:CB 2.44 0.66
22:BA:206:U:C2’ 22:BA:207:A:H5’ 2.26 0.66
29:BH:14:SER:O 29:BH:15:LEU:HB2 1.95 0.66
22:DA:1973:G:C6 22:DA:1974:C:C4 2.84 0.66
27:-DF:111:1LE:HB 27:-DF:114:PHE:HB2 1.78 0.66
1:AA:872:A:C4 1:AA:874:G:N7 2.64 0.66
22:BA:1143:A:N7 31:BJ:27:ARG:NH1 2.44 0.66
22:BA:1730:C:H4’ 22:BA:1730:C:OP1 1.96 0.66
7:CG:75:VAL:HG21 7:.CG:144:MET:HG2 1.77 0.66
22:DA:1871:A:02’ 22:DA:1872:A:N7 2.29 0.66
22:DA:2125:G:HY’ 22:DA:2126:A:0P2 1.96 0.66
23:DB:84:(G:N2 23:DB:93:C:C2 2.64 0.66
4:AD:59:GLN:O 4:AD:63:ARG:HG2 1.95 0.65
22:BA:1745:A:C2 22:BA:1746:A:C8 2.84 0.65
22:BA:2346:A:H4’ 22:BA:2347:C:0P2 1.94 0.65
25:BD:12: THR:CG2 37:BP:9:GLU:OE2 2.44 0.65
25:BD:84:LEU:HD22 25:BD:88:GLU:HB3 1.79 0.65
14:CN:51:LEU:O 14:CN:53:ARG:N 2.29 0.65
22:DA:269:C:N3 22:DA:270:A:C8 2.63 0.65
22:DA:748:G:C8 40:DS:89:ALA:HB1 2.31 0.65
22:DA:1429:G:N7 24:DC:28:LYS:NZ 2.44 0.65
37:DP:29:LYS:HB3 37:DP:40:LEU:HD21 1.78 0.65
38:DQ:A4T:TYR:CZ 38:DQ:51:ARG:CZ 2.79 0.65
1:AA:483:C:02 16:AP:13:LYS:NZ 2.29 0.65
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16:AP:78:VAL:HG13 16:AP:78:VAL:O 1.96 0.65
17:AQ:16:LYS:N 17:AQ:17:MET:SD 2.68 0.65
22:BA:265:A:H4’ 22:BA:266:G:OP1 1.96 0.65
22:BA:575:A:H2’ 22:BA:576:U:Hb5’ 1.78 0.65
1:CA:495:A:C2 1:CA:496:A:N6 2.64 0.65
2:CB:83:ALA:O 2:CB:86:SER:OG 2.15 0.65
18:CR:20:GLU:O 18:CR:22:ASP:N 2.29 0.65
22:DA:24:G:C5 22:DA:25:U:C5H 2.85 0.65
22:DA:247:G:H4’ 22:DA:386:G:CbH 2.31 0.65
22:DA:996:A:C2 22:DA:997:G:C8 2.83 0.65
22:DA:1274:A:N3 22:DA:1297:C:HY’ 2.11 0.65
22:DA:2346:A:H3’ 22:DA:2347:C:CY’ 2.26 0.65
22:DA:2504:U:C4 55:DA:3001:VIF:H30 2.31 0.65
24:DC:210:ALA:HA 24:DC:213:TRP:CE2 2.30 0.65
36:D0O:92:PHE:HB2 36:DO:117:PHE:CD1 2.31 0.65
1:AA:1289:A:03’ 7:AG:35:LYS:NZ 2.29 0.65
2:AB:168:HIS:ND1 2:AB:168:HIS:O 2.28 0.65
9:Al:81:HIS:NE2 9:Al:104:VAL:O 2.29 0.65
13:AM:26:GLY:O 13:AM:28: THR:N 2.29 0.65
17:AQ:12:VAL:HG12 17:AQ:13:VAL:N 2.11 0.65
22:BA:1027:A:C6 22:BA:1126:A:N3 2.64 0.65
24:BC:226:ASN:ND2 57:BC:302:HOH:O 2.28 0.65
38:BQ:36:PHE:CE1 38:BQ:40:1LE:CD1 2.78 0.65
53:B5:50:ILE:CG2 53:B5:51:ASP:N 2.59 0.65
12:CL:74:LEU:HD11 12:CL:80:ILE:HG21 1.78 0.65
22:DA:990:A:N1 39:DR:78:ARG:NH1 2.44 0.65
22:DA:2344:U:H4’ 22:DA:2345:G:OP1 1.96 0.65
24:DC:62: TYR:CE1 24:DC:63:ARG:O 2.49 0.65
52:D4:30:GLU:HB3 52:D4:33:HIS:CD2 2.31 0.65
22:BA:996:A:C2 22:BA:997:G:C8 2.85 0.65
22:DA:514:A:N3 22:DA:581:C:02’ 2.23 0.65
22:DA:2225:A:H4’ 22:DA:2226:C:05’ 1.96 0.65
2:AB:15:HIS:C 2:AB:15:HIS:CD2 2.69 0.65
4:AD:191:LEU:HD12 4:AD:192:SER:HB2 1.78 0.65
9:Al:56:ASP:O 9:AI:60:LYS:NZ 2.18 0.65
22:BA:1258:U:C4 22:BA:1259:G:N7 2.65 0.65
26:BE:171:ASP:C 26:BE:171:ASP:OD1 2.34 0.65
23:DB:34:A:N6 23:DB:44:G:02’ 2.30 0.65
1:AA:872:A:C5 1:AA:874:G:C8 2.85 0.65
2:AB:51:ASN:O 2:AB:52:GLU:HB2 1.96 0.65
3:AC:11:ARG:O 3:AC:14:ILE:O 2.15 0.65
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3:AC:25:ASN:O 3:AC:27:LYS:N 2.29 0.65
4:AD:106:GLY:O 4:AD:108:GLY:N 2.29 0.65
4:AD:151:LYS:HB2 4:AD:156:LYS:HE3 1.79 0.65
22:BA:576:U:H2’ 22:BA:577:G:C8 2.31 0.65
24:BC:8:PRO:HB3 24:BC:14:ARG:HB2 1.79 0.65
24:BC:244:PRO:O 24:BC:251:GLN:NE2 2.29 0.65
29:BH:114:GLU:HB3 29:BH:133:GLN:O 1.97 0.65
22:DA:352:A:H2’ 22:DA:353:C:04’ 1.96 0.65
22:DA:1693:U:04 22:DA:1976:U:02’ 2.12 0.65
1:AA:800:G:06 57:AA:1813:HOH:O 2.11 0.65
16:AP:42:ILE:O 16:AP:44:SER:N 2.30 0.65
20:AT:6:SER:OG 20:AT:7:ALA:N 2.30 0.65
22:BA:1816:C:C5 24:BC:62:TYR:CE1 2.85 0.65
22:BA:1925:C:H4’ 22:BA:1926:U:C4 2.31 0.65
22:BA:2555:U:C5H 22:BA:2556:C:C2 2.84 0.65
26:BE:31:VAL:HG21 26:BE:104:ALA:HB2 1.78 0.65
31:BJ:13:ARG:HB3 31:BJ:51:GLY:O 1.97 0.65
35:BN:77:ALA:O 35:BN:81:ASN:HB2 1.97 0.65
37:BP:103:ARG:HH11 | 37:BP:103:ARG:HG3 1.61 0.65
44:BW:52:GLY:HA3 44:BW:60:PHE:CE2 2.31 0.65
24:DC:61:ALA:O 24:DC:63:ARG:NH2 2.30 0.65
30:DI:69:PHE:N 30:DI:69:PHE:HD1 1.94 0.65
33:DL:29:LYS:O 33:DL:30:THR:OG1 2.12 0.65
12:AL:21:VAL:HG23 12:AL:95:TYR:CE1 2.30 0.65
20:AT:29:ARG:O 20:AT:33:LYS:HG2 1.97 0.65
22:BA:1509:A:02’ 22:BA:1510:G:P 2.54 0.65
22:BA:2264:C:N4 44:BW:15:ASP:0OD1 2.29 0.65
29:BH:139:PHE:O 29:BH:140:ALA:CB 2.44 0.65
45:BX:12:PRO:HB3 45:BX:30:LEU:HD23 1.79 0.65
1:CA:152:A:N6 1:CA:170:U:C2 2.65 0.65
5:CE:56:VAL:N 5:CE:57:PRO:HD2 2.12 0.65
12:CL:116:LYS:O 12:CL:117:TYR:CD2 2.49 0.65
13:CM:33:ILE:HD13 13:CM:59:GLU:HB3 1.79 0.65
22:DA:2136:G:N1 22:DA:2156:G:H1’ 2.12 0.65
1:AA:721:G:H4’ 1:AA:722:G:04’ 1.97 0.65
1:AA:1054:C:0OP2 57:AA:1784:HOH:O 2.14 0.65
2:AB:23: TRP:CZ3 2:AB:25:PRO:HA 2.31 0.65
22:BA:528:A:C8 22:BA:528:A:H3’ 2.32 0.65
22:BA:1508:A:02’ 22:BA:1509:A:04’ 2.13 0.65
22:BA:2034:U:04 57:BA:3579:HOH:O 2.12 0.65
27:BF:108:VAL:HG13 27:BF:114:PHE:CZ 2.32 0.65
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Atom-1 Atom-2 distance (A) overlap (A)
1:CA:736:C:OP1 18:CR:61:ARG:NH1 2.30 0.65
1:CA:790:A:C6 1:CA:791:G:C6 2.85 0.65
12:CL:68:GLY:O 12:CL:99:ARG:NH1 2.30 0.65
22:DA:1427:A:N6 22:DA:1571:A:OP2 2.29 0.65
22:DA:1477:A:N6 22:DA:1514:G:02’ 2.30 0.65
22:DA:2291:U:H2’ 22:DA:2292:U:C6 2.32 0.65
32:DK:76:VAL:HG12 37:-DP:73:VAL:CG2 2.26 0.65
1:AA:652:U:02’ 1:AA:653:U:0P2 2.13 0.65
2:AB:33:GLY:O 2:AB:34:ALA:HB2 1.97 0.65
21:AU:20:LYS:CE 21:AU:20:LYS:HA 2.27 0.65
29:BH:122:LEU:C 29:BH:123:ARG:HG2 2.17 0.65
30:BI:47:ASP:HA 30:BI:51:LYS:CD 2.26 0.65
1:CA:718:A:C8 1:CA:719:C:Ch 2.84 0.65
1:AA:920:U:04’ 1:AA:1080:A:C2 2.49 0.64
3:AC:206:GLU:O 3:AC:207:ILE:O 2.15 0.64
10:AJ:33:GLY:O 10:AJ:34:ALA:HB2 1.97 0.64
22:BA:517:C:0OP2 48:B0:10:ARG:NH2 2.30 0.64
22:BA:2020:A:C2 22:BA:2035:G:N1 2.65 0.64
27:BF:36:LEU:HD22 27:BF:91:LEU:HD11 1.78 0.64
38:BQ:40:ILE:O 38:BQ:44:GLN:HG3 1.97 0.64
2:CB:141:LEU:O 2:CB:145:GLU:N 2.30 0.64
22:DA:204:A:HY’ 22:DA:206:U:04’ 1.96 0.64
22:DA:1809:A:H2’ 22:DA:1810:A:C8 2.32 0.64
22:DA:2681:C:C2 22:DA:2724:U:04 2.50 0.64
40:DS:41:LYS:O 40:DS:44:ALA:N 2.30 0.64
40:DS:73:LYS:HB2 40:DS:106:VAL:HB 1.80 0.64
1:AA:174:A:C5 1:AA:175:C:C5 2.85 0.64
22:BA:118:A:C8 22:BA:119:A:C8 2.84 0.64
22:BA:1926:U:H2’ 22:BA:1926:U:02 1.96 0.64
26:BE:108:1ILE:HD13 26:BE:181:1LE:HG12 1.78 0.64
1:CA:1181:G:02’ 1:CA:1182:G:C8 2.50 0.64
22:DA:247.G:H4’ 22:DA:386:G:C4 2.33 0.64
22:DA:1992:G:N2 22:DA:1996:C:02’ 2.30 0.64
22:DA:2346:A:H3’ 22:DA:2347:C:H5’ 1.77 0.64
1:AA:232:G:H2’ 1:AA:233:C:04’ 1.97 0.64
1:AA:624:C:H4’ 16:AP:11:ALA:HB2 1.79 0.64
1:AA:731:G:OP1 1:AA:766:A:H1’ 1.97 0.64
4:AD:17:THR:HG23 4:AD:18:ASP:N 2.12 0.64
4:AD:150:LYS:O 4:AD:152:GLN:NE2 2.30 0.64
22:BA:2176:A:C6 22:BA:2177:C:N4 2.65 0.64
53:B5:50:1LE:C 53:B5:52:PRO:HD3 2.17 0.64
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Atom-1 Atom-2 distance (A) overlap (A)
1:CA:4:U:H5” 1:CA:5:U:0OP1 1.97 0.64
6:CF:9:MET:HG3 6:CF:86:ARG:HB2 1.78 0.64
22:DA:1251:C:OP2 38:DQ:6:ARG:NH2 2.30 0.64
22:DA:2063:C:02 22:DA:2063:C:H2’ 1.97 0.64
22:DA:2127:G:H4’ 22:DA:2128:G:OP1 1.96 0.64
44:DW:52:GLY:HA3 44:-DW:60:PHE:CZ 2.32 0.64
1:AA:663:A:C2 1:AA:743:A:C2 2.86 0.64
1:AA:1236:A:H4’ 1:AA:1304:G:H4’ 1.79 0.64
33:BL:6&8:SER:O 33:BL:69:ARG:HB2 1.97 0.64
1:CA:866:C:C5H 1:CA:867:G:H1’ 2.32 0.64
9:CI:90:TYR:O 9:CI:91:ASP:CG 2.36 0.64
22:DA:1127:A:C2’ 22:DA:1128:G:H5” 2.27 0.64
22:DA:2436:G:C2 22:DA:2437:G:C8 2.85 0.64
28:DG:159:GLY:O 28:DG:163:ARG:NH1 2.30 0.64
1:AA:1374:A:C2 1:AA:1375:A:C8 2.85 0.64
22:BA:991:C:C4 22:BA:1185:G:C6 2.86 0.64
22:BA:2458:G:C2 22:BA:2490:G:N2 2.66 0.64
1:CA:1211:U:C2’ 1:CA:1212:U:0OP2 2.46 0.64
22:DA:118:A:N3 22:DA:178:G:HY1’ 2.13 0.64
22:DA:370:G:C6 22:DA:424:G:N7 2.66 0.64
22:DA:1530:G:N2 22:DA:1542:U:02 2.31 0.64
1:AA:544:G:C5H 1:AA:545:C:C5H 2.86 0.64
4:AD:75:TYR:OH 4:AD:97:ARG:NH1 2.30 0.64
15:A0:8: THR:O 15:A0:12:VAL:HG23 1.97 0.64
22:BA:447:A:0OP2 57:BA:3210:HOH:O 2.14 0.64
22:BA:572:A:C2 22:BA:2033:A:C2 2.86 0.64
22:BA:983:A:C6 22:BA:984:A:C2 2.86 0.64
30:BI:58:VAL:HG12 30:BI:59:ILE:N 2.12 0.64
:CH:77:ARG:NE 8:CH:79:SER:O 2.30 0.64
8:CH:94:LYS:HD3 S:CH:98:GLY:HA2 1.79 0.64
15:C0O:62:GLN:O 15:C0O:66:LEU:HD23 1.97 0.64
20:CT:78:ASN:O 20:CT:82:GLN:HG2 1.98 0.64
22:DA:151:C:H2’ 22:DA:152:A:C8 2.32 0.64
22:DA:192:C:02’ 22:DA:802:A:N3 2.29 0.64
22:DA:1359:A:C8 22:DA:1373:A:N1 2.66 0.64
22:DA:1570:A:H2’ 22:DA:1571:A:C8 2.32 0.64
22:DA:2282:G:N3 22:DA:2425:A:N6 2.46 0.64
42:DU:9:ASP:0D2 42:DU:10:GLU:N 2.31 0.64
1:AA:91:U:C2 1:AA:92:U:H1’ 2.33 0.64
1:AA:1236:A:H2’ 1:AA:1237:C:C6 2.32 0.64
22:BA:211:C:OP1 50:B2:25:LYS:NZ 2.30 0.64
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Atom-1 Atom-2 distance (A) overlap (A)
22:BA:2282:G:H5” 22:BA:2283:C:04’ 1.98 0.64
22:BA:2520:C:C6 22:BA:2567:G:H1’ 2.32 0.64
22:BA:2839:G:C5H 22:BA:2840:C:ChH 2.85 0.64
35:BN:2:ARG:HA 35:BN:5:LYS:CD 2.26 0.64
22:DA:1339:G:04’ 22:DA:1393:A:C2 2.51 0.64
22:DA:1774:C:02 24:DC:11:PRO:HB2 1.97 0.64
31:DJ:142:ILE:OXT 31:DJ:142:ILE:HG23 1.96 0.64
46:DY:56:LEU:O 46:DY:57:LEU:CB 2.46 0.64
1:AA:468:A:C2 1:AA:469:C:C4 2.85 0.64
1:AA:673:A:H2’ 1:AA:674:G:C8 2.32 0.64
1:AA:1304:G:N1 1:AA:1305:G:N2 2.45 0.64
2:AB:95:ARG:HH12 2:AB:97:LEU:HA 1.63 0.64
22:BA:206:U:H2’ 22:BA:207:A:H5’ 1.79 0.64
22:BA:1176:U:H2’ 22:BA:1177:G:C8 2.32 0.64
22:BA:2474:U:H5” 22:BA:2475:C:0P2 1.98 0.64
22:BA:2828:G:C2 22:BA:2829:A:C8 2.85 0.64
2:CB:23:TRP:CG 2:CB:23:TRP:O 2.51 0.64
2:CB:35:ARG:O 2:CB:37:LYS:N 2.31 0.64
9:CI:120:LYS:HG2 9:CI:123:ARG:HB3 1.79 0.64
17:CQ:8:LEU:HD22 17:CQ:73:TRP:CH2 2.32 0.64
22:DA:1141:U:H4’ 22:DA:1142:A:04’ 1.97 0.64
22:DA:1181:U:H2’ 22:DA:1182:G:C8 2.33 0.64
1:AA:532:A:N6 3:AC:192:THR:OG1 2.31 0.64
1:AA:566:G:06 57:AA:1840:HOH:O 2.10 0.64
2:AB:213:TYR:O 2:AB:217:VAL:HG23 1.97 0.64
3:AC:7:PRO:HG2 3:AC:184:TYR:CG 2.33 0.64
5:AE:115:LEU:HG 5:AE:120:VAL:HG21 1.80 0.64
22:BA:947:A:02’ 22:BA:984:A:H2 1.79 0.64
22:BA:1100:C:H2’ 22:BA:1101:U:C6 2.32 0.64
22:BA:1140:C:0OP2 31:BJ:68:LYS:NZ 2.31 0.64
38:BQ:21:ALA:HA 38:BQ:24:TYR:CE1 2.33 0.64
1:CA:1029:U:02 1:CA:1029:U:H2’ 1.96 0.64
24:DC:147:-LYS:HB2 24:DC:150:LYS:HB2 1.80 0.64
29:DH:117:LEU:CD1 | 29:DH:130:VAL:HG22 2.28 0.64
45:DX:33:LEU:O 45:DX:34:HIS:CG 2.51 0.64
1:AA:208:U:C5H 1:AA:210:C:C4 2.86 0.64
1:AA:657:U:02 15:A0:22: THR:CG2 2.46 0.64
1:AA:1031:C:02’ 1:AA:1032:G:0OP2 2.16 0.64
15:A0:89:ARG:NH1 22:BA:714:U:C5 2.66 0.64
22:BA:2516:A:C6 22:BA:2517:C:N4 2.65 0.64
29:BH:89:LYS:HB3 1:CA:359:G:CY’ 2.28 0.64
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Atom-1 Atom-2 distance (A) overlap (A)
39:BR:16:GLU:OE1 39:BR:100:GLY:HA2 1.98 0.64
43:BV:13:GLY:O 43:BV:17:SER:OG 2.15 0.64
1:CA:980:C:0P2 57:CA:1861:HOH:O 2.15 0.64
2:CB:135:LEU:O 2:CB:137:ARG:N 2.31 0.64
22:DA:526:A:N6 22:DA:2626:C:H4’ 2.13 0.64
1:AA:262:A:C6 1:AA:263:A:C6 2.85 0.63
7:AG:27:VAL:HG12 7:AG:43:VAL:HG21 1.79 0.63
24:BC:136:PRO:0O 24:BC:139:SER:OG 2.16 0.63
24:BC:143:ASN:OD1 24:BC:152:GLY:HA3 1.99 0.63
1:CA:289:G:C2 1:CA:290:C:Ch 2.85 0.63
1:CA:463:U:HY’ 1:CA:464:U:0P2 1.98 0.63
22:DA:1300:G:06 22:DA:1626:A:02’ 2.11 0.63
22:DA:1651:G:C6 22:DA:1652:A:C5 2.87 0.63
22:DA:2788:C:H2’ 22:DA:2789:C:C6 2.33 0.63
3:AC:130:PHE:CZ 3:AC:131:ARG:HD2 2.33 0.63
22:BA:2325:G:C6 22:BA:2326:C:N4 2.66 0.63
41:BT:2:1ILE:HA 41:BT:3:ARG:C 2.18 0.63
53:B5:50:ILE:O 53:B5:52:PRO:HD3 1.98 0.63
1:CA:949:A:02’ 1:CA:971:G:06 2.08 0.63
20:CT:80: THR:O 20:CT:83:ILE:HG13 1.99 0.63
22:DA:563:A:C4 22:DA:2018:G:C2 2.86 0.63
22:DA:717:C:N4 22:DA:718:A:C2 2.67 0.63
22:DA:1178:C:H?’ 22:DA:1179:G:C8 2.33 0.63
22:DA:1187:G:H5” 39:DR:83:TYR:CE2 2.33 0.63
21:AU:44:GLU:OE2 21:AU:45:ARG:NH1 2.31 0.63
22:BA:250:G:OP1 57:BA:3818:HOH:O 2.15 0.63
22:BA:321:U:H5” 26:BE:131:THR:HG23 1.80 0.63
22:BA:2571:U:H2’ 22:BA:2572:A:0P1 1.99 0.63
40:BS:59:GLU:HA 40:BS:64:ALA:HB2 1.80 0.63
1:CA:64:G:C8 1:CA:99:C:N4 2.65 0.63
1:CA:1181:G:02’ 1:CA:1182:G:N7 2.32 0.63
19:CS:40:ILE:HB 19:CS:66:MET:O 1.98 0.63
20:CT:81:ALA:O 20:CT:85:LYS:HG2 1.98 0.63
22:DA:197:A:N6 22:DA:2430:A:H2’ 2.12 0.63
22:DA:616:A:H4’ 26:DE:101:TYR:CZ 2.34 0.63
22:DA:2328:A:H2’ 22:DA:2329:U:C6 2.33 0.63
37:DP:39:ARG:HG3 37:DP:40:LEU:H 1.64 0.63
1:AA:373:A:C2 1:AA:374:A:C8 2.85 0.63
22:BA:790:U:02’ 22:BA:791:C:P 2.57 0.63
22:BA:1838:C:C4 22:BA:1899:A:C4 2.86 0.63
22:BA:2015:A:C6 48:B0:3:VAL:HG23 2.33 0.63
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Atom-1 Atom-2 distance (A) overlap (A)
32:BK:91:SER:O 32:BK:92:GLU:C 2.36 0.63
39:BR:102:SER:O 39:BR:103:ALA:O 2.16 0.63
40:BS:63:GLY:O 40:BS:64:ALA:CB 2.46 0.63
1:CA:624:C:H2’ 1:CA:625:U:04’ 1.99 0.63
1:CA:909:A:H2’ 1:CA:910:C:04’ 1.98 0.63
5:CE:38:VAL:HG12 5:CE:117:VAL:HG21 1.79 0.63
16:CP:20:VAL:CG2 16:CP:32:PHE:HB2 2.29 0.63
22:DA:12:U:02 22:DA:12:U:H2’ 1.98 0.63
22:DA:310:A:H5” 42:DU:15:THR:HG22 1.80 0.63
22:DA:2211:A:H1’ 22:DA:2212:A:0P1 1.99 0.63
22:DA:2311:A:02’ 22:DA:2312:U:P 2.56 0.63
1:AA:206:C:H2’ 1:AA:207:C:04’ 1.98 0.63
1:AA:1064:G:02’ 1:AA:1190:G:N2 2.32 0.63
1:AA:1182:G:H4’ 1:AA:1183:U:HY’ 1.79 0.63
22:BA:58:G:0P1 41:BT:78:SER:CB 2.45 0.63
22:BA:1020:A:C2 22:BA:1141:U:C2 2.86 0.63
22:BA:2495:G:H2’ 22:BA:2496:C:H5’ 1.80 0.63
32:BK:113:MET:SD 32:BK:116:ILE:HD11 2.39 0.63
1:CA:216:U:H4’ 1:CA:464:U:H4’ 1.80 0.63
1:CA:811:C:02’ 1:CA:901:A:N1 2.30 0.63
1:CA:858:G:06 1:CA:869:G:H3’ 1.98 0.63
5:CE:155:ALA:HB1 8:CH:66:PHE:CD2 2.34 0.63
19:CS:4:SER:O 19:CS:5:LEU:HB2 1.97 0.63
22:DA:420:C:H2’ 22:DA:421:C:H6 1.64 0.63
22:DA:753:A:C2 22:DA:754:U:C2 2.86 0.63
24:DC:93:LEU:HD13 24:DC:103: TYR:CE1 2.34 0.63
46:DY:9:LYS:HB3 46:DY:12:GLU:HG2 1.80 0.63
49:D1:10:LYS:0O 49:D1:51:GLU:HG2 1.98 0.63
10:AJ:10:LEU:HB2 10:AJ:72:ARG:HB2 1.79 0.63
22:BA:936:A:H2’ 22:BA:937:C:C6 2.34 0.63
22:BA:1838:C:N4 22:BA:1899:A:C4 2.67 0.63
22:BA:2808:G:N2 22:BA:2891:U:C6 2.67 0.63
30:BI:28:LEU:HD12 30:BI:28:LEU:O 1.96 0.63
1:CA:66:A:H4’ 1:CA:173:U:C5 2.34 0.63
13:CM:114:LYS:HB2 13:CM:115:PRO:HD3 1.80 0.63
4:AD:107:PHE:CG 4:AD:145:1LE:HD11 2.33 0.63
11:AK:102:ALA:O 11:AK:104:GLY:N 2.31 0.63
22:BA:12:U:H2’ 22:BA:12:U:02 1.99 0.63
22:BA:742:A:H2’ 22:BA:743:A:C8 2.34 0.63
22:BA:1266:G:OP1 48:B0:16:ARG:NE 2.31 0.63
36:B0O:31:THR:O 36:BO:102:ARG:NH1 2.31 0.63
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37:BP:31:TRP:CE2 37:BP:40:LEU:HD11 2.34 0.63
1:CA:373:A:C2 1:CA:374:A:C8 2.87 0.63
22:DA:528:A:C2 22:DA:2043:C:H4’ 2.33 0.63
22:DA:1789:A:H5” 24:DC:219:THR:O 1.99 0.63
22:DA:2135:A:C2 22:DA:2136:G:H1’ 2.34 0.63
22:DA:2308:G:H5” 22:DA:2309:A:0P2 1.98 0.63
22:DA:2428:G:H5” 22:DA:2429:G:OP1 1.99 0.63
1:AA:983:A:N3 1:AA:983:A:C2’ 2.61 0.63
22:BA:474:G:06 57:BA:3208:HOH:O 2.14 0.63
22:BA:674:G:HT’ 26:BE:69:ARG:HD3 1.79 0.63
25:BD:39:ASP:0OD2 25:BD:40:LEU:N 2.31 0.63
1:CA:1048:G:OP1 57:CA:1846:HOH:O 2.16 0.63
11:CK:15:GLN:HA 11:CK:77:TYR:HA 1.81 0.63
29:DH:117:LEU-HG 29:DH:120:GLY:O 1.98 0.63
36:D0O:100:HIS:CD2 36:D0O:101:GLY:N 2.66 0.63
1:AA:466:A:H5’ 1:AA:467:U.OP2 1.98 0.63
2:AB:187:VAL:HG23 2:AB:187:VAL:O 1.99 0.63
12:AL:24:LEU:HG 12:AL:25:GLU:N 2.14 0.63
22:BA:1922:G:C2 22:BA:1923:U:C6 2.86 0.63
26:BE:91:ASP:0OD1 26:BE:93:SER:OG 2.15 0.63
52:B4:3:VAL:HG13 52:B4:36:ARG:HB3 1.79 0.63
22:DA:152:A:C2 22:DA:175:G:C2 2.87 0.63
22:DA:306:U:02 22:DA:312:G:N2 2.31 0.63
22:DA:945:A:C8 22:DA:2448:A:C2 2.86 0.63
37:DP:22:PRO:HA 37:DP:47:VAL:HG12 1.79 0.63
1:AA:205:A:0P1 1:AA:205:A:H4’ 1.99 0.62
1:AA:484:G:H4’ 1:AA:485:U:0OP1 1.99 0.62
1:AA:1198:G:N7 57:AA:1786:HOH:O 2.31 0.62
22:BA:947:A:H2’ 22:BA:948:C:C6 2.33 0.62
22:BA:1179:G:N7 22:BA:1180:U:C1’ 2.62 0.62
22:BA:1216:G:C5 22:BA:1217:U:C5 2.87 0.62
22:BA:1907:G:C5 22:BA:1908:C:C4 2.87 0.62
51:B3:31:HIS:CD2 51:B3:32:ILE:HG13 2.34 0.62
1:CA:374:A:H5” 1:CA:452:A:C2 2.34 0.62
1:CA:1182:G:H4’ 1:CA:1183:U:H5” 1.79 0.62
1:CA:1215:G:ChH 1:CA:1216:A:N7 2.67 0.62
1:CA:1273:C:H2’ 1:CA:1274:A:04 1.99 0.62
22:DA:305:C:H1’ 22:DA:313:G:N2 2.14 0.62
22:DA:594:U:H2’ 22:DA:595:C:C6 2.34 0.62
22:DA:1320:C:N4 22:DA:1333:G:C6 2.67 0.62
22:DA:2499:C:N4 22:DA:2500:U:04 2.32 0.62
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Atom-1 Atom-2 distance (A) overlap (A)
1:AA:213:G:C8 1:AA:214:C:C5 2.87 0.62
1:AA:375:U:C4 1:AA:376:G:N7 2.67 0.62
17:AQ:16:LYS:C 17:AQ:17:-MET:SD 2.78 0.62
22:BA:1153:C:0OP1 38:BQ:92:ARG:NH1 2.32 0.62
22:BA:1794:A:04’ 22:BA:1900:A:C2 2.52 0.62
25:BD:140:HIS:CD2 57:BD:302:HOH:O 2.37 0.62
51:B3:17:THR:0G1 51:B3:18:GLY:N 2.31 0.62
1:CA:257:G:C5H 57:CA:1718:HOH:O 2.49 0.62
3:CC:6:HIS:CD2 14:CN:89:MET:HB3 2.34 0.62
12:CL:90:LEU:HB2 12:CL:93:VAL:HG21 1.80 0.62
20:CT:29:ARG:O 20:CT:33:LYS:HG2 1.98 0.62
22:DA:1649:G:C6 22:DA:2009:A:C6 2.86 0.62
22:DA:1805:A:C2 22:DA:1813:G:C2 2.87 0.62
22:DA:1805:A:N3 22:DA:1813:G:C2 2.67 0.62
22:DA:2349:G:OP1 51:D3:45:ARG:NH2 2.32 0.62
22:BA:1087:G:N2 22:BA:1090:A:C8 2.67 0.62
1:CA:16:A:C2 1:CA:17:U:H5’ 2.29 0.62
1:CA:32:A:0P1 1:CA:398:U:HY’ 1.99 0.62
1:CA:562:U:H4’ 1:CA:563:A:05’ 2.00 0.62
1:CA:1263:C:H2’ 1:CA:1264:U:C6 2.34 0.62
2:CB:23:TRP:O 2:CB:23:TRP:CD1 2.51 0.62
2:CB:186:ILE:HA 2:CB:200:ILE:HB 1.79 0.62
16:CP:20:VAL:HG21 16:CP:32:PHE:HB2 1.81 0.62
22:DA:1153:C:H5’ 38:DQ:62:ILE:HD13 1.80 0.62
23:DB:81:G:CbH 23:DB:82:U:C5 2.88 0.62
33:DL:81:ASP:O 33:DL:82:LEU:HB3 1.98 0.62
1:AA:451:A:H5” 16:AP:70:ARG:NH2 2.14 0.62
1:AA:727:G:N2 1:AA:731:G:C4 2.67 0.62
2:AB:50:PHE:HA 2:AB:213:TYR:OH 2.00 0.62
9:AL:57:MET:SD 9:AI:58:VAL:N 2.69 0.62
22:BA:1421:G:C2 22:BA:1422:G:C8 2.87 0.62
22:BA:1686:C:H2’ 22:BA:1687:G:04’ 1.99 0.62
22:BA:1915:U:C2’ 22:BA:1916:A:H5’ 2.30 0.62
22:BA:1998:A:0P2 25:BD:141:ARG:NH2 2.32 0.62
38:BQ:24:TYR:O 38:BQ:25:TYR:HB2 1.99 0.62
40:BS:6:LYS:HB3 40:BS:104: THR:HA 1.80 0.62
1:CA:55:A:C8 1:CA:56:U:C5H 2.88 0.62
1:CA:866:C:C4 1:CA:867:G:HY1’ 2.35 0.62
1:CA:1041:G:H2’ 1:CA:1042:A:C8 2.35 0.62
4:CD:35:GLU:O 4:CD:37:ALA:N 2.31 0.62
22:DA:811:U:02 22:DA:1251:C:C5H 2.52 0.62
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Atom-1 Atom-2 distance (A) overlap (A)
22:DA:2061:G:06 55:DA:3001:VIF:H29 1.98 0.62
22:DA:2689:U:H4’ 22:DA:2690:U:0P2 1.99 0.62
24:DC:24:LEU:HD21 24:DC:90:ASN:ND2 2.13 0.62
28:DG:70:ALA:O 28:DG:74:SER:OG 2.10 0.62
1:AA:259:G:C2 1:AA:260:G:H1’ 2.34 0.62
2:AB:163:VAL:HG13 2:AB:185:ALA:HB2 1.81 0.62
11:AK:76:GLU:HA 22:BA:2141:G:P 2.40 0.62
20:AT:67:ILE:HG13 20:AT:71:LYS:HG2 1.80 0.62
22:BA:1450:G:C6 22:BA:1451:C:N4 2.68 0.62
22:BA:2199:A:04’ 29:BH:28:ASN:ND2 2.33 0.62
27:BF:4.LEU:HD11 27:BF:104:1LE:HD11 1.81 0.62
1:CA:435:A:H2’ 1:CA:436:C:0%’ 1.99 0.62
1:CA:555:U:H2’ 1:CA:556:C:C6 2.34 0.62
11:CK:27:PHE:CZ 11:CK:89:PRO:HG2 2.33 0.62
22:DA:228:C:H4’ 22:DA:229:C:H5” 1.82 0.62
22:DA:2899:A:H2’ 22:DA:2900:A:C8 2.34 0.62
38:DQ:58:ARG:NH2 38:DQ:92:ARG:CZ 2.62 0.62
40:DS:28:LYS:O 40:DS:30:SER:N 2.33 0.62
1:AA:914:A:C4 1:AA:915:A:C8 2.88 0.62
1:AA:998:C:H2’ 1:AA:999:C:C6 2.34 0.62
1:AA:1477:U:H2’ 1:AA:1478:U:C6 2.35 0.62
2:AB:15:HIS:CD2 2:AB:16:PHE:O 2.53 0.62
4:AD:122:ALA:O 4:AD:123:1ILE:HG23 2.00 0.62
21:AU:37:PHE:HB3 21:AU:41:PRO:HG3 1.80 0.62
22:BA:2478:A:C5’ 52:B4:32:LYS:HD3 2.28 0.62
30:BI:127:ARG:HA 30:BI:130:GLU:HG3 1.81 0.62
4:CD:59:GLN:O 4:CD:63:ARG:HG3 1.99 0.62
22:DA:503:A:C4 22:DA:506:G:N7 2.68 0.62
22:DA:642:U:02’ 22:DA:644:A:N7 2.25 0.62
22:DA:674:G:HT’ 26:DE:69:ARG:HD3 1.82 0.62
22:DA:1182:G:H2’ 22:DA:1183:U:04’ 1.99 0.62
33:DL:85:VAL:O 33:DL:86:GLU:HB3 1.98 0.62
1:AA:373:A:N3 1:AA:374:A:C8 2.67 0.62
1:AA:1004:A:H2’ 1:AA:1005:A:04’ 1.99 0.62
22:BA:1425:G:02’ 22:BA:1426:G:H5’ 2.00 0.62
22:BA:1474:U:H2’ 22:BA:1475:G:H5’ 1.82 0.62
22:BA:2630:G:H2’ 22:BA:2631:G:04’ 1.99 0.62
1:CA:407:U:C2 1:CA:408:A:C8 2.87 0.62
1:CA:552:U:C4 1:CA:553:A:N7 2.68 0.62
22:DA:301:G:HY1’ 22:DA:302:C:C6 2.35 0.62
22:DA:1027:A:C6 22:DA:1126:A:N3 2.67 0.62
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Atom-1 Atom-2 distance (A) overlap (A)
22:DA:1064:C:N3 22:DA:1074:G:N2 2.48 0.62
1:AA:212:G:N2 1:AA:213:G:C4 2.68 0.62
22:BA:682:G:H5’ 50:B2:26:ASN:OD1 1.99 0.62
22:BA:1018:U:03’ 22:BA:1120:G:N2 2.32 0.62
4:CD:188:ARG:NH1 4:CD:191:LEU:CD1 2.63 0.62
22:DA:983:A:N6 22:DA:984:A:C2 2.68 0.62
41:DT:64:LYS:HD2 41:DT:79:ASP:OD1 2.00 0.62
8:AH:125:ILE:O 8:AH:125:ILE:HG13 1.99 0.62
22:BA:1142:A:C2 22:BA:1144:A:N9 2.67 0.62
22:BA:1936:A:N7 22:BA:1945:G:C6 2.68 0.62
22:BA:2820:A:C2’ 22:BA:2821:A:0P1 2.48 0.62
1:CA:55:A:N7 1:CA:56:U:C5 2.68 0.62
1:CA:427:U:OP1 4:CD:13:ARG:NH2 2.33 0.62
4:CD:32:CYS:SG 4:CD:33:LYS:N 2.73 0.62
6:CF:41:ASP:0OD2 6:CF:43:GLY:N 2.33 0.62
11:CK:125:LYS:O 21:CU:34:ARG:NE 2.30 0.62
22:DA:1197:G:H2’ 22:DA:1198:U:C6 2.35 0.62
22:DA:2164:C:HY’ 22:DA:2165:C:H6 1.59 0.62
3:AC:7:PRO:HD2 3:AC:184:TYR:CD2 2.35 0.62
22:BA:988:A:P 47:B7:12:SER:HB2 2.40 0.62
22:BA:1808:A:02’ 45:BX:3:ARG:NH1 2.32 0.62
22:BA:1911:U:H2’ 22:BA:1918:A:N1 2.15 0.62
22:BA:2591:C:H2’ 22:BA:2592:G:C8 2.35 0.62
6:CF:45:ARG:O 6:CF:56:LYS:HA 2.00 0.62
22:DA:185:G:C6 22:DA:212:G:C2 2.88 0.62
22:DA:910:A:N3 22:DA:2264:C:02’ 2.32 0.62
22:DA:1045:C:H1’ 22:DA:1047:G:C6 2.35 0.62
22:DA:1187:G:OP1 39:DR:85:LYS:HE3 2.00 0.62
22:DA:1515:A:02’ 22:DA:1556:C:02’ 2.09 0.62
22:DA:2093:G:02’ 22:DA:2094:A:H5’ 2.00 0.62
25:DD:104:VAL:O 25:DD:105:LYS:CB 2.47 0.62
38:DQ:27:ALA:HB1 38:DQ:31:VAL:HB 1.82 0.62
1:AA:19:A:N3 1:AA:917:G:C2 2.68 0.61
4:AD:11:LEU:HD22 4:AD:63:ARG:HD3 1.82 0.61
22:BA:1061:U:04 30:BI:11:LEU:HA 2.00 0.61
22:BA:1100:C:H2’ 22:BA:1101:U:Ch 2.35 0.61
24:BC:25:HIS:CE1 24:BC:26:LYS:O 2.53 0.61
31:BJ:17:VAL:HG22 31:BJ:55:ILE:HB 1.80 0.61
4:CD:26:ARG:O 4:CD:27:ALA:HB2 2.00 0.61
22:DA:67:U:C2 22:DA:68:G:C8 2.88 0.61
22:DA:377:G:C6 22:DA:378:C:C4 2.88 0.61
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Atom-1 Atom-2 distance (A) overlap (A)
22:DA:2091:C:H3’ 22:DA:2092:U:H5” 1.82 0.61
23:DB:22:U:04 57:DB:302:HOH:O 2.12 0.61
13:AM:66:GLU:O 13:AM:69:LEU:N 2.33 0.61
22:BA:1322:A:03’ 40:BS:84:ARG:NH1 2.32 0.61
22:BA:1939:U:0OP1 22:BA:2604:U:02’ 2.16 0.61
31:BJ:27:ARG:HH11 31:BJ:27:ARG:CG 2.13 0.61
35:BN:38:LEU:HB3 35:BN:39:PRO:HD3 1.80 0.61
39:BR:21:ARG:NE 39:BR:93:PHE:CD1 2.67 0.61
12:CL:86:ARG:CZ 12:CL:88:LYS:HB3 2.30 0.61
22:DA:2636:C:H2’ 22:DA:2637:U:C6 2.36 0.61
1:AA:771:G:C2 1:AA:772:U:H5’ 2.30 0.61
6:AF:98:GLU:HG3 6:AF:99:ALA:H 1.65 0.61
22:BA:495:G:C1’ 40:BS:57:ASN:ND2 2.63 0.61
22:BA:714:U:C2’ 22:BA:716:A:N7 2.62 0.61
22:BA:1098:A:C5H 22:BA:1099:G:C6 2.88 0.61
22:BA:2262:U:OP1 44:-BW:41:ARG:NH2 2.33 0.61
22:BA:2516:A:C4 22:BA:2569:G:N2 2.68 0.61
25:BD:129:THR:HG22 25:BD:130:GLN:O 2.00 0.61
30:BI:6:GLN:O 30:BI:7:ALA:HB3 2.00 0.61
36:BO:2:ASP:OD1 36:BO:3:LYS:N 2.33 0.61
1:CA:632:U:02 1:CA:632:U:H2’ 1.99 0.61
1:CA:955:U:H2’ 1:CA:956:U:04’ 2.01 0.61
1:CA:1080:A:0P1 5:CE:52:LYS:CE 2.48 0.61
6:CF:64:VAL:HG12 6:CF:65:GLU:N 2.15 0.61
22:DA:297:G:H5” 42:DU:85:PHE:HB2 1.82 0.61
22:DA:400:G:N7 45:DX:57:ARG:NH1 2.47 0.61
22:DA:1094:U:H2’ 22:DA:1096:A:0P2 1.99 0.61
22:DA:1607:C:02 22:DA:1621:U:C5 2.52 0.61
22:DA:2005:A:0P1 57:DA:3383:HOH:O 2.16 0.61
22:DA:2250:G:0OP1 34:DM:84:LYS:NZ 2.33 0.61
22:DA:2812:G:N2 22:DA:2889:C:C2 2.69 0.61
22:DA:2889:C:H2’ 22:DA:2890:G:C8 2.35 0.61
23:DB:25:U:C4 23:DB:26:C:C4 2.88 0.61
29:DH:32:PRO:O 29:DH:33:GLN:CB 2.48 0.61
47:D7:14:1LE:HG22 47:D7:15:GLY:N 2.16 0.61
50:D2:15:SER:OG 50:D2:16:HIS:CE1 2.53 0.61
1:AA:393:A:C2 1:AA:394:G:C8 2.89 0.61
2:AB:93:ASN:OD1 2:AB:94:HIS:ND1 2.34 0.61
11:AK:127:ARG:N 21:AU:34:ARG:CZ 2.63 0.61
22:BA:555:G:HO2’ 22:BA:556:A:P 2.23 0.61
22:BA:1496:A:N3 22:BA:1577:C:02’ 2.28 0.61
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Atom-1 Atom-2 distance (A) overlap (A)
29:BH:86:ASP:CB 1:CA:359:G:02’ 2.47 0.61
53:B5:43:GLU:HA 53:B5:178:LYS:HA 1.83 0.61
53:B5:64:SER:O 53:B5:65:LEU:HB2 2.00 0.61
1:CA:978:A:P 1:CA:1362:A:N6 2.73 0.61
1:CA:990:C:C4 1:CA:991:U:04 2.54 0.61
22:DA:1394:U:H4’ 22:DA:1603:A:H4’ 1.82 0.61
22:DA:2112:G:H2’ 22:DA:2112:G:N3 2.16 0.61
22:DA:2283:C:C2 22:DA:2389:G:C2 2.88 0.61
22:DA:2874:C:H2’ 22:DA:2875:C:C6 2.36 0.61
35:DN:98:LEU:HD13 48:D0:54:VAL:HG21 1.82 0.61
1:AA:428:G:04’ 1:AA:430:A:C8 2.54 0.61
1:AA:701:U:H4’ 1:AA:702:A:H5” 1.82 0.61
16:AP:52:LEU:O 16:AP:54:LEU:N 2.34 0.61
22:BA:228:C:H4’ 22:BA:229:C:H5” 1.81 0.61
22:BA:1142:A:C2 22:BA:1144:A:CT’ 2.83 0.61
22:BA:1672:A:C2 22:BA:2582:G:H5’ 2.35 0.61
27:BF:40:VAL:O 27:BF:42:GLU:N 2.33 0.61
1:CA:18:C:C2 1:CA:19:A:C8 2.88 0.61
1:CA:115:G:H4’ 1:CA:116:A:05’ 2.01 0.61
1:CA:328:C:H4’ 1:CA:329:A:H5” 1.83 0.61
22:DA:593:U:H2’ 22:DA:594:U:C6 2.36 0.61
22:DA:1355:G:C2 22:DA:1356:G:C8 2.88 0.61
22:DA:1435:G:H2’ 22:DA:1436:G:H5’ 1.82 0.61
22:DA:2343:U:02’ 22:DA:2373:G:02’ 2.11 0.61
36:D0:33:ARG:O 36:D0O:34:HIS:HB2 2.01 0.61
39:DR:42:ALA:HA 39:DR:46:GLU:HA 1.83 0.61
46:DY:28:LEU:CD1 46:DY:46:VAL:HG21 2.31 0.61
4:AD:174:ASP:O 4:AD:175:ALA:HB2 1.99 0.61
20:AT:67:ILE:CG1 20:AT:71:LYS:HG2 2.30 0.61
20:AT:81:ALA:O 20:AT:85:LYS:HG2 2.00 0.61
22:BA:2076:U:02 22:BA:2076:U:04’ 2.18 0.61
22:BA:2114:A:H2’ 22:BA:2114:A:N3 2.14 0.61
22:BA:2636:C:H2’ 22:BA:2637:U:C6 2.35 0.61
1:CA:435:A:C2’ 1:CA:436:C:0%’ 2.48 0.61
1:CA:1070:U:H2’ 1:CA:1071:C:C6 2.35 0.61
4:CD:48:LEU:HD23 4:CD:53:VAL:N 2.16 0.61
22:DA:30:G:C6 22:DA:31:C:N3 2.69 0.61
22:DA:2537:U:H2’ 22:DA:2538:C:C6 2.36 0.61
49:D1:4:GLY:O 49:D1:6:ARG:N 2.25 0.61
5:AE:109:GLY:O 5:AE:110:ALA:CB 2.49 0.61
9:Al:84: THR:HG21 9:Al:103:PHE:CB 2.31 0.61
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13:AM:4:1LE:O 13:AM:6:GLY:N 2.33 0.61
22:BA:11:C:H2’ 22:BA:12:U:H5’ 1.81 0.61
22:BA:998:C:H2’ 22:BA:999:U:05’ 2.00 0.61
42:BU:99:ASN:O 42:BU:101:GLU:N 2.33 0.61
1:CA:378:G:N2 1:CA:386:C:02 2.34 0.61
1:CA:790:A:N6 1:CA:791:G:C6 2.69 0.61
1:CA:1125:U:H4’ 10:CJ:7:ARG:NH1 2.16 0.61
4:CD:4:TYR:O 4:CD:5:LEU:HB2 2.00 0.61
20:CT:25:ARG:O 20:CT:29:ARG:HG2 2.01 0.61
22:DA:485:C:N3 22:DA:496:G:C2 2.68 0.61
22:DA:536:G:N2 22:DA:558:U:C2 2.68 0.61
22:DA:783:A:02’ 22:DA:1779:U:02 2.16 0.61
24:DC:2:ALA:HA 24:DC:199:GLU:OE2 2.00 0.61
1:AA:315:A:02 1:AA:330:C:H4’ 2.00 0.61
1:AA:667:G:H4’ 15:A0:51:HIS:ND1 2.16 0.61
1:AA:1089:G:H2’ 1:AA:1090:U:04’ 2.01 0.61
2:AB:132:LYS:O 2:AB:134:ALA:N 2.33 0.61
4:AD:3:ARG:NH2 4:AD:115:ARG:HD3 2.16 0.61
5:AE:137:VAL:O 5:AE:138:ARG:HB2 2.00 0.61
6:AF:53:LYS:O 6:AF:54:LEU:HB3 1.99 0.61
13:AM:114:LYS:HB2 13:AM:115:PRO:HD3 1.80 0.61
22:BA:2673:G:C2 22:BA:2674:G:C8 2.89 0.61
22:DA:373:U:C2 22:DA:374:A:C8 2.88 0.61
22:DA:1027:A:N7 22:DA:1126:A:C2 2.67 0.61
22:DA:1599:U:C4 22:DA:1600:C:N4 2.68 0.61
22:DA:1801:A:C5 24:DC:262:ARG:NH2 2.68 0.61
1:AA:277:C:H2’ 1:AA:278:G:H5’ 1.82 0.61
1:AA:1008:U:H2’ 1:AA:1009:U:C6 2.36 0.61
4:AD:84:GLY:0O 4:AD:89:ASN:ND2 2.34 0.61
8:AH:113:ASP:0D2 8:AH:117:ARG:NH2 2.34 0.61
10:AJ:90:LEU:N 10:AJ:91:ASP:OD1 2.34 0.61
22:BA:195:A:C5 22:BA:198:C:Ch 2.89 0.61
22:BA:1278:C:0OP1 35:BN:36: THR:0G1 2.18 0.61
27:BF:158: THR:O 57:BF:201:HOH:O 2.16 0.61
43:BV:64:VAL:O 43:BV:64:VAL:HG12 2.01 0.61
1:CA:706:A:C5H 1:CA:707:U:C5H 2.89 0.61
1:CA:1169:A:C6 1:CA:1170:A:C6 2.89 0.61
22:DA:482:A:N6 22:DA:506:G:02’ 2.33 0.61
22:DA:565:C:H4’ 22:DA:1253:A:N6 2.16 0.61
22:DA:1599:U:04 22:DA:1600:C:N4 2.34 0.61
29:DH:83:LYS:H 29:DH:149:GLU:HG2 1.64 0.61
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Atom-1 Atom-2 distance (A) overlap (A)
1:AA:620:C:H2’ 1:AA:621:A:04° 2.01 0.61
1:AA:1348:U:H4’ 9:AI:122:ARG:HG3 1.82 0.61
2:AB:21:ARG:C 2:AB:23:TRP:H 2.01 0.61
20:AT:5:LYS:O 20:AT:7:ALA:N 2.34 0.61
22:BA:1897:G:C2 22:BA:1898:U:02 2.54 0.61
1:CA:369:G:0P2 1:CA:388:G:N1 2.33 0.61
1:CA:388:G:02’ 1:CA:389:A:0P1 2.14 0.61
2:CB:16:PHE:CE1 2:CB:18:HIS:CE1 2.89 0.61
3:CC:59:ARG:HB2 3:CC:63:SER:O 2.00 0.61
6:CF:18:VAL:HG12 6:CF:19:PRO:N 2.16 0.61
12:CL:58: THR:HG22 12:CL:59:ASN:N 2.15 0.61
22:DA:2209:G:N2 22:DA:2216:G:N3 2.48 0.61
26:DE:52:VAL:HG21 26:DE:81:GLY:HA2 1.83 0.61
26:DE:131: THR:HA 26:DE:160:ALA:HB1 1.83 0.61
1:AA:1040:U:H2’ 1:AA:1041:G:C8 2.36 0.60
13:AM:15:ALA:CB 13:AM:34:LEU:HD21 2.31 0.60
21:AU:4:ILE:CA 21:AU:20:LYS:HE3 2.31 0.60
22:BA:1924:C:02 22:BA:1926:U:04 2.19 0.60
22:BA:2559:C:02’ 22:BA:2560:A:H5’ 2.00 0.60
25:BD:4:LEU:CD2 25:BD:100:LEU:HD23 2.31 0.60
29:BH:117:LEU:O 29:BH:121:VAL:HG22 1.93 0.60
30:BI:47:ASP:HA 30:BI:51:LYS:HD2 1.83 0.60
1:CA:409:U:OP1 4:CD:24:GLY:HA3 2.01 0.60
1:CA:805:C:C2 1:CA:806:C:C5 2.89 0.60
1:CA:995:C:N3 1:CA:1046:A:02’ 2.31 0.60
1:CA:1211:U:02’ 1:CA:1212:U:0OP2 2.19 0.60
9:CI:52.LEU:HD13 9:CI.57.MET:HG2 1.82 0.60
13:CM:4:ILE:HA 13:CM:57:ARG:CZ 2.31 0.60
22:DA:235:U:C4 22:DA:236:C:Ch 2.89 0.60
22:DA:1806:C:Ch 22:DA:1807:G:C8 2.89 0.60
22:DA:2038:G:H2’ 22:DA:2039:U:04’ 1.99 0.60
25:DD:78:GLY:HA3 25:DD:80: TRP:CH2 2.35 0.60
1:AA:71:A:02 1:AA:72:A:P 2.60 0.60
1:AA:927:G:C2 1:AA:1391:U:02 2.54 0.60
22:BA:1378:A:02’ 22:BA:1380:G:OP2 2.19 0.60
1:CA:577:G:C8 1:CA:816:A:C6 2.89 0.60
22:DA:2817:U:02 22:DA:2836:U:H1’ 2.00 0.60
1:AA:604:G:C2 1:AA:635:A:C2 2.89 0.60
4:AD:29:ASP:0O 4:AD:31:LYS:HD3 2.01 0.60
12:AL:50:ARG:HG3 12:AL:90:LEU:HD11 1.83 0.60
19:AS:29:LYS:CB 19:AS:30:PRO:HD2 2.31 0.60
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Atom-1 Atom-2 distance (A) overlap (A)
22:BA:1867:G:02’ 22:BA:1868:C:HY’ 2.01 0.60
26:BE:125:SER:OG 26:BE:126:VAL:N 2.31 0.60
29:BH:100:ALA:HB1 29:BH:112:LYS:HA 1.83 0.60
32:BK:8:LEU:HD12 32:BK:8:LEU:N 2.17 0.60
38:BQ:A7T:TYR:C 38:BQ:47:'TYR:CD2 2.74 0.60
1:CA:1412:C:H2’ 1:CA:1413:A:C8 2.37 0.60
5:CE:137:VAL:O 5:CE:138:ARG:HB2 2.01 0.60
13:CM:26:GLY:O 13:CM:30:SER:HB2 2.00 0.60
17:CQ:8:LEU:HB2 17:CQ:61:ILE:CG2 2.30 0.60
22:DA:195:A:C6 22:DA:198:C:ChH 2.89 0.60
22:DA:1317:G:C2 22:DA:1336:A:C2 2.88 0.60
22:DA:1663:G:C6 22:DA:1992:G:N7 2.68 0.60
22:DA:1779:U:H5 22:DA:1784:A:N7 1.99 0.60
24:DC:237:GLY:O 24:DC:239:ASN:N 2.34 0.60
35:DN:1:MET:O 35:DN:3:HIS:N 2.34 0.60
40:DS:7:HIS:HB2 40:DS:50:VAL:HG21 1.81 0.60
49:D1:38:LYS:HB2 49:D1:49:TYR:CD2 2.36 0.60
1:AA:1343:G:H2’ 1:AA:1344:C:C6 2.37 0.60
4:AD:191:LEU:O 4:AD:192:SER:CB 2.49 0.60
29:BH:121:VAL:N 29:BH:122:LEU:HB2 2.16 0.60
30:BI:18:ALA:O 30:BI:19:ASN:CB 2.49 0.60
33:BL:48:ARG:HG2 51:B3:60:ALA:HB1 1.83 0.60
43:BV:8:VAL:HG23 43:BV:9:ARG:N 2.16 0.60
1:CA:525:C:N4 1:CA:526:C:N4 2.49 0.60
1:CA:1534:A:H5” 1:CA:1535:C:0OP1 2.01 0.60
2:CB:166:ALA:HB2 2:CB:187:VAL:HG12 1.82 0.60
22:DA:749:A:C5 22:DA:750:A:N7 2.70 0.60
22:DA:938:G:C2 22:DA:939:G:N7 2.69 0.60
22:DA:2138:G:N2 22:DA:2154:A:H1’ 2.16 0.60
22:DA:2212:A:C2 22:DA:2214:C:C4 2.89 0.60
1:AA:1145:A:HO2’ 1:AA:1146:A:P 2.23 0.60
8:AH:2:SER:O 8:AH:4:GLN:N 2.34 0.60
9:Al:43:THR:O 9:Al:44:ALA:CB 2.49 0.60
22:BA:244:A:C2 22:BA:255:A:C4 2.89 0.60
22:BA:245:G:N7 51:B3:8:ARG:NH1 2.48 0.60
22:BA:1073:A:N7 22:BA:1074:G:H8 1.99 0.60
22:BA:1494:A:HO2’ 22:BA:1495:A:P 2.24 0.60
22:BA:1714:U:H5” 22:BA:1715:G:H5’ 1.82 0.60
1:CA:568:G:N2 1:CA:883:C:C2 2.70 0.60
2:CB:66:LYS:NZ 2:CB:154:-MET:O 2.33 0.60
4:CD:173:VAL:HG13 4:CD:174:ASP:N 2.17 0.60
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Atom-1 Atom-2 distance (A) overlap (A)
15:CO:17:ARG:O 15:C0O:18:ASP:HB3 2.02 0.60
22:DA:856:G:N2 22:DA:922:C:C2 2.70 0.60
22:DA:1199:U:H2’ 22:DA:1200:C:C6 2.37 0.60
22:DA:2019:A:H4’ 38:DQ:34:VAL:HG21 1.83 0.60
22:DA:2199:A:C6 22:DA:2200:C:C2 2.89 0.60
22:DA:2815:C:HO2’ 48:D0:41:HIS:HD1 1.47 0.60
22:DA:2819:G:OP1 57:DA:3808:HOH:O 2.16 0.60
1:AA:1359:C:03’ 57:AA:1777:HOH:O 2.16 0.60
15:A0:19:ALA:O 15:A0:20:ASN:HB2 2.01 0.60
22:BA:877:A:N6 22:BA:899:A:N6 2.49 0.60
24:BC:160:THR:O 24:BC:195:VAL:HG12 2.02 0.60
30:BI:34:ASN:OD1 30:BI:65:ARG:NH2 2.34 0.60
32:BK:34:GLY:O 32:BK:36:GLY:N 2.34 0.60
1:CA:411:A:C6 1:CA:429:U:C5 2.89 0.60
1:CA:1239:A:H2’ 1:CA:1298:U:04 2.01 0.60
22:DA:247:G:N7 22:DA:249:C:C2 2.69 0.60
22:DA:1993:U:H4’ 25:DD:133: THR:CG2 2.32 0.60
22:DA:2033:A:0P2 57:DA:3476:HOH:O 2.16 0.60
22:DA:2420:C:0OP1 51:D3:34:THR:HB 2.01 0.60
22:DA:2474:U:H5” 22:DA:2475:C:0P2 2.02 0.60
1:AA:1048:G:N3 1:AA:1050:G:N7 2.50 0.60
6:AF:7:-VAL:O 6:AF:7:VAL:CG2 2.50 0.60
22:BA:1009:A:0P2 31:BJ:39:LYS:NZ 2.29 0.60
22:BA:1348:C:ChH 22:BA:1349:C:ChH 2.90 0.60
22:BA:2339:C:H2’ 22:BA:2340:A:C8 2.36 0.60
29:BH:117:LEU:CD2 29:BH:121:VAL:HA 2.31 0.60
40:BS:30:SER:OG 40:BS:31:GLN:N 2.34 0.60
1:CA:515:G:H2’ 1:CA:516:U:04’ 2.02 0.60
1:CA:642:A:C5H 8:CH:107:SER:HA 2.37 0.60
1:CA:778:G:02’ 11:CK:121:CYS:HB3 2.01 0.60
5:CE:106:ILE:HD11 5:CE:124:LEU:HD23 1.83 0.60
22:DA:60:G:02’ 22:DA:62:U:0OP2 2.14 0.60
22:DA:1995:U:OP1 57:DA:3810:HOH:O 2.17 0.60
41:DT:34:VAL:HG21 41:DT:43:ILE:HD11 1.84 0.60
1:AA:1014:A:H2’ 1:AA:1015:G: 04’ 2.02 0.60
13:AM:29:ARG:O 13:AM:33:ILE:HG12 2.02 0.60
22:BA:17:G:C4 22:BA:524:G:N2 2.69 0.60
22:BA:983:A:N6 22:BA:984:A:N1 2.50 0.60
22:BA:2142:A:H2’ 22:BA:2143:C:C6 2.36 0.60
22:BA:2309:A:C6 22:BA:2310:C:N4 2.69 0.60
51:B3:15:LYS:HD2 51:B3:23:LYS:HE2 1.84 0.60
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1:CA:495:A:N1 1:CA:496:A:N6 2.49 0.60
12:CL:28:PRO:HB2 12:CL:29:GLN:OE1 2.02 0.60
22:DA:1847:A:02’ 22:DA:1848:A:H8 1.84 0.60
39:DR:39:LEU:HA 39:DR:49:ILE:HG21 1.83 0.60
42:DU:11:VAL:HG12 42:DU:72:ILE:HA 1.82 0.60
46:DY:11:VAL:O 46:DY:15:ASN:ND2 2.34 0.60
1:AA:251:G:C6 1:AA:266:G:C6 2.89 0.60
2:AB:75:ALA:O 2:AB:76:ALA:HB2 2.02 0.60
10:AJ:44: THR:HG22 10:AJ:70:HIS:HA 1.83 0.60
22:BA:2334:U:C4 36:BO:16:ARG:HD3 2.37 0.60
22:BA:2345:G:N3 22:BA:2381:A:H2’ 2.17 0.60
25:BD:172:VAL:HG21 | 25:BD:194:PRO:HD3 1.84 0.60
43:BV:21:ARG:HA 43:BV:25:LYS:O 2.02 0.60
1:CA:736:C:H2’ 1:CA:737:C:C6 2.37 0.60
5:CE:98:PRO:O 5:CE:99:ALA:HB3 2.01 0.60
10:CJ:6:ILE:HD12 10:CJ:76:1LE:HB 1.84 0.60
12:CL:30:LYS:HA 12:CL:30:LYS:HE3 1.83 0.60
22:DA:2004:G:P 57:DA:3803:HOH:O 2.55 0.60
22:DA:2502:G:H5’ 22:DA:2503:A:H5” 1.83 0.60
22:DA:2552:U:C2 22:DA:2554:U:H5’ 2.37 0.60
24:DC:247:PRO:HG2 24:DC:248:TRP:CZ3 2.36 0.60
42:DU:44:LYS:O 42:DU:58:ILE:HA 2.01 0.60
48:D0:55:1LE:O 48:D0:56:ALA:HB3 2.01 0.60
4:AD:160:GLU:O 4:AD:162:ALA:N 2.35 0.60
11:AK:52:PHE:CB 11:AK:56:ARG:HB3 2.32 0.60
14:AN:33:ASP:O 14:AN:35:ASN:N 2.34 0.60
22:BA:1680:U:H2’ 22:BA:1681:G:04’ 2.02 0.60
22:BA:1736:U:H2’ 22:BA:1737:G:04’ 2.02 0.60
22:BA:2458:G:C4 22:BA:2490:G:C2 2.90 0.60
53:B5:35:THR:O 53:B5:35: THR:0G1 2.17 0.60
1:CA:502:A:H2 1:CA:503:C:04’ 2.00 0.60
2:CB:206:ALA:C 2:CB:208:ARG:N 2.55 0.60
3:CC:42:TYR:CE1 3:CC:90:VAL:HG21 2.37 0.60
6:CF:19:PRO:HA 6:CF:22:ILE:HB 1.84 0.60
6:CF:64:VAL:HG12 6:CF:65:GLU:H 1.67 0.60
19:CS:50:ALA:HB1 19:CS:57:HIS:HB3 1.83 0.60
22:DA:13:A:N1 22:DA:525:U:H2’ 2.17 0.60
48:D0:55:1LE:O 48:D0:56:ALA:CB 2.50 0.60
1:AA:7:A:N6 5:AE:97:GLN:OE1 2.35 0.59
1:AA:9:G:0OP2 5:AE:126:LYS:NZ 2.28 0.59
1:AA:1216:A:0P1 14:AN:3:LYS:HE2 2.01 0.59
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Atom-1 Atom-2 distance (A) overlap (A)
8:AH:2:SER:C 8:AH:4:GLN:N 2.55 0.59
10:AJ:51:VAL:HB 14:AN:81:ARG:HB2 1.83 0.59
13:AM:3:ARG:HG3 13:AM:4:ILE:N 2.16 0.59
16:AP:42:1LE:O 16:AP:42:1LE:HG22 2.02 0.59
22:BA:780:G:H2’ 22:BA:782:A:N7 2.17 0.59
22:BA:1250:G:C5’ 38:BQ:6:ARG:HD3 2.32 0.59
27:BF:25:VAL:O 27:BF:28:VAL:HG12 2.02 0.59
27:BF:108:VAL:HG11 27:BF:176:PRO:HG2 1.84 0.59
41:BT:73:ARG:NH2 41:BT:73:ARG:HB3 2.17 0.59
1:CA:38:G:N2 1:CA:397:A:C4 2.70 0.59
1:CA:203:G:N2 1:CA:215:C:C2 2.70 0.59
1:CA:406:G:C2 1:CA:407:U:C6 2.90 0.59
1:CA:583:A:C2 1:CA:759:A:C5 2.90 0.59
1:CA:1124:G:C2 1:CA:1127:G:N2 2.70 0.59
3:CC:36:ASP:O 3:CC:40:ARG:HG3 2.02 0.59
16:CP:8:ARG:HB3 16:CP:28:ARG:NH1 2.17 0.59
22:DA:1373:A:H2’ 22:DA:1374:G:04’ 2.01 0.59
22:DA:1856:U:04 22:DA:1857:G:C6 2.55 0.59
22:DA:2262:U:N3 22:DA:2279:G:C2 2.70 0.59
22:DA:2845:U:H5” 37:DP:52:ASN:O 2.02 0.59
29:DH:126:GLY:O 29:DH:146:VAL:HG23 2.00 0.59
29:DH:126:GLY:O 29:DH:146:VAL:N 2.35 0.59
1:AA:64:G:C2 1:AA:67:C:N4 2.71 0.59
3:AC:148:GLY:HA3 3:AC:172:ARG:O 2.02 0.59
9:AL:84: THR:HG21 9:AI:103:PHE:HB2 1.84 0.59
22:BA:190:A:C4 22:BA:207:A:C2 2.90 0.59
22:BA:576:U:OP1 57:BA:3672:HOH:O 2.17 0.59
22:BA:813:U:H2’ 22:BA:814:C:C6 2.37 0.59
22:BA:1045:C:C3’ 22:BA:1046:A:H5’ 2.32 0.59
22:BA:1142:A:C2 22:BA:1144:A:C8 2.91 0.59
29:BH:83:LYS:CE 1:CA:55:A:02 2.49 0.59
29:BH:99:1LE:HB 29:BH:115:VAL:HG11 1.84 0.59
44:BW:68:LYS:HE2 44:BW:83:GLU:OE2 2.01 0.59
2:CB:123:ASP:O 2:CB:124:GLY:C 2.40 0.59
4:CD:168:PRO:HB2 4:CD:171:LEU:HD12 1.84 0.59
19:CS:66:MET:SD 19:CS:74:PHE:CZ 2.95 0.59
21:CU:12:PHE:O 21:CU:13:ASP:HB2 2.02 0.59
22:DA:1805:A:N3 22:DA:1813:G:N2 2.50 0.59
22:DA:2311:A:C2 27:-DF:79:ILE:HG21 2.37 0.59
41:DT:44:LYS:HE3 41:DT:55:VAL:HB 1.84 0.59
2:AB:151:ILE:O 2:AB:152:LYS:C 2.40 0.59
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5:AE:56:VAL:N 5:AE:57:PRO:HD2 2.18 0.59
12:AL:22:PRO:C 12:AL:24:LEU:N 2.56 0.59
22:BA:265:A:N1 22:BA:427:U:02’ 2.31 0.59
22:BA:528:A:C2 22:BA:2043:C:H5’ 2.37 0.59
22:BA:1168:G:H2’ 22:BA:1169:A:04’ 2.02 0.59
22:BA:1731:G:C6 22:BA:1733:G:C5H 2.90 0.59
22:BA:1791:A:02’ 24:BC:206:GLY:HA2 2.02 0.59
22:BA:2032:G:N7 57:BA:3534:HOH:O 2.31 0.59
22:BA:2390:U:OP2 51:B3:35:LYS:NZ 2.35 0.59
1:CA:527:G:C2 1:CA:528:C:ChH 2.90 0.59
1:CA:906:A:N6 57:CA:1823:HOH:O 2.35 0.59
1:CA:1286:U:02 1:CA:1286:U:H2’ 2.01 0.59
3:CC:130:PHE:CE2 3:CC:131:ARG:HD3 2.37 0.59
14:CN:64:CYS:SG 14:CN:83:LYS:HG3 2.42 0.59
22:DA:753:A:H2’ 22:DA:754:U:C6 2.37 0.59
22:DA:1019:U:OP1 22:DA:1035:U:02’ 2.10 0.59
22:DA:1584:U:02 22:DA:1584:U:H3’ 2.03 0.59
22:DA:2415:G:C6 22:DA:2416:C:C4 2.90 0.59
31:DJ:110:PRO:O 31:DJ:115:GLY:HA3 2.02 0.59
38:DQ:47:-TYR:OH 38:DQ:51:ARG:NH1 2.34 0.59
40:DS:33:LEU:HD21 40:DS:52:GLU:CG 2.32 0.59
1:AA:1346:A:C8 7:AG:10:ARG:NH2 2.70 0.59
2:AB:184:PHE:CE2 2:AB:198:PHE:CD2 2.90 0.59
2:AB:218:ALA:O 2:AB:222:ARG:HB2 2.02 0.59
22:BA:543:G:C2 22:BA:544:C:H1’ 2.38 0.59
22:BA:761:A:N7 57:BA:3294:HOH:O 2.35 0.59
22:BA:1027:A:C6 22:BA:1126:A:C4 2.90 0.59
22:BA:1838:C:C6 22:BA:1899:A:C6 2.90 0.59
22:BA:2256:G:02’ 22:BA:2257:U:H5’ 2.02 0.59
22:BA:2517:C:ChH 22:BA:2542:A:Ch 2.91 0.59
30:BI:97:LYS:HB3 30:BI:139:VAL:CG2 2.32 0.59
35:BN:36: THR:HG23 35:BN:37:THR:N 2.17 0.59
1:CA:295:C:C4 1:CA:296:U:C4 2.91 0.59
1:CA:1028:C:02 1:CA:1028:C:H2’ 2.01 0.59
2:CB:94:HIS:CD2 2:CB:146:ASN:HB2 2.38 0.59
22:DA:186:G:C2 22:DA:211:C:C2 2.90 0.59
22:DA:219:A:N6 22:DA:220:G:C6 2.70 0.59
39:DR:47:VAL:O 39:DR:47:VAL:CG1 2.49 0.59
1:AA:148:G:H2’ 1:AA:149:A:05’ 2.03 0.59
1:AA:1048:G:C2 1:AA:1050:G:C5 2.91 0.59
1:AA:1417:G:C6 1:AA:1482:G:C6 2.90 0.59
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11:AK:43:GLY:HA3 11:AK:74:VAL:HG13 1.85 0.59
13:AM:73:ILE:O 13:AM:76:SER:OG 2.17 0.59
13:AM:95:LEU:HB3 13:AM:96:PRO:CD 2.32 0.59
22:BA:78:U:H2’ 22:BA:79:C:C6 2.38 0.59
22:BA:2001:C:C2 22:BA:2002:G:C8 2.90 0.59
22:BA:2502:G:H5” 22:BA:2503:A:C5’ 2.33 0.59
29:BH:94:.1LE:HG22 29:BH:99:ILE:CG1 2.32 0.59
31:BJ:19:ASP:0OD2 31:BJ:58:ASN:ND2 2.35 0.59
46:BY:37:LEU:HD11 46:BY:39:GLN:O 2.02 0.59
1:CA:269:C:H2’ 1:CA:270:A:C8 2.38 0.59
1:CA:542:G:C2 1:CA:543:U:C6 2.91 0.59
1:CA:570:G:C4 1:CA:571:U:C5 2.91 0.59
17:CQ:52:GLU:HG2 17:CQ:53:CYS:SG 2.42 0.59
22:DA:132:G:N2 22:DA:148:U:C2 2.70 0.59
22:DA:1529:G:C6 22:DA:1543:G:N2 2.70 0.59
22:DA:2272:U:H5” 22:DA:2273:A:0P1 2.03 0.59
22:DA:2873:A:H4’ 57:DA:3807:HOH:O 2.03 0.59
27:DF:10:ASP:OD2 27:DF:11:GLU:HG3 2.02 0.59
1:AA:1316:G:N1 1:AA:1319:A:0P2 2.35 0.59
22:BA:319:G:C4 22:BA:333:G:N2 2.70 0.59
29:BH:1:MET:0O 29:BH:20:ASN:ND2 2.34 0.59
46:BY:61:ALA:O 46:BY:63:ALA:N 2.36 0.59
1:CA:1513:A:H2’ 1:CA:1514:G:C8 2.38 0.59
4:CD:31:LYS:HD3 4:CD:31:LYS:N 2.17 0.59
22:DA:142:A:H2’ 22:DA:143:C:C6 2.37 0.59
22:DA:1109:C:C4 22:DA:1110:G:C6 2.90 0.59
22:DA:1173:U:02’ 22:DA:1176:U:02 2.12 0.59
24:DC:67:PHE:HB3 24:DC:151:GLY:O 2.02 0.59
27:DF:131:GLY:HA2 27:DF:153:ASP:HA 1.84 0.59
10:AJ:9:ARG:HB2 10:AJ:99:GLN:HB2 1.83 0.59
20:AT:83:ILE:O 20:AT:87:ALA:HB3 2.03 0.59
22:BA:415:A:N1 22:BA:2409:G:C6 2.71 0.59
22:BA:585:G:H5” 22:BA:586:A:P 2.42 0.59
25:BD:133: THR:HG23 25:BD:134:HIS:CD2 2.38 0.59
39:BR:42:ALA:HA 39:BR:46:GLU:CB 2.33 0.59
48:B0:54:VAL:O 48:B0:55:ILE:C 2.41 0.59
1:CA:791:G:C6 1:CA:792:A:N7 2.71 0.59
1:CA:1219:A:N6 1:CA:1220:G:06 2.36 0.59
6:CF:97:THR:O 6:CF:98:GLU:HB3 2.02 0.59
22:DA:2079:U:H2’ 22:DA:2080:A:04’ 2.03 0.59
22:DA:2146:C:H5” 22:DA:2147:A:OP1 2.02 0.59
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Atom-1 Atom-2 distance (A) overlap (A)
22:DA:2464:G:H2’ 22:DA:2465:C:04’ 2.02 0.59
30:DI:6:GLN:O 30:DI:7:ALA:CB 2.51 0.59
30:DI:39:CYS:HA 30:DI:42:PHE:HB3 1.83 0.59
33:DL:77:ILE:O 33:DL:110:VAL:O 2.20 0.59
1:AA:92:U:H2’ 1:AA:93:U:C6 2.37 0.59
1:AA:673:A:H5” 6:AF:86:ARG:NH1 2.17 0.59
2:AB:164:1LE:O 2:AB:186:ILE:HG12 2.03 0.59
11:AK:23:ILE:HG13 11:AK:23:ILE:O 2.02 0.59
22:BA:1563:U:H2’ 22:BA:1564:C:C6 2.38 0.59
22:BA:2029:G:N1 22:BA:2033:A:0P2 2.32 0.59
22:BA:2721:A:C2 22:BA:2873:A:C5H 2.91 0.59
53:B5:52:PRO:0O 53:B5:53:ARG:HB2 2.03 0.59
1:CA:160:A:H2’ 1:CA:161:A:04’ 2.02 0.59
1:CA:202:G:02’ 1:CA:468:A:C8 2.56 0.59
2:CB:99:GLY:O 2:CB:103:ASN:N 2.35 0.59
12:CL:74:LEU:HD21 12:CL:104:CYS:SG 2.43 0.59
14:CN:30:ILE:HG22 14:CN:35:ASN:OD1 2.03 0.59
16:CP:20:VAL:HG21 16:CP:32:PHE:CB 2.32 0.59
22:DA:279:A:C2 22:DA:362:A:H4’ 2.38 0.59
22:DA:1432:G:H2’ 22:DA:1433:A:C8 2.38 0.59
22:DA:2199:A:C4 22:DA:2225:A:C2 2.90 0.59
22:DA:2415:G:C2 22:DA:2416:C:C2 2.91 0.59
25:DD:151:THR:O 25:DD:152:PRO:C 2.39 0.59
37:DP:65:SER:O 37:DP:67:GLY:N 2.36 0.59
2:AB:106:THR:O 2:AB:107:VAL:CB 2.51 0.59
2:AB:111:ILE:CG1 2:AB:151:ILE:HG12 2.32 0.59
16:AP:38:PHE:CZ 16:AP:51:ARG:HB2 2.38 0.59
22:BA:1219:U:H2’ 22:BA:1220:G:HS 1.68 0.59
22:BA:2714:G:P 57:BA:3549:HOH:O 2.60 0.59
24:BC:237:GLY:O 57:BC:305:HOH:O 2.17 0.59
41:BT:56:GLU:HB2 41:BT:88:LYS:HA 1.85 0.59
1:CA:441:A:C2 1:CA:497:G:C6 2.91 0.59
1:CA:1511:G:C5 1:CA:1512:U:C5 2.91 0.59
3:CC:173:VAL:O 3:CC:175:LEU:N 2.36 0.59
22:DA:1638:C:02 22:DA:2698:U:02’ 2.08 0.59
22:DA:2345:G:C6 22:DA:2347:C:N4 2.71 0.59
22:DA:2585:U:HO2’ 22:DA:2586:U:P 2.26 0.59
23:DB:58:A:H2’ 23:DB:59:A:04’ 2.03 0.59
1:AA:554:A:HY’ 12:AL:26:ALA:HB1 1.84 0.59
11:AK:23:ILE:HG22 11:AK:32:VAL:HG22 1.84 0.59
11:AK:126:LYS:C 21:AU:34:ARG:CZ 2.71 0.59
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Atom-1 Atom-2 distance (A) overlap (A)
22:BA:1180:U:C2’ 22:BA:1181:U:H5’ 2.32 0.59
1:CA:1458:G:H5’ 20:CT:27:-MET:HB3 1.85 0.59
4:CD:46:PRO:O 4:CD:47:ARG:C 2.41 0.59
5:CE:74:VAL:HB 5:CE:76:LEU:HD11 1.85 0.59
5:CE:115:LEU:O 5:CE:120:VAL:HG23 2.02 0.59
12:CL:90:LEU:CB 12:CL:93:VAL:HG21 2.33 0.59
17:CQ:12:VAL:HG23 17:CQ:57:ASP:O 2.03 0.59
22:DA:590:A:C6 22:DA:591:U:C4 2.90 0.59
22:DA:608:A:H2’ 22:DA:609:A:C8 2.37 0.59
22:DA:1823:G:06 57:DA:3658:HOH:O 2.16 0.59
22:DA:2819:G:H2’ 22:DA:2821:A:N7 2.18 0.59
24:DC:43:ARG:NH2 24:DC:49:ILE:HD11 2.18 0.59
24:DC:226:ASN:ND2 57:DC:304:HOH:O 2.24 0.59
1:AA:8:A:C6 4:AD:206:LYS:HB3 2.38 0.58
1:AA:152:A:N6 1:AA:170:U:C2 2.71 0.58
1:AA:451:A:0P2 16:AP:70:ARG:NH2 2.36 0.58
1:AA:1053:G:C4’ 1:AA:1054:C:HY 2.33 0.58
2:AB:47:VAL:HB 2:AB:48:PRO:HD3 1.85 0.58
3:AC:150:LYS:HG3 3:AC:201:TRP:CE3 2.38 0.58
22:BA:1057:A:C2 22:BA:1086:A:C2 2.91 0.58
22:BA:2309:A:N6 22:BA:2310:C:N4 2.51 0.58
22:BA:2430:A:H5’ 22:BA:2431:U:0P2 2.02 0.58
35:BN:117:ASP:O 35:BN:119:SER:N 2.36 0.58
1:CA:32:A:H2’ 1:CA:32:A:N3 2.18 0.58
1:CA:216:U:H2’ 1:CA:217:C:C6 2.38 0.58
1:CA:657:U:02 15:C0O:22: THR:CG2 2.51 0.58
7:CG:115:SER:HB3 7:CG:118:LEU-HG 1.85 0.58
22:DA:248:G:H5’ 22:DA:250:G:N7 2.18 0.58
22:DA:720:U:H2’ 22:DA:721:A:C8 2.38 0.58
22:DA:2032:G:H1’ 25:DD:150:GLN:NE2 2.18 0.58
22:DA:2531:A:H5’ 28:DG:157:TYR:CZ 2.38 0.58
33:DL:59:ARG:CZ 33:DL:59:ARG:HB3 2.33 0.58
1:AA:259:G:H2’ 1:AA:260:G:04’ 2.03 0.58
2:AB:188:ASP:HB2 2:AB:204:ASP:OD1 2.03 0.58
4:AD:17:-THR:CG2 4:AD:18:ASP:N 2.65 0.58
4:AD:147:GLU:OE1 4:AD:148:LYS:NZ 2.35 0.58
5:AE:25:VAL:O 5:AE:26:LYS:C 2.41 0.58
22:BA:608:A:N1 22:BA:609:A:C2 2.71 0.58
37:BP:26:VAL:HG23 37:BP:85:SER:O 2.03 0.58
42:BU:18:ASP:0O 42:BU:20:GLY:N 2.36 0.58
48:B0:55:ILE:O 48:B0:56:ALA:HB3 2.03 0.58
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Atom-1 Atom-2 distance (A) overlap (A)
52:B4:10:LEU:HB2 52:B4:33:HIS:CE1 2.38 0.58
1:CA:228:A:H4’ 16:CP:63:GLN:HG2 1.85 0.58
4:CD:124:-MET:HG3 4:CD:146:ARG:HG2 1.84 0.58
15:CO:87:LEU:O 15:C0O:88:ARG:HB3 2.04 0.58
20:CT:3:ASN:O 20:CT:5:LYS:N 2.35 0.58
22:DA:297:G:H5” 42:DU:85:PHE:CB 2.34 0.58
22:DA:771:G:C2 22:DA:772:C:C6 2.91 0.58
22:DA:1911:U:H2’ 22:DA:1918:A:C2 2.39 0.58
29:DH:34:GLY:O 29:DH:35:LYS:CB 2.51 0.58
31:DJ:31:GLU:HG3 31:DJ:142:1LE:HD11 1.85 0.58
1:AA:96:U:02’ 1:AA:97:G:0OP2 2.20 0.58
1:AA:1095:U:H2’ 1:AA:1096:C:04’ 2.03 0.58
1:AA:1181:G:C2 1:AA:1182:G:N2 2.70 0.58
4:AD:152:GLN:O 4:AD:153:SER:C 2.41 0.58
8:AH:55:THR:C 8:AH:57:PRO:HD3 2.23 0.58
17:AQ:4:LYS:HG3 17:AQ:7:THR:CG2 2.33 0.58
22:BA:181:A:C2 22:BA:182:A:C4 2.92 0.58
22:BA:1000:A:C6 22:BA:1001:A:C6 2.91 0.58
22:BA:1006:C:C2 22:BA:1138:G:N2 2.70 0.58
22:BA:1259:G:02’ 22:BA:1260:A:H5’ 2.03 0.58
22:BA:2021:C:0OP1 48:B0:9: THR:HG21 2.03 0.58
27:BF:73:SER:OG 27:BF:80:ARG:HA 2.03 0.58
31:BJ:49:ASP:OD1 31:BJ:121:LYS:CE 2.49 0.58
38:BQ:101:PHE:O 38:BQ:102: ASP:HB2 2.03 0.58
39:BR:42:ALA:HA 39:BR:46:GLU:HB2 1.85 0.58
40:BS:43:ALA:O 40:BS:47:VAL:HG12 2.04 0.58
2:CB:208:ARG:O 2:CB:212:LEU:N 2.35 0.58
22:DA:388:G:N7 22:DA:390:U:H2’ 2.18 0.58
22:DA:792:A:H1’ 22:DA:2072:C:02’ 2.03 0.58
22:DA:2031:A:C6 22:DA:2498:C:HY’ 2.38 0.58
24:DC:15:HIS: O 24:DC:204:VAL:HG21 2.03 0.58
39:DR:61:ALA:HB2 39:DR:9&:ILE:HD13 1.85 0.58
1:AA:32:A:0P1 1:AA:398:U:HT’ 2.04 0.58
1:AA:188:C:02 1:AA:188:C:C2’ 2.52 0.58
1:AA:338:A:N1 1:AA:351:G:06 2.36 0.58
1:AA:572:A:H5’ 1:AA:573:A:0P2 2.02 0.58
1:AA:913:A:H4’ 1:AA:914:A:0P1 2.04 0.58
1:AA:1125:U:C5 1:AA:1127:G:C5 2.92 0.58
2:AB:10:LEU:HG 2:AB:11:LYS:N 2.19 0.58
2:AB:15:HIS:O 2:AB:16:PHE:C 2.41 0.58
6:AF:17:GLN:NE2 6:AF:17:GLN:O 2.37 0.58
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Atom-1 Atom-2 distance (A) overlap (A)
17:AQ:15:ASP:C 17:AQ:17:MET:SD 2.82 0.58
19:AS:50:ALA:HB1 19:AS:57:HIS:HB3 1.85 0.58
22:BA:991:C:C2’ 22:BA:992:C:05’ 2.50 0.58
22:BA:998:C:C2’ 22:BA:999:U:05’ 2.52 0.58
22:BA:1153:C:N4 22:BA:1154:G:N1 2.51 0.58
22:BA:1324:G:C2 22:BA:1328:A:N1 2.70 0.58
22:BA:2360:G:H1’ 33:BL:60:ARG:HD3 1.84 0.58
22:BA:2571:U:.C2’ 22:BA:2572:A:0P1 2.50 0.58
24:BC:258:ARG:NH1 24:BC:264:ASP:0D2 2.36 0.58
27:BF:175:PHE:HD1 27:BF:177:PHE:CE1 2.21 0.58
9:CI:95:ARG:O 9:CI:99:ARG:N 2.32 0.58
18:CR:25:ASP:0O 18:CR:28: THR:N 2.36 0.58
22:DA:533:G:H5’ 38:DQ:24:TYR:CE2 2.39 0.58
22:DA:655:A:H4’ 22:DA:656:G:OP1 2.03 0.58
22:DA:1366:A:C4 22:DA:1367:A:C8 2.91 0.58
22:DA:2234:G:C6 22:DA:2235:G:N7 2.72 0.58
40:DS:84:ARG:HB2 40:DS:96:ILE:HG12 1.85 0.58
16:AP:71:VAL:O 16:AP:75:ILE:HG13 2.03 0.58
22:BA:1356:G:N2 22:BA:1357:C:HT’ 2.19 0.58
22:BA:2192:U:C2 22:BA:2193:G:C8 2.91 0.58
22:BA:2298:A:C4 22:BA:2321:U:C5H 2.90 0.58
22:BA:2327:A:H2’ 22:BA:2328:A:C8 2.38 0.58
6:CF:39:LEU:HD12 6:CF:40:GLU:N 2.18 0.58
&:CH:59:LEU:HD12 8:CH:60:GLU:N 2.18 0.58
22:DA:35:G:HY’ 22:DA:454:A:C4 2.39 0.58
22:DA:607:U:04 22:DA:619:G:H2’ 2.03 0.58
22:DA:1439:A:N7 22:DA:1552:A:H2 2.01 0.58
24:DC:34:LEU:O 24:DC:35:GLU:HB3 2.04 0.58
25:DD:14:ILE:HG12 25:DD:24:VAL:HG21 1.86 0.58
26:DE:108:1LE:HD13 26:DE:181:ILE:HG12 1.86 0.58
37:DP:92:VAL:HG21 37:DP:97:LEU:HD11 1.84 0.58
1:AA:1349:A:C2 1:AA:1374:A:C5 2.91 0.58
22:BA:528:A:C8 22:BA:528:A:C3’ 2.86 0.58
29:BH:31:VAL:N 29:BH:32:PRO:HD2 2.19 0.58
1:CA:8:A:C6 4:CD:206:LYS:HB3 2.39 0.58
3:CC:145:GLY:O 3:CC:146:ALA:O 2.20 0.58
15:C0O:46:HIS:O 15:C0O:48:LYS:N 2.36 0.58
22:DA:2683:C:0OP1 37:DP:56:HIS:HB3 2.03 0.58
25:DD:151:THR:HG22 25:DD:152:PRO:N 2.18 0.58
46:DY:9:LYS:N 46:DY:12:GLU:HG3 2.19 0.58
19:AS:40:ILE:HG12 19:AS:71:LEU:HD23 1.84 0.58
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Atom-1 Atom-2 distance (A) overlap (A)
22:BA:2052:A:04’ 25:BD:147:GLY:HA3 2.03 0.58
22:BA:2517:C:C6 22:BA:2542:A:C5H 2.92 0.58
24:BC:189:ARG:O 24:BC:190:ALA:HB2 2.03 0.58
27:BF:52:ASN:HB3 27:BF:147:ASP:0OD1 2.04 0.58
29:BH:93:SER:HG 1:CA:357:G:H4’ 1.68 0.58
20:CT:7:ALA:HB1 20:CT:10:ARG:HB2 1.86 0.58
22:DA:21:A:C2 22:DA:520:G:N3 2.71 0.58
22:DA:186:G:N2 22:DA:211:C:C2 2.71 0.58
22:DA:301:G:C2 22:DA:302:C:C2 2.91 0.58
22:DA:776:G:C8 22:DA:793:A:C4 2.91 0.58
22:DA:1056:G:N1 22:DA:1102:C:0OP2 2.36 0.58
22:DA:1809:A:N6 22:DA:1810:A:C6 2.72 0.58
1:AA:188:C:02 1:AA:188:C:H2’ 2.04 0.58
1:AA:223:A:H2’ 1:AA:224:U:C6 2.39 0.58
1:AA:1210:C:04’ 1:AA:1214:C:C5 2.57 0.58
1:AA:1371:G:C6 1:AA:1372:U:C4 2.91 0.58
17:AQ:68:SER:O 17:AQ:69:LYS:C 2.42 0.58
22:BA:575:A:C2’ 22:BA:576:U:Hb5’ 2.34 0.58
22:BA:1180:U:H2’ 22:BA:1181:U:CY’ 2.33 0.58
22:BA:2038:G:H2’ 22:BA:2039:U:04’ 2.04 0.58
22:BA:2462:C:H2’ 22:BA:2463:C:C6 2.38 0.58
29:BH:97:ARG:CD 1:CA:369:G:02’ 2.44 0.58
40:BS:84:ARG:HB2 40:BS:96:ILE:CG1 2.33 0.58
1:CA:227:G:H2’ 1:CA:228:A:04’ 2.03 0.58
1:CA:829:G:C6 1:CA:858:G:N2 2.72 0.58
22:DA:575:A:C2 22:DA:576:U:C6 2.92 0.58
31:DJ:34:ARG:O 31:DJ:39:LYS:HB2 2.02 0.58
35:DN:118:ARG:O 35:DN:119:SER:CB 2.52 0.58
22:BA:997:G:OP1 38:BQ:92:ARG:CG 2.51 0.58
22:BA:1260:A:N6 57:BA:3276:HOH:O 2.36 0.58
22:BA:1499:C:C4 22:BA:1500:G:N7 2.71 0.58
23:BB:94:A:02’ 23:BB:95:U:HY’ 2.03 0.58
25:BD:149:ASN:OD1 25:BD:150:GLN:N 2.36 0.58
1:CA:511:C:C2 1:CA:512:U:C6 2.92 0.58
1:CA:841:C:H3’ 1:CA:843:U:H5” 1.84 0.58
2:CB:96: TRP:CE2 2:CB:172:ALA:HB2 2.39 0.58
22:DA:24:G:C6 22:DA:25:U:C4 2.92 0.58
22:DA:1682:G:C2 22:DA:1757:A:04’ 2.57 0.58
25:DD:30:GLU:HG2 25:DD:185:ASN:ND2 2.19 0.58
2:AB:99:GLY:O 2:AB:103:ASN:N 2.36 0.58
6:AF:10:VAL:CG1 6:AF:11:HIS:N 2.67 0.58
Continued on next page...
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Atom-1 Atom-2 distance (A) overlap (A)
8:AH:59:LEU:HD13 8:AH:60:GLU:N 2.18 0.58
16:AP:51:ARG:HG2 16:AP:51:ARG:HH11 1.69 0.58
22:BA:1433:A:02’ 22:BA:1434:A:H5’ 2.04 0.58
22:BA:2780:G:H4’ 22:BA:2781:A:0OP2 2.03 0.58
26:BE:149:1LE:HG23 26:BE:188:MET:HG2 1.86 0.58
30:BI:92:LYS:HB3 30:BI:95:LYS:HG2 1.84 0.58
53:B5:48:LEU:HA 53:B5:208: THR:CB 2.34 0.58
1:CA:1036:A:H3’ 1:CA:1037:C:C6 2.39 0.58
1:CA:1201:A:H4’ 1:CA:1202:U:05’ 2.04 0.58
2:CB:163:VAL:HG23 2:CB:185:ALA:HB2 1.85 0.58
9:CI:25:ASN:O 9:CI:62:ASP:HA 2.03 0.58
22:DA:328:U:03’ 42:DU:66:GLN:HG3 2.04 0.58
22:DA:1606:C:C2’ 22:DA:1607:C:0P2 2.51 0.58
22:DA:1809:A:C5 22:DA:1810:A:C5 2.92 0.58
22:DA:2468:A:C2 22:DA:2481:G:C2 2.92 0.58
28:DG:24:1LE:HD11 28:DG:43:VAL:HG11 1.85 0.58
31:DJ:84:ILE:O 31:DJ:84:1ILE:HG13 2.04 0.58
38:DQ:4AT:TYR:CZ 38:DQ:51:ARG:NH1 2.72 0.58
45:DX:41:GLU:O 45:DX:44:LYS:HD2 2.04 0.58
1:AA:80:A:C2 1:AA:90:C:N3 2.72 0.57
1:AA:186:C:H2’ 1:AA:187:G:04’ 2.04 0.57
1:AA:1375:A:C6 1:AA:1376:U:C4 2.92 0.57
2:AB:106:THR:O 2:AB:107:VAL:HB 2.03 0.57
7:AG:43:VAL:O 7:AG:47:LEU:HB2 2.04 0.57
7:AG:149:LYS:O 7:AG:151:PHE:O 2.21 0.57
22:BA:264:C:02’ 22:BA:265:A:H2’ 2.03 0.57
22:BA:404:A:H1’ 22:BA:405:U:OP2 2.04 0.57
22:BA:1070:A:C2 22:BA:1097:U:H4’ 2.39 0.57
22:BA:1355:G:02’ 22:BA:1356:G:H5’ 2.03 0.57
22:BA:2180:U:H5” 22:BA:2181:U:0OP2 2.03 0.57
34:BM:2:LEU:O 34:BM:3:GLN:HB3 2.03 0.57
1:CA:206:C:H2’ 1:CA:207:C:C4’ 2.34 0.57
2:CB:35:ARG:O 2:CB:38:VAL:N 2.35 0.57
5:CE:149:SER:O 5:CE:153:VAL:HG13 2.03 0.57
22:DA:503:A:N3 22:DA:506:G:C8 2.72 0.57
22:DA:574:A:P 57:DA:3263:HOH:O 2.62 0.57
22:DA:1776:G:N2 22:DA:1789:A:H1’ 2.19 0.57
22:DA:1808:A:N1 45:DX:28:ARG:HD2 2.19 0.57
22:DA:2297:A:N1 22:DA:2321:U:C5 2.71 0.57
38:DQ:76:TYR:CZ 38:DQ:80:ILE:HG13 2.39 0.57
1:AA:763:G:C2 1:AA:764:C:C2 2.92 0.57
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Atom-1 Atom-2 distance (A) overlap (A)
2:AB:20:THR:OG1 2:AB:21:ARG:N 2.35 0.57
2:AB:148:LEU:HA 2:AB:151:1LE:HG22 1.86 0.57
11:AK:71:ALA:O 11:AK:73:ALA:N 2.37 0.57
22:BA:761:A:C8 57:BA:3294:HOH:O 2.52 0.57
22:BA:1249:U:C2 33:BL:18:ARG:NH1 2.72 0.57
22:BA:1917:U:.C2’ 22:BA:1918:A:H5’ 2.34 0.57
22:BA:2507:C:P 57:BA:3714:HOH:O 2.61 0.57
24:BC:13:ARG:HA 24:BC:16:VAL:CG2 2.34 0.57
34:BM:132: THR:CG2 34:BM:133:LYS:N 2.68 0.57
35:BN:58:ASP:OD1 35:BN:63:ARG:NH2 2.37 0.57
53:B5:191:ARG:O 53:B5:195:ARG:CB 2.52 0.57
1:CA:475:C:H2’ 1:CA:476:U:C6 2.39 0.57
1:CA:1133:G:C2 1:CA:1142:G:C2 2.92 0.57
10:CJ:77:VAL:O 10:CJ:79:PRO:HD3 2.04 0.57
11:CK:89:PRO:HD3 21:CU:29:LEU:HD11 1.84 0.57
22:DA:78:U:0P2 46:DY:2:LYS:CD 2.52 0.57
22:DA:563:A:C6 22:DA:2018:G:C4 2.92 0.57
22:DA:649:G:H2’ 22:DA:650:C:C6 2.39 0.57
22:DA:813:U:HT’ 22:DA:1226:A:N3 2.18 0.57
22:DA:1692:U:02’ 22:DA:1693:U:H2’ 2.03 0.57
22:DA:2594:C:N4 22:DA:2595:G:06 2.37 0.57
38:DQ:86:ALA:O 38:DQ:87:SER:CB 2.52 0.57
41:DT:73:ARG:NH1 41:DT:74:ILE:O 2.36 0.57
1:AA:990:C:N3 1:AA:991:U:.C4 2.72 0.57
1:AA:1053:G:H4’ 1:AA:1054:C:H5’ 1.86 0.57
22:BA:2292:U:H2’ 22:BA:2293:G:C8 2.40 0.57
22:BA:2779:U:C5H 22:BA:2781:A:C2 2.92 0.57
23:BB:41:G:H5” 27:BF:66:LEU:HD13 1.86 0.57
32:BK:34:GLY:O 32:BK:35:VAL:C 2.42 0.57
1:CA:147:G:H2’ 1:CA:148:G:C8 2.40 0.57
1:CA:1330:U:H4’ 13:CM:23: TYR:CE1 2.39 0.57
3:CC:63:SER:OG 3:CC:64:ILE:N 2.36 0.57
11:CK:91:PRO:O 11:CK:92:GLY:C 2.43 0.57
22:DA:102:U:C2 46:DY:2:LYS:HE2 2.39 0.57
22:DA:1445:G:N2 22:DA:1547:C:C2 2.73 0.57
22:DA:1654:A:P 35:DN:1:MET:HA 2.43 0.57
29:DH:108:VAL:O 29:DH:110:VAL:N 2.36 0.57
42:DU:34:VAL:HG22 42:DU:65:ILE:O 2.04 0.57
1:AA:202:G:N2 1:AA:216:U:02 2.37 0.57
1:AA:1168:U:02 1:AA:1168:U:C2’ 2.52 0.57
4:AD:109:ALA:N 4:AD:113:GLU:OE2 2.35 0.57
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Atom-1 Atom-2 distance (A) overlap (A)
8:AH:22:LYS:N 8:AH:65:TYR:OH 2.37 0.57
8:AH:88:ARG:O 8:AH:122:GLY:HA3 2.04 0.57
9:AI:90:TYR:O 9:AIL:91:ASP:CG 2.43 0.57
14:AN:48:LEU:O 14:AN:50: THR:N 2.37 0.57
22:BA:1385:A:C4 22:BA:1386:C:ChH 2.91 0.57
23:BB:47:C:0P2 36:BO:3:LYS:HE3 2.04 0.57
31:BJ:30: THR:HG22 31:BJ:31:GLU:N 2.20 0.57
52:B4:11:CYS:SG 52:B4:33:HIS:CE1 2.97 0.57
53:B5:204:GLY:O 53:B5:205:ALA:CB 2.52 0.57
1:CA:366:A:02’ 1:CA:394:G:N2 2.38 0.57
1:CA:667:G:C2 1:CA:740:U:02 2.57 0.57
1:CA:1291:U:0OP1 7:CG:37:SER:HB3 2.04 0.57
1:CA:1411:C:H2’ 1:CA:1412:C:H6 1.69 0.57
2:CB:67:ILE:HG22 2:CB:68:LEU:N 2.19 0.57
4:CD:32:CYS:0O 4:CD:33:LYS:CB 2.52 0.57
19:CS:11:ILE:HG13 19:CS:12:ASP:N 2.19 0.57
19:CS:58:VAL:HG11 19:CS:75:ALA:HA 1.86 0.57
22:DA:537:G:N1 22:DA:555:G:C2 2.72 0.57
22:DA:1167:C:C2’ 22:DA:1168:G:H5’ 2.34 0.57
22:DA:1177:G:H2’ 22:DA:1178:C:04’ 2.03 0.57
22:DA:1854:A:04’ 22:DA:2233:U:H4’ 2.05 0.57
32:DK:105:ARG:NH1 37:DP:34:GLU:HG3 2.19 0.57
35:DN:103:ARG:HB2 35:DN:110:MET:HE3 1.85 0.57
45:DX:2:SER:O 45:DX:4:VAL:N 2.37 0.57
1:AA:438:U:C2 1:AA:494:G:C6 2.92 0.57
1:AA:1031:C:C2’ 1:AA:1032:G:0P2 2.51 0.57
2:AB:200:ILE:O 2:AB:201:PRO:O 2.23 0.57
6:AF:3:HIS:H 6:AF:92:THR:HG23 1.69 0.57
12:AL:86:ARG:CZ 12:AL:88:LYS:HB3 2.34 0.57
22:BA:277:G:02’ 22:BA:361:G:N1 2.37 0.57
22:BA:1091:G:02’ 22:BA:1092:C:0P2 2.22 0.57
22:BA:1721:G:02’ 22:BA:1739:A:N6 2.37 0.57
22:BA:1845:G:OP1 24:BC:256:LYS:NZ 2.37 0.57
22:BA:1971:U:0P2 22:BA:1971:U:H4’ 2.04 0.57
22:BA:2611:C:0P2 57:BA:3540:HOH:O 2.17 0.57
22:BA:2683:C:02 32:BK:70:ARG:NH2 2.38 0.57
1:CA:1072:G:C5H 1:CA:1073:U:C4 2.93 0.57
3:CC:83:ASP:O 3:CC:85:GLU:N 2.38 0.57
7:CG:136:LYS:O 7:CG:140:ASP:HB2 2.04 0.57
12:CL:65:SER:HB2 12:CL:82:ILE:HD11 1.85 0.57
22:DA:1773:A:N3 22:DA:1978:A:C2 2.73 0.57
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Atom-1 Atom-2 distance (A) overlap (A)
22:DA:2296:U:H4’ 22:DA:2297:A:OP1 2.02 0.57
23:DB:106:G:H2’ 23:DB:107:G:04’ 2.04 0.57
29:DH:62:LEU:HD13 29:DH:62:LEU:C 2.25 0.57
46:DY:11:VAL:HA 46:DY:14:LEU:HB2 1.87 0.57
1:AA:11:G:C6 1:AA:12:U:C4 2.92 0.57
1:AA:108:G:06 20:AT:10:ARG:HG2 2.04 0.57
1:AA:496:A:C2 1:AA:497:G:C5H 2.92 0.57
1:AA:596:A:C6 1:AA:645:G:C2 2.92 0.57
22:BA:1917:U:02 22:BA:1918:A:04’ 2.22 0.57
22:BA:2191:A:C6 22:BA:2192:U:C4 2.92 0.57
22:BA:2324:U:H3’ 22:BA:2325:G:H5’ 1.84 0.57
22:BA:2495:G:02’ 22:BA:2496:C:HY’ 2.05 0.57
22:BA:2564:A:C6 22:BA:2565:A:C6 2.92 0.57
29:BH:117:LEU:CD2 29:BH:121:VAL:H 2.08 0.57
1:CA:406:G:C2 1:CA:407:U:C5 2.92 0.57
1:CA:412:A:HO2’ 1:CA:413:G:H4’ 1.68 0.57
1:CA:1323:G:H?’ 1:CA:1324:A:C8 2.39 0.57
18:CR:35:GLU:HB2 21:CU:19:PHE:CZ 2.40 0.57
22:DA:118:A:HT’ 22:DA:178:G:04’ 2.05 0.57
22:DA:301:G:C6 22:DA:317:G:C6 2.93 0.57
22:DA:1676:A:H2’ 22:DA:1677:A:04 2.04 0.57
22:DA:2004:G:C5 22:DA:2005:A:C8 2.92 0.57
22:DA:2056:G:C2 22:DA:2057:G:C8 2.92 0.57
22:DA:2790:U:H5’ 22:DA:2893:A:N7 2.20 0.57
22:DA:2836:U:H2’ 22:DA:2837:A:C8 2.39 0.57
25:DD:12:THR:HG21 37:DP:5:ILE:HG23 1.86 0.57
1:AA:79:G:N2 1:AA:91:U:04 2.36 0.57
1:AA:872:A:C8 1:AA:874:G:C8 2.93 0.57
1:AA:1313:U:04 19:AS:4:SER:HA 2.05 0.57
22:BA:116:C:N4 22:BA:117:G:C6 2.72 0.57
22:BA:539:G:ChH 22:BA:540:C:C5H 2.93 0.57
22:BA:1853:A:N1 22:BA:2087:G:H1’ 2.20 0.57
29:BH:95:GLY:HA2 29:BH:117:LEU:HD22 1.87 0.57
29:BH:132:PHE:CE2 29:BH:142:VAL:HG21 2.40 0.57
41:BT:64:LYS:HA 41:BT:79:ASP:OD1 2.04 0.57
42:BU:12:ILE:HG21 42:BU:80:ALA:HB2 1.87 0.57
1:CA:518:C:H4’ 1:CA:519:C:0¥5’ 2.03 0.57
1:CA:822:U:C2 1:CA:823:C:C5 2.93 0.57
1:CA:890:G:02’ 1:CA:891:U:OP2 2.21 0.57
1:CA:957:U:02 1:CA:959:A:C8 2.58 0.57
17:CQ:12:VAL:HG12 17:CQ:13:VAL:H 1.67 0.57
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Atom-1 Atom-2 distance (A) overlap (A)
19:CS:80:TYR:O 19:CS:81:ARG:CB 2.52 0.57
21:CU:37:PHE:HA 21:CU:40:LYS:HE3 1.85 0.57
22:DA:224:U:.C4 22:DA:225:C:ChH 2.93 0.57
22:DA:2585:U:02’ 22:DA:2586:U:05’ 2.21 0.57
25:DD:35:THR:O 25:DD:36:GLN:HB2 2.05 0.57
28:DG:89:LEU:HB2 28:DG:129: THR:HG22 1.85 0.57
1:AA:1323:G:H2’ 1:AA:1324:A:C8 2.40 0.57
2:AB:32:PHE:CG 2:AB:32:PHE:O 2.57 0.57
11:AK:126:LYS:C 21:AU:34:ARG:NH2 2.58 0.57
12:AL:44:LYS:HB2 12:AL:45:PRO:HD3 1.86 0.57
15:A0:64:ARG:NH2 15:A0:68:ASP:0D2 2.38 0.57
17:AQ:14:SER:HB3 17:AQ:22:VAL:CG1 2.35 0.57
22:BA:1190:G:OP1 33:BL:32:GLY:HA2 2.04 0.57
22:BA:2189:U:H2’ 22:BA:2190:G:04’ 2.04 0.57
22:BA:2794:C:H2’ 22:BA:2795:C:H6 1.70 0.57
28:BG:74:SER:HA 28:BG:77:ILE:HG13 1.85 0.57
29:BH:117:LEU:HD21 29:BH:121:VAL:CA 2.35 0.57
1:CA:577:G:C8 1:CA:816:A:N1 2.73 0.57
1:CA:1343:G:02’ 9:CI:123:ARG:HD2 2.04 0.57
5:CE:57:PRO:O 5:CE:60:ILE:HG13 2.04 0.57
12:CL:44:LYS:HB2 12:CL:45:PRO:HD3 1.87 0.57
18:CR:33:ILE:HA 18:CR:40:VAL:HG23 1.86 0.57
22:DA:320:A:H2’ 26:DE:131: THR:HG21 1.87 0.57
22:DA:1231:U:H2’ 22:DA:1232:G:C8 2.40 0.57
22:DA:1308:A:N6 22:DA:1309:G:C2 2.73 0.57
29:DH:117:LEU:HB3 29:DH:120:GLY:O 2.05 0.57
30:DI:5:VAL:HA 30:DI:8:TYR:CE1 2.40 0.57
36:DO:79:ALA:HA 36:D0O:115:LEU:HD22 1.86 0.57
1:AA:921:U:H2’ 1:AA:922:G:04’ 2.04 0.57
1:AA:1347:G:N2 1:AA:1373:G:H2’ 2.20 0.57
15:A0:61:SER:O 15:A0:65:LYS:HG3 2.05 0.57
22:BA:892:A:H2’ 22:BA:892:A:N3 2.20 0.57
22:BA:1429:G:02’ 22:BA:1430:G:H5’ 2.05 0.57
22:BA:1467:U:C4 22:BA:1546:G:C2 2.93 0.57
24:BC:15:HIS:O 24:BC:204:VAL:HG21 2.04 0.57
26:BE:12:LEU:HD23 26:BE:13: THR:N 2.20 0.57
33:BL:68:SER:O 33:BL:69:ARG:CB 2.52 0.57
53:B5:50:ILE:HG22 53:B5:51:ASP:N 2.19 0.57
1:CA:484:G:C5 1:CA:486:U:H1’ 2.39 0.57
20:CT:43:ASP:HB3 20:CT:46:ALA:HB3 1.86 0.57
21:CU:24:GLU:HA 21:CU:28:VAL:HG22 1.87 0.57
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Atom-1 Atom-2 distance (A) overlap (A)
22:DA:161:A:C3’ 22:DA:162:U:H5” 2.34 0.57
22:DA:697:G:C2 22:DA:766:U:02 2.58 0.57
22:DA:1428:C:C4 22:DA:1569:A:H5” 2.40 0.57
22:DA:2308:G:C5H’ 22:DA:2309:A:0P2 2.53 0.57
23:DB:81:G:C6 23:DB:82:U:C4 2.93 0.57
37:DP:91:ALA:HB2 37:DP:113:ARG:HA 1.87 0.57
46:DY:41:HIS:O 46:DY:45:GLN:HG2 2.04 0.57
1:AA:8:A:N6 4:AD:202:GLU:O 2.38 0.57
1:AA:568:G:N3 1:AA:569:C:ChH 2.73 0.57
1:AA:820:U:H4’ 1:AA:821:G:OP2 2.05 0.57
1:AA:1425:U0:02’ 1:AA:1426:G:H5’ 2.04 0.57
17:AQ:17:MET:SD 17:AQ:17:MET:N 2.77 0.57
22:BA:1405:U:H2’ 22:BA:1406:U:C6 2.40 0.57
22:BA:2771:C:H2’ 22:BA:2772:C:H6 1.69 0.57
27:BF:2:ALA:O 27:BF:3:LYS:C 2.43 0.57
28:BG:11:VAL:CG2 28:BG:11:VAL:O 2.53 0.57
30:BI:18:ALA:O 30:BI:19:ASN:HB3 2.05 0.57
1:CA:562:U:OP2 12:CL:14:ARG:NH2 2.38 0.57
1:CA:1072:G:C6 1:CA:1073:U:C4 2.93 0.57
7:CG:88:PRO:HD2 7:CG:151:PHE:O 2.05 0.57
15:CO:19:ALA:O 15:C0O:20:ASN:CB 2.52 0.57
22:DA:897:C:H2’ 22:DA:898:C:C6 2.40 0.57
22:DA:981:A:N1 22:DA:2027:G:02’ 2.32 0.57
22:DA:1606:C:02’ 22:DA:1607:C:0OP2 2.23 0.57
22:DA:2093:G:C6 22:DA:2225:A:C8 2.93 0.57
22:DA:2115:G:02’ 22:DA:2117:A:N6 2.38 0.57
22:DA:2615:U:C2 48:D0:4:GLN:HA 2.40 0.57
31:DJ:64:VAL:HG11 31:DJ:89:PHE:CZ 2.40 0.57
1:AA:1418:A:N1 22:BA:1948:G:02’ 2.38 0.56
1:AA:1520:C:C2 1:AA:1521:C:C5 2.93 0.56
11:AK:126:LYS:O 21:AU:34:ARG:NE 2.38 0.56
19:AS:36:ARG:NH2 19:AS:75:ALA:O 2.38 0.56
22:BA:197:A:C6 22:BA:198:C:C2 2.93 0.56
22:BA:1840:G:C2 22:BA:1841:U:C2 2.92 0.56
22:BA:2051:A:H4’ 22:BA:2052:A:0P1 2.05 0.56
22:BA:2318:G:C6 22:BA:2319:G:N1 2.72 0.56
22:BA:2564:A:C5 22:BA:2565:A:C6 2.93 0.56
22:BA:2638:G:02’ 22:BA:2775:G:N2 2.36 0.56
23:BB:91:C:0P2 34:BM:18:ARG:HG2 2.04 0.56
24:BC:7:LYS:HB3 24:BC:8:PRO:CD 2.35 0.56
35:BN:49:GLU:OE2 35:BN:95: THR:HG22 2.05 0.56
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Atom-1 Atom-2 distance (A) overlap (A)
46:BY:6:LEU:HD13 46:BY:56:LEU:HD22 1.86 0.56
1:CA:1198:G:OP1 57:CA:1835:HOH:O 2.17 0.56
5:CE:81:LEU:CD1 5:CE:120:VAL:HG11 2.35 0.56
7:CG:5:ARG:NE 7:CG:5:ARG:HA 2.20 0.56
17:CQ:19:LYS:HD3 17:CQ:49:GLU:HA 1.86 0.56
22:DA:55:G:C2 22:DA:56:A:C8 2.93 0.56
22:DA:341:C:H2’ 22:DA:342:A:C8 2.40 0.56
22:DA:674:G:HY1’ 26:DE:69:ARG:CD 2.35 0.56
22:DA:2469:A:02’ 34:DM:55:ARG:NH2 2.38 0.56
22:DA:2704:C:H2’ 22:DA:2705:A:04’ 2.04 0.56
24:DC:68:LYS:HG2 24:DC:151:GLY:HA2 1.86 0.56
30:DI:20:PRO:HB2 30:DI:23:PRO:HD2 1.86 0.56
1:AA:109:A:C6 1:AA:326:G:C6 2.93 0.56
1:AA:194:C:OP1 57:AA:1880:HOH:O 2.18 0.56
1:AA:600:A:H2’ 1:AA:601:G:C8 2.39 0.56
1:AA:665:A:H2’ 1:AA:732:C:02 2.05 0.56
1:AA:960:U:02’ 1:AA:1223:C:C5’ 2.52 0.56
1:AA:1277:C:HO2’ 1:AA:1279:G:HS8 1.52 0.56
1:AA:1319:A:C8 1:AA:1323:G:C5 2.92 0.56
4:AD:150:LYS:O 4:AD:151:LYS:C 2.43 0.56
13:AM:25:VAL:HG12 13:AM:29:ARG:HB3 1.87 0.56
15:A0:89:ARG:NH1 22:BA:714:U:C6 2.73 0.56
22:BA:1078:U:HY’ 22:BA:1088:A:C2 2.40 0.56
22:BA:1142:A:C4 22:BA:1144:A:C8 2.93 0.56
22:BA:1334:G:C6 22:BA:1335:C:C4 2.93 0.56
22:BA:1510:G:H2’ 22:BA:1511:G:04’ 2.05 0.56
22:BA:2800:A:H3’ 22:BA:2801:G:C5’ 2.33 0.56
30:BI:116:ASP:0O 30:BI:117:MET:HB2 2.05 0.56
1:CA:552:U:C2 1:CA:553:A:C8 2.92 0.56
1:CA:1431:A:C6 1:CA:1432:G:C6 2.92 0.56
20:CT:67:ILE:HD11 20:CT:71:LYS:HD3 1.87 0.56
22:DA:584:C:N4 57:DA:3282:HOH:O 2.38 0.56
22:DA:729:G:0OP2 24:DC:207:-LYS:NZ 2.36 0.56
22:DA:956:G:06 34:DM:14:LYS:NZ 2.38 0.56
22:DA:1428:C:C5H 22:DA:1569:A:H5” 2.40 0.56
22:DA:1581:G:C5H 22:DA:1582:C:C4 2.93 0.56
22:DA:2345:G:H5’ 22:DA:2347.C:04’ 2.05 0.56
1:AA:196:A:N3 1:AA:222:C:HT’ 2.20 0.56
1:AA:430:A:0P1 4:AD:9:LEU:HB2 2.05 0.56
1:AA:946:A:C2 1:AA:1236:A:C2 2.93 0.56
1:AA:1226:C:02’ 13:AM:110:LYS:NZ 2.38 0.56
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Atom-1 Atom-2 distance (A) overlap (A)
1:AA:1517:G:HT’ 22:BA:1919:A:03’ 2.04 0.56
2:AB:15:HIS:HB2 2:AB:209:ALA:HB2 1.87 0.56
4:AD:197:GLU:N 4:AD:197:GLU:OE2 2.38 0.56
5:AE:83:HIS:HB2 5:AE:84:PRO:HD2 1.87 0.56
7:AG:47:LEU:O 7:AG:51:ALA:HB2 2.05 0.56
9:Al:19:VAL:HA 9:AL:65:ILE:HG22 1.88 0.56
10:AJ:36:VAL:HG23 10:AJ:76:ILE:HG23 1.86 0.56
22:BA:195:A:C5 22:BA:198:C:H5 2.23 0.56
22:BA:205:G:02’ 22:BA:206:U:P 2.63 0.56
22:BA:585:G:ChH’ 22:BA:586:A:0P1 2.53 0.56
22:BA:1014:A:C4 22:BA:1149:G:N2 2.73 0.56
22:BA:1073:A:H3’ 22:BA:1074:G:H5’ 1.85 0.56
22:BA:1156:A:C8 38:BQ:51:ARG:HG2 2.40 0.56
22:BA:1176:U:H2’ 22:BA:1177:G:N9 2.20 0.56
22:BA:1266:G:02’ 22:BA:2012:G:06 2.15 0.56
22:BA:1426:G:H1’ 22:BA:1572:A:N6 2.19 0.56
22:BA:2267:A:H5” 22:BA:2268:A:H5’ 1.87 0.56
22:BA:2502:G:C5’ 22:BA:2503:A:C5’ 2.84 0.56
22:BA:2888:C:02 22:BA:2888:C:H2’ 2.05 0.56
24:BC:121:ASP:O 24:BC:122:ALA:O 2.23 0.56
32:BK:116:ILE:HD12 32:BK:117:SER:N 2.19 0.56
34:BM:4:PRO:HG3 34:BM:70:ASP:HA 1.87 0.56
39:BR:49:1LE:CG2 39:BR:53:PHE:N 2.65 0.56
1:CA:1202:U:H2’ 1:CA:1203:C:04’ 2.04 0.56
1:CA:1337:G:H5” 1:CA:1338:G:OP1 2.05 0.56
2:CB:15:HIS:C 2:CB:15:HIS:ND1 2.57 0.56
2:CB:91:PHE:O 2:CB:150:GLY:HA3 2.05 0.56
15:CO:25:THR:HG23 15:CO:66:LEU:HD12 1.86 0.56
18:CR:58:ALA:O 18:CR:61:ARG:N 2.38 0.56
22:DA:377:G:ChH 22:DA:378:C:ChH 2.94 0.56
22:DA:420:C:H2’ 22:DA:421:C:C6 2.40 0.56
22:DA:483:A:HT’ 42:DU:45:HIS:HB2 1.87 0.56
22:DA:987:C:H2’ 22:DA:988:A:04’ 2.05 0.56
22:DA:1666:G:03’ 32:DK:6: THR:HG23 2.04 0.56
22:DA:1682:G:N3 22:DA:1757:A:H1’ 2.20 0.56
22:DA:1826:G:C6 22:DA:1827:U:C4 2.94 0.56
22:DA:1831:G:N2 22:DA:1975:G:C4 2.74 0.56
22:DA:1973:G:ChH 22:DA:1974:C:C4 2.94 0.56
22:DA:2131:U:H5’ 22:DA:2132:U:H5” 1.88 0.56
22:DA:2514:U:H2’ 22:DA:2515:C:C6 2.40 0.56
24:DC:31:ALA:HB3 24:DC:32:PRO:HD3 1.87 0.56
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
24:DC:87:ARG:HB3 24:DC:87:ARG:NH1 2.20 0.56
26:DE:48: THR:O 26:DE:52:VAL:HG23 2.05 0.56
27:DF:126:GLY:HA2 27:DF:163:ASP:HA 1.87 0.56
33:DL:77:ILE:HD11 33:DL:101:ILE:HG21 1.86 0.56
36:D0:53: THR:O 36:D0O:59:ALA:HB2 2.05 0.56
43:DV:14:LYS:HD3 43:DV:18:ARG:NH2 2.20 0.56
1:AA:100:G:N7 1:AA:101:A:N7 2.53 0.56
1:AA:107:G:H2’ 1:AA:108:G:H5” 1.87 0.56
1:AA:1182:G:C4’ 1:AA:1183:U:H5’ 2.34 0.56
1:AA:1435:G:H2’ 1:AA:1436:U:C6 2.41 0.56
4:AD:198:HIS:CE1 4:AD:199:LEU:HD23 2.41 0.56
6:AF:81:ASN:O 6:AF:84:VAL:HG12 2.05 0.56
10:AJ:11:LYS:HG3 10:AJ:97:ASP:HB3 1.85 0.56
15:A0:4:SER:O 15:A0:8: THR:HG23 2.05 0.56
19:AS:44:-MET:HA 19:AS:47:-LEU:HD12 1.88 0.56
35:BN:78:LYS:C 35:BN:79:LEU:O 2.41 0.56
38:BQ:57:PHE:O 38:BQ:60:LEU:N 2.38 0.56
43:BV:1:MET:SD 43:BV:1:MET:C 2.83 0.56
1:CA:1309:G:C6 1:CA:1329:A:C2 2.94 0.56
8:CH:9:ASP:0OD2 8:CH:13:ARG:NH1 2.38 0.56
9:CI:120:LYS:CG 9:CI:123:ARG:HB3 2.35 0.56
13:CM:10:PRO:O 13:CM:11:ASP:CB 2.53 0.56
22:DA:781:A:H2’ 22:DA:1777:U:02’ 2.06 0.56
22:DA:893:C:H2’ 22:DA:894:U.04’ 2.04 0.56
22:DA:1206:G:C6 22:DA:1207:C:C4 2.93 0.56
22:DA:1654:A:02’ 25:DD:118:PHE:O 2.20 0.56
22:DA:2503:A:HS 55:DA:3001:VIF:C10 2.18 0.56
22:DA:2571:U:C4 22:DA:2574:G:C8 2.93 0.56
22:DA:2898:U:H2’ 22:DA:2899:A:C8 2.41 0.56
29:DH:21:VAL:HG22 29:DH:22:LYS:N 2.19 0.56
1:AA:935:A:C2 1:AA:936:C:C2 2.92 0.56
1:AA:982:U:H4’ 1:AA:983:A:H5’ 1.88 0.56
13:AM:66:GLU:O 13:AM:68:ASP:N 2.39 0.56
14:AN:68:GLY:O 14:AN:69:ARG:C 2.43 0.56
17:AQ:69:LYS:O 17:AQ:70:THR:HB 2.05 0.56
21:AU:12:PHE:N 21:AU:12:PHE:CD2 2.74 0.56
22:BA:322:A:C5H 22:BA:340:A:C2 2.94 0.56
24:BC:3:VAL:HG12 24:BC:19:VAL:HG22 1.88 0.56
45:BX:7:VAL:HG23 45:BX:51:VAL:HG12 1.87 0.56
1:CA:159:G:N2 1:CA:162:A:0P2 2.39 0.56
1:CA:716:A:N3 11:CK:119:ASN:O 2.39 0.56
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Atom-1 Atom-2 distance (A) overlap (A)
1:CA:1118:U:0OP1 9:CI:11:ARG:NH1 2.39 0.56
1:CA:1361:G:C2 1:CA:1362:A:N7 2.73 0.56
2:CB:210:VAL:CG2 2:CB:211:THR:N 2.68 0.56
3:CC:40:ARG:HG2 3:CC:55:ILE:HD11 1.88 0.56
19:CS:63: THR:HG22 19:CS:64:ASP:N 2.20 0.56
22:DA:1855:U:C5 22:DA:1856:U:C5 2.93 0.56
28:DG:19:ILE:O 28:DG:21:GLY:N 2.39 0.56
29:DH:83:LYS:N 29:DH:149:GLU:HG2 2.20 0.56
30:DI:6:GLN:O 30:DI:7:ALA:HB2 2.06 0.56
39:DR:81:LYS:N 39:DR:81:LYS:CD 2.69 0.56
47:D7Z:3:LYS:0O 47:.D7Z:4:THR:O 2.23 0.56
51:D3:4:1LE:HG21 51:D3:63:PRO:HG3 1.88 0.56
1:AA:1374:A:N3 1:AA:1375:A:C8 2.74 0.56
12:AL:86:ARG:NE 12:AL:88:LYS:HB3 2.20 0.56
22:BA:404:A:C8 22:BA:406:G:C6 2.93 0.56
22:BA:1536:C:H4’ 22:BA:1537:G:H5” 1.87 0.56
22:BA:1720:U:H2’ 22:BA:1721:G:04’ 2.05 0.56
22:BA:2800:A:C2 22:BA:2895:G:H1’ 2.41 0.56
25:BD:38:LYS:O 25:BD:46:ARG:HA 2.05 0.56
37:BP:113:ARG:O 37:BP:114:.LEU:HG 2.05 0.56
51:B3:45:ARG:N 51:B3:46:PRO:HD2 2.20 0.56
1:CA:1302:C:Ch 13:CM:17:ILE:HD13 2.41 0.56
5:CE:82:GLN:OE1 5:CE:150:PRO:HD3 2.05 0.56
17:CQ:14:SER:C 17:CQ:17-MET:HE1 2.26 0.56
22:DA:2311:A:02’ 22:DA:2312:U:0OP1 2.21 0.56
24:DC:10:SER:O 24:DC:13:ARG:HB3 2.05 0.56
24:DC:121:ASP:OD1 24:DC:121:ASP:N 2.35 0.56
1:AA:923:A:04° 1:AA:1398:A:C2 2.58 0.56
1:AA:1141:C:02’ 1:AA:1142:G:P 2.63 0.56
1:AA:1375:A:C5H 1:AA:1376:U:C5H 2.93 0.56
1:AA:1377:A:02’ 7:AG:2:PRO:HB3 2.04 0.56
2:AB:126:PHE:CD2 2:AB:126:PHE:N 2.73 0.56
4:AD:58:LYS:HG2 4:AD:203:LEU:HD22 1.86 0.56
12:AL:51:LYS:HD3 12:AL:51:LYS:N 2.21 0.56
22:BA:1056:G:H4’ 22:BA:1086:A:C8 2.41 0.56
22:BA:1219:U:H2’ 22:BA:1220:G:C8 2.41 0.56
22:BA:1301:A:C4 22:BA:1303:G:C8 2.94 0.56
22:BA:2311:A:C2 27:BF:85:ILE:HD11 2.41 0.56
23:BB:42:C:C5 27:BF:66:LEU:HD22 2.40 0.56
30:BI:67:PHE:CD2 30:BI:67:PHE:N 2.74 0.56
39:BR:68:ARG:NH1 39:BR:90:ARG:HD3 2.20 0.56
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Atom-1 Atom-2 distance (A) overlap (A)
44:BW:41:ARG:HH11 44:BW:41:ARG:HG3 1.70 0.56
1:CA:804:U:H5” 1:CA:805:C:0OP2 2.05 0.56
1:CA:1077:G:N2 1:CA:1080:A:0P2 2.37 0.56
2:CB:119:THR:O 2:CB:120:GLN:CB 2.54 0.56
2:CB:206:ALA:O 2:CB:207:ILE:C 2.42 0.56
3:CC:72:ARG:HB3 3:CC:75:ILE:HG22 1.88 0.56
15:C0O:18:ASP:C 15:C0O:18:ASP:OD1 2.44 0.56
20:CT:74:ARG:O 20:CT:78:ASN:OD1 2.24 0.56
22:DA:777:G:N7 22:DA:793:A:H2 2.02 0.56
22:DA:1820:U:OP1 24:DC:177:ARG:HG2 2.06 0.56
22:DA:1965:C:OP1 22:DA:1966:A:C2’ 2.54 0.56
22:DA:2550:G:06 22:DA:2551:C:N4 2.38 0.56
27:DF:5:HIS:HB2 27:DF.97:TRP:CG 2.41 0.56
31:DJ:64:VAL:CG1 31:DJ:89:PHE:CZ 2.89 0.56
43:DV:41:GLU:C 43:DV:42:LEU:HD23 2.26 0.56
3:AC:97:VAL:HB 3:AC:98:PRO:CD 2.36 0.56
21:AU:25:LYS:HD2 21:AU:26:ALA:N 2.21 0.56
22:BA:587:C:C6 22:BA:671:C:H1’ 2.41 0.56
22:BA:1139:G:02’ 22:BA:1140:C:HY’ 2.06 0.56
22:BA:1171:G:C5 22:BA:1172:C:C4 2.94 0.56
22:BA:1356:G:C2 22:BA:1357:C:C2 2.94 0.56
22:BA:1916:A:N3 22:BA:1917:U:H1’ 2.21 0.56
22:BA:2204:G:05’ 24:BC:150:LYS:HE3 2.05 0.56
22:BA:2296:U:H4’ 22:BA:2297:A:OP1 2.06 0.56
22:BA:2452:C:C4 22:BA:2453:A:C6 2.94 0.56
28:BG:96:ALA:HB2 28:BG:105:LEU:HD23 1.88 0.56
30:BI:22:PRO:HB2 30:BI:23:PRO:HD3 1.87 0.56
30:BI:72:LYS:CD 30:BI:72:LYS:N 2.69 0.56
37:BP:31: TRP:CD2 37:BP:40:LEU:CD1 2.89 0.56
41:BT:2:ILE:HG12 41:BT:7:LEU:HD11 1.88 0.56
53:B5:213:VAL:O 53:B5:214:TYR:CB 2.53 0.56
1:CA:211:G:02’ 1:CA:212:G:C4’ 2.53 0.56
1:CA:371:A:HT’ 1:CA:482:A:H1’ 1.86 0.56
1:CA:511:C:C2 1:CA:512:U:C5 2.94 0.56
8:CH:78:VAL:N 8:CH:126:ILE:O 2.38 0.56
22:DA:197:A:H2’ 22:DA:197:A:N3 2.21 0.56
22:DA:411:G:0OP2 22:DA:2406:A:02’ 2.19 0.56
22:DA:747:U.ChH 22:DA:2613:U:C5H 2.93 0.56
22:DA:1009:A:02’ 22:DA:1153:C:H4’ 2.06 0.56
22:DA:1773:A:N7 22:DA:1829:A:H1’ 2.21 0.56
22:DA:2521:C:C2 22:DA:2545:G:N2 2.74 0.56
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Atom-1 Atom-2 distance (A) overlap (A)

22:DA:2552:U:C2 22:DA:2554:U:C5’ 2.89 0.56
26:DE:5:LEU:O 26:DE:7:ASP:N 2.38 0.56
30:DI:57:VAL:HG22 30:DI:58:VAL:N 2.21 0.56
1:AA:108:G:C6 20:AT:10:ARG:HG2 2.41 0.56
1:AA:276:G:OP1 17:AQ:17:MET:HE2 2.06 0.56
1:AA:775:G:02’ 1:AA:776:G:H5’ 2.06 0.56
1:AA:1032:G:H3’ 1:AA:1033:G: 04’ 2.06 0.56
1:AA:1311:A:C2 1:AA:1327:C:N3 2.74 0.56
2:AB:126:PHE:N 2:AB:126:PHE:HD2 2.04 0.56
6:AF:38:ARG:HB3 6:AF:63:ASN:HB2 1.88 0.56
10:AJ:51:VAL:O 10:AJ:62:ARG:HA 2.06 0.56
10:AJ:65:TYR:CB 14:AN:96:LEU:HD11 2.36 0.56
17:AQ:10:GLY:HA3 17:AQ:24:ALA:O 2.06 0.56
22:BA:528:A:H2 22:BA:2043:C:HY’ 1.69 0.56
22:BA:1073:A:C3’ 22:BA:1074:G:C5’ 2.79 0.56
22:BA:1494:A:C2 22:BA:1495:A:C4 2.94 0.56
22:BA:1651:G:OP1 35:BN:40:LYS:HE3 2.06 0.56
22:BA:1941:C:C4 22:BA:1942:C:C4 2.94 0.56
22:BA:2032:G:C8 57:BA:3534:HOH:O 2.58 0.56
25:BD:4:LEU:HD23 25:BD:101:PHE:CE1 2.41 0.56
28:BG:69:ARG:C 28:BG:69:ARG:HD3 2.27 0.56
29:BH:40:THR:OG1 29:BH:43:ASN:OD1 2.24 0.56
30:BI:100:LYS:HB3 30:BI:139:VAL:HB 1.88 0.56
1:CA:242:G:N2 1:CA:285:C:C2 2.74 0.56
1:CA:302:G:02’ 1:CA:556:C:H5” 2.05 0.56
1:CA:337:G:H2’ 1:CA:338:A:C8 2.41 0.56
5:CE:36:LEU:HD21 5:CE:137:VAL:HG11 1.87 0.56
12:CL:21:VAL:N 12:CL:22:PRO:HD3 2.21 0.56
22:DA:569:U:H5” 22:DA:821:A:C2 2.41 0.56
22:DA:607:U:H5 22:DA:619:G:C4 2.24 0.56
22:DA:1152:C:H3’ 57:DA:3360:HOH:O 2.05 0.56
22:DA:1206:G:C5 22:DA:1207:C:C5H 2.94 0.56
22:DA:1297:C:02’ 22:DA:1302:A:N1 2.36 0.56
22:DA:1359:A:C2 22:DA:1360:G:H1’ 2.41 0.56
38:DQ:94:ILE:HD13 39:DR:11:GLN:HB2 1.87 0.56
52:D4:16:ILE:HD13 52:D4:25:VAL:HG22 1.86 0.56
1:AA:137:U:H1’ 1:AA:227:G:N2 2.21 0.56
1:AA:1168:U:02 1:AA:1168:U:H2’ 2.06 0.56
4:AD:123:ILE:N 4:AD:123:ILE:CD1 2.68 0.56
5:AE:50:TYR:CE2 5:AE:134:ILE:HD11 2.40 0.56
7:AG:73:VAL:HG12 7:AG:90:GLU:HG3 1.87 0.56
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Atom-1 Atom-2 distance (A) overlap (A)
7:AG:146:GLU:O 7:AG:149:LYS:HB3 2.05 0.56
13:AM:107:ARG:HG2 | 13:AM:107:ARG:HH11 1.70 0.56
16:AP:51:ARG:HH11 16:AP:51:ARG:CG 2.19 0.56
21:AU:25:LYS:HD2 21:AU:26:ALA:H 1.70 0.56
22:BA:1452:G:C4 22:BA:2702:G:C6 2.94 0.56
28:BG:10:VAL:O 28:BG:10: VAL:HG13 2.06 0.56
30:BI:122:ILE:O 30:BI:122:1ILE:HG22 2.06 0.56
37:BP:14:LYS:HE3 37:BP:77:HIS:HA 1.88 0.56
53:B5:204:GLY:O 53:B5:205:ALA:HB3 2.04 0.56
1:CA:1074:G:H4’ 2:CB:103:ASN:CB 2.35 0.56
1:CA:1295:U:H2’ 1:CA:1296:C:C6 2.41 0.56
2:CB:134:ALA:O 2:CB:138:THR:N 2.38 0.56
6:CF:86:ARG:CG 6:CF:86:ARG:HH11 2.19 0.56
6:CF:97: THR:O 6:CF:98:GLU:CB 2.54 0.56
12:CL:25:GLU:O 12:CL:26:ALA:C 2.41 0.56
22:DA:242:G:H5” 51:D3:64:TYR:CZ 2.40 0.56
22:DA:491:G:C6 22:DA:492:A:C6 2.93 0.56
22:DA:547:A:H3’ 22:DA:548:G:HY’ 1.88 0.56
22:DA:635:C:02’ 22:DA:639:U:H5” 2.05 0.56
22:DA:1312:U:C2 22:DA:1603:A:C2 2.94 0.56
22:DA:2831:G:OP1 25:DD:56:LYS:NZ 2.35 0.56
28:DG:133:LEU:O 28:DG:133:LEU:HD12 2.05 0.56
32:DK:118:LEU:O 32:DK:119:ALA:HB3 2.05 0.56
50:D2:16:HIS:HB3 50:D2:21:ARG:NH1 2.21 0.56
1:AA:381:C:H2’ 1:AA:382:A:04 2.06 0.55
1:AA:1179:A:H2’ 1:AA:1180:A:04’ 2.05 0.55
1:AA:1356:G:H2’ 1:AA:1357:A:C8 2.41 0.55
2:AB:50:PHE:HA 2:AB:53:ALA:HB3 1.87 0.55
3:AC:140:ASN:HA 3:AC:143:ARG:CB 2.35 0.55
7:AG:147:ALA:O 11:AK:61:PHE:CD1 2.59 0.55
8:AH:10:MET:HE1 8:AH:33:LYS:HA 1.88 0.55
10:AJ:53:ILE:HD11 14:AN:85:ARG:NH1 2.21 0.55
12:AL:59:ASN:C 12:AL:59:ASN:OD1 2.44 0.55
22:BA:545:U:H2’ 22:BA:546:U:03’ 2.06 0.55
22:BA:894:U:H2’ 22:BA:895:U:C6 2.41 0.55
22:BA:1808:A:N1 45:BX:28:ARG:HD2 2.22 0.55
22:BA:2673:G:N3 22:BA:2674:G:C8 2.74 0.55
25:BD:151: THR:HG22 25:BD:152:PRO:CD 2.36 0.55
28:BG:40:ALA:HB2 28:BG:58: TYR:CG 2.41 0.55
1:CA:411:A:C5 1:CA:429:U:C5 2.94 0.55
1:CA:1377:A:C5H 7:CG:7:ILE:HD12 2.41 0.55
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Atom-1 Atom-2 distance (A) overlap (A)
1:CA:1481:U:H2’ 1:CA:1482:G:C8 2.40 0.55
10:CJ:80:THR:O 10:CJ:84:VAL:HB 2.06 0.55
22:DA:511:U:04 22:DA:512:G:N1 2.38 0.55
22:DA:1179:G:ChH 22:DA:1180:U:H1’ 2.40 0.55
22:DA:1272:A:C5 22:DA:1618:A:H1’ 2.42 0.55
23:DB:14:U:02 23:DB:14:U:.C2’ 2.54 0.55
28:DG:27:LYS:HG3 28:DG:27:LYS:O 2.06 0.55
50:D2:18:PHE:O 50:D2:19:ARG:C 2.44 0.55
1:AA:1145:A:02’ 1:AA:1146:A:P 2.65 0.55
2:AB:61:ALA:HA 2:AB:65:GLY:CA 2.37 0.55
2:AB:67:ILE:O 2:AB:68:LEU:HB2 2.07 0.55
4:AD:32:CYS:SG 4:AD:33:LYS:N 2.79 0.55
6:AF:68:GLN:HA 6:AF:71:ILE:CG2 2.36 0.55
22:BA:26:G:C6 22:BA:27:G:N1 2.75 0.55
22:BA:593:U:H2’ 22:BA:594:U:C6 2.40 0.55
22:BA:614:A:HO2’ 22:BA:615:U:P 2.25 0.55
22:BA:1008:A:N6 22:BA:1136:G:C6 2.74 0.55
22:BA:1131:G:C8 31:BJ:77:HIS:CE1 2.94 0.55
22:BA:1467:U:C4 22:BA:1546:G:N2 2.74 0.55
22:BA:1528:A:H2’ 22:BA:1529:G:04’ 2.06 0.55
22:BA:1587:G:C4 22:BA:1588:G:C8 2.95 0.55
22:BA:2566:A:N1 32:BK:28:SER:OG 2.36 0.55
26:BE:44:ARG:HG2 26:BE:45:ALA:N 2.21 0.55
33:BL:109:LYS:HG2 33:BL:126:ARG:CB 2.35 0.55
39:BR:68:ARG:CZ 39:BR:90:ARG:HD3 2.37 0.55
1:CA:68:G:C6 1:CA:69:G:H1’ 2.41 0.55
1:CA:833:G:C5H 1:CA:834:U:C5 2.94 0.55
1:CA:987:G:C6 1:CA:988:G:ChH 2.94 0.55
2:CB:102: THR:O 2:CB:103:ASN:HB3 2.06 0.55
5:CE:25:VAL:O 5:CE:28:GLY:N 2.39 0.55
22:DA:1651:G:N2 22:DA:2007:U:02 2.39 0.55
22:DA:1826:G:02’ 22:DA:1971:U:OP2 2.24 0.55
32:DK:92:GLU:O 32:DK:93:GLN:HB2 2.05 0.55
1:AA:15:G:H4’ 5:AE:29:ARG:NH1 2.22 0.55
1:AA:1201:A:HT’ 1:AA:1202:U:OP2 2.06 0.55
1:AA:1286:U:H2’ 1:AA:1286:U:02 2.05 0.55
10:AJ:73:LEU:O 10:AJ:74:VAL:HB 2.06 0.55
21:AU:14:VAL:HG13 21:AU:16:LEU:HD21 1.88 0.55
22:BA:1141:U:0P2 31:BJ:65:THR:HG21 2.06 0.55
22:BA:1508:A:H4’ 22:BA:1508:A:0P1 2.06 0.55
22:BA:1905:C:H2’ 22:BA:1930:G:C8 2.42 0.55
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Atom-1 Atom-2 distance (A) overlap (A)
22:BA:1911:U:H2’ 22:BA:1918:A:C2 2.42 0.55
22:BA:2478:A:H5’ 52:B4:32:LYS:CD 2.32 0.55
22:BA:2688:G:C8 22:BA:2719:G:C6 2.94 0.55
29:BH:91:PHE:HB3 1:CA:55:A:N3 2.21 0.55
35:BN:24:MET:SD 35:BN:44:LEU:HD22 2.46 0.55
36:BO:30:ARG:HG2 36:BO:31:THR:N 2.21 0.55
47:B7:35: THR:HG22 47:B7:36:VAL:N 2.21 0.55
1:CA:158:G:H2’ 1:CA:159:G:H5” 1.87 0.55
1:CA:200:G:C3’ 1:CA:201:G:H5” 2.36 0.55
2:CB:27:MET:SD 2:CB:193:PRO:HD3 2.47 0.55
5:CE:75:ALA:O 5:CE:147:MET:HE2 2.06 0.55
20:CT:5:LYS:O 20:CT:7:ALA:N 2.39 0.55
22:DA:42:A:C2 22:DA:438:G:C2 2.94 0.55
22:DA:153:U:H2’ 22:DA:154:U:C6 2.42 0.55
22:DA:188:G:C6 22:DA:189:G:C4 2.95 0.55
22:DA:279:A:N6 22:DA:361:G:02’ 2.38 0.55
22:DA:547:A:H3’ 22:DA:548:G:CH’ 2.34 0.55
22:DA:674:G:C1’ 26:DE:69:ARG:HD3 2.37 0.55
22:DA:1415:U:H2’ 22:DA:1416:G:H4’ 1.89 0.55
22:DA:2164:C:H2’ 22:DA:2165:C:C5H 2.42 0.55
22:DA:2611:C:0P2 57:DA:3538:HOH:O 2.17 0.55
40:DS:33:LEU:HD21 40:DS:52:GLU:HG3 1.88 0.55
1:AA:316:C:C2 1:AA:317:U:C5H 2.94 0.55
1:AA:609:A:N7 57:AA:1852:HOH:O 2.33 0.55
1:AA:1072:G:C5 1:AA:1073:U:C4 2.94 0.55
1:AA:1491:G:H5” 12:AL:43:LYS:HG3 1.88 0.55
2:AB:71:GLY:HA2 2:AB:164:ILE:HG22 1.88 0.55
2:AB:140:GLU:O 2:AB:144:LEU:HG 2.07 0.55
2:AB:147:SER:O 2:AB:148:LEU:HB2 2.06 0.55
11:AK:76:GLU:N 11:AK:76:GLU:CD 2.59 0.55
11:AK:76:GLU:CA 22:BA:2141:G:OP1 2.54 0.55
11:AK:102:ALA:O 11:AK:103:ALA:C 2.44 0.55
12:AL:74:LEU:HD21 12:AL:104:CYS:HA 1.87 0.55
13:AM:90:ARG:NH1 13:AM:95:LEU:HB2 2.21 0.55
22:BA:1169:A:H2’ 22:BA:1170:C:04’ 2.07 0.55
22:BA:1607:C:N4 22:BA:1622:G:C8 2.74 0.55
22:BA:2193:G:02’ 22:BA:2194:U:H5’ 2.06 0.55
22:BA:2412:A:H5” 22:BA:2413:G:OP2 2.07 0.55
25:BD:101:PHE:HE2 25:BD:203:VAL:CG1 2.20 0.55
29:BH:86:ASP:O 29:BH:87:GLU:CB 2.53 0.55
42:BU:72:1ILE:HD13 42:BU:83:VAL:CG2 2.36 0.55
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Atom-1 Atom-2 distance (A) overlap (A)
3:CC:179:ARG:O 3:CC:206:GLU:O 2.24 0.55
14:CN:41:ARG:HG2 14:CN:42:TRP:N 2.20 0.55
24:DC:145:GLU:HG2 24:DC:152:GLY:N 2.22 0.55
26:DE:149:ILE:HG23 26:DE:188:MET:HG2 1.89 0.55
51:D3:31:HIS:ND1 51:D3:32:ILE:HG13 2.20 0.55
1:AA:1508:A:H2’ 1:AA:1509:C:04’ 2.06 0.55
3:AC:7:PRO:HG2 3:AC:184:TYR:CD1 2.42 0.55
5:AE:72:ILE:HD13 5:AE:145:GLU:CD 2.27 0.55
9:AI:22:LYS:NZ 9:AL:62:ASP:OD2 2.39 0.55
9:AI:90:TYR:O 9:AI:91:ASP:CB 2.55 0.55
18:AR:22:ASP:0OD2 18:AR:24:LYS:N 2.38 0.55
21:AU:34:ARG:CZ 21:AU:35:ARG:HB2 2.36 0.55
22:BA:29:U:H2’ 22:BA:30:G:C8 2.41 0.55
22:BA:591:U:HO2’ 51:B3:2:PRO:N 2.05 0.55
22:BA:608:A:C2 22:BA:609:A:C4 2.95 0.55
22:BA:1056:G:HO2’ 22:BA:1086:A:HS 1.52 0.55
22:BA:1277:G:H5’ 35:BN:20:MET:CE 2.37 0.55
22:BA:1317:G:C2 22:BA:1336:A:C2 2.95 0.55
22:BA:2582:G:0OP2 22:BA:2583:G:OP2 2.24 0.55
22:BA:2648:G:N2 22:BA:2673:G:H1’ 2.22 0.55
24:BC:260:ASN:O 24:BC:262:ARG:N 2.38 0.55
29:BH:121:VAL:N 29:BH:122:LEU:CA 2.69 0.55
1:CA:542:G:N3 1:CA:543:U:C6 2.75 0.55
1:CA:585:G:C6 1:CA:586:C:C4 2.95 0.55
2:CB:134:ALA:O 2:CB:138:THR:HG23 2.07 0.55
2:CB:135:LEU:O 2:CB:138:THR:N 2.40 0.55
6:CF:88:MET:HE1 18:CR:64:TYR:CD2 2.42 0.55
22:DA:847:U:02 22:DA:934:U:HT’ 2.06 0.55
22:DA:1087:G:N1 22:DA:1089:A:C2 2.75 0.55
22:DA:1644:C:02 22:DA:1644:C:H2’ 2.06 0.55
22:DA:1670:C:Ch 22:DA:1671:U:C4 2.94 0.55
34:DM:70:ASP:C 34:DM:70:ASP:OD1 2.44 0.55
42:DU:14:LEU:HD11 42:DU:71:ALA:HB2 1.89 0.55
47:D7:52:SER:HA 47:D7:55:VAL:HG22 1.89 0.55
1:AA:17:U:H2’ 1:AA:18:C:C6 2.42 0.55
1:AA:736:C:H2’ 1:AA:737:C:C6 2.42 0.55
4:AD:34:1LE:O 4:AD:35:GLU:CB 2.55 0.55
5:AE:131:THR:OG1 5:AE:131:THR:O 2.25 0.55
14:AN:10:GLU:OE2 14:AN:61:ARG:HB3 2.07 0.55
14:AN:83:LYS:NZ 14:AN:86:GLU:OE1 2.35 0.55
22:BA:219:A:N3 22:BA:234:U:02’ 2.32 0.55
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Atom-1 Atom-2 distance (A) overlap (A)
22:BA:1070:A:C2 30:BI:10:LYS:HG3 2.42 0.55
22:BA:1384:A:HY’ 22:BA:1405:U:HY’ 1.87 0.55
22:BA:1866:A:N1 22:BA:1876:A:C8 2.74 0.55
22:BA:2131:U:HY’ 22:BA:2132:U:H5” 1.89 0.55
55:BA:3001:VIF:C13 55:BA:3001:VIF:N 2.70 0.55
28:BG:19:ILE:HG12 28:BG:24:ILE:HD13 1.88 0.55
29:BH:98:ASP:O 29:BH:102:ALA:HB3 2.07 0.55
35:BN:32:GLU:HG3 35:BN:120:GLU:HG2 1.89 0.55
48:B0:55:ILE:HG22 48:B0:56:ALA:H 1.72 0.55
1:CA:243:A:H4’ 1:CA:244:U:H5” 1.89 0.55
1:CA:519:C:0OP2 12:CL:47:SER:OG 2.24 0.55
1:CA:572:A:HY 1:CA:573:A:0P2 2.07 0.55
1:CA:661:G:C2 1:CA:662:U:C6 2.95 0.55
1:CA:991:U:C4 1:CA:1212:U:H1’ 2.40 0.55
1:CA:1068:G:C2’ 1:CA:1069:C:HY’ 2.36 0.55
1:CA:1097:C:H2’ 1:CA:1098:C:C6 2.41 0.55
1:CA:1387:G:H2’ 1:CA:1388:C:H6 1.72 0.55
2:CB:52:GLU:HG3 2:CB:56:GLU:HG2 1.89 0.55
2:CB:203:ASN:OD1 2:CB:204:ASP:N 2.39 0.55
5:CE:101:GLU:HA 5:CE:122:ASN:HB2 1.88 0.55
10:CJ:48:ARG:HH11 10:CJ:48:ARG:CG 2.20 0.55
22:DA:1469:A:C2 22:DA:1470:A:C5 2.94 0.55
22:DA:1649:G:N1 22:DA:2009:A:C6 2.75 0.55
22:DA:2184:A:H2’ 22:DA:2185:U:C6 2.42 0.55
41:DT:44:LYS:0O 41:DT:48:GLN:HG2 2.07 0.55
1:AA:204:G:H2’ 1:AA:205:A:04 2.06 0.55
1:AA:209:U:H4’ 1:AA:210:C:OP2 2.06 0.55
1:AA:408:A:C2 1:AA:435:A:C2 2.95 0.55
1:AA:810:C:02 1:AA:810:C:H2’ 2.06 0.55
1:AA:992:U:H4’ 1:AA:993:G:05’ 2.06 0.55
1:AA:1367:C:HY 10:AJ:62:ARG:NH1 2.22 0.55
2:AB:20:THR:O 2:AB:21:ARG:NH1 2.39 0.55
4:AD:190:ASP:0OD2 4:AD:190:ASP:N 2.36 0.55
5:AE:109:GLY:O 5:AE:110:ALA:HB3 2.07 0.55
22:BA:ATT:A:H2’ 22:BA:478:A:C8 2.41 0.55
22:BA:969:G:C6 22:BA:970:U:C4 2.95 0.55
22:BA:1061:U:02’ 22:BA:1062:G:C5’ 2.54 0.55
22:BA:1086:A:H5” 22:BA:1087:G:OP1 2.07 0.55
29:BH:120:GLY:CA 29:BH:122:LEU:HA 2.37 0.55
29:BH:121:VAL:N 29:BH:122:LEU:CB 2.70 0.55
31:BJ:27:ARG:HH11 31:BJ:27:ARG:HG2 1.71 0.55
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Atom-1 Atom-2 distance (A) overlap (A)
34:BM:36:VAL:O 34:BM:36:VAL:HG12 2.07 0.55
36:BO:15:ARG:HG2 36:B0O:93:ASP:0OD1 2.07 0.55
39:BR:21:ARG:CZ 39:BR:93:PHE:CE1 2.90 0.55
1:CA:1003:G:C2 1:CA:1038:C:C2 2.95 0.55
5:CE:137:VAL:O 5:CE:138:ARG:HB3 2.06 0.55
22:DA:450:G:N1 22:DA:454:A:0P2 2.31 0.55
22:DA:728:G:C2 22:DA:730:A:C4 2.95 0.55
22:DA:1083:U:02 22:DA:1086:A:N1 2.40 0.55
22:DA:1943:U:H4’ 22:DA:1944:U:0P1 2.07 0.55
22:DA:2043:C:OP1 22:DA:2777:G:02’ 2.21 0.55
22:DA:2195:U:C2 22:DA:2196:C:C6 2.95 0.55
22:DA:2249:U:N3 22:DA:2253:G:0P2 2.39 0.55
22:DA:2571:U:N3 22:DA:2574:G:C8 2.74 0.55
24:DC:33:LEU:HA 24:DC:64:1LE:HD12 1.89 0.55
46:DY:1:MET:O 46:DY:5:GLU:HG3 2.07 0.55
1:AA:145:G:N2 1:AA:178:C:N3 2.54 0.55
1:AA:203:G:N2 1:AA:215:C:C2 2.75 0.55
1:AA:772:U:H2 1:AA:773:G:05’ 2.07 0.55
1:AA:929:G:C6 1:AA:930:C:C4 2.95 0.55
1:AA:956:U:C4 1:AA:957:U:C5 2.95 0.55
1:AA:1450:U:H2’ 1:AA:1452:C:C5H 2.41 0.55
22:BA:381:G:OP1 45:BX:18:ARG:NH2 2.40 0.55
22:BA:388:G:C8 22:BA:390:U:C6 2.95 0.55
29:BH:10:ALA:O 29:BH:12:LEU:N 2.40 0.55
40:BS:38:TYR:CE1 48:B0:28:LEU:HD21 2.42 0.55
40:BS:84:ARG:HB2 40:BS:96:ILE:HG13 1.88 0.55
53:B5:99:GLU:O 53:B5:103:LYS:CB 2.55 0.55
1:CA:77:A:H2 1:CA:78:A:04 2.05 0.55
1:CA:261:U:OP2 20:CT:71:LYS:HD2 2.07 0.55
1:CA:295:C:C4 1:CA:296:U:C5H 2.95 0.55
9:CIL:57:MET:SD 9:CI:58: VAL:N 2.78 0.55
22:DA:689:A:H2’ 22:DA:690:G:C8 2.42 0.55
22:DA:1344:U:02’ 22:DA:1345:C:P 2.65 0.55
22:DA:1607:C:H4’ 22:DA:1608:A:05’ 2.06 0.55
22:DA:2346:A:H4’ 22:DA:2347:C:0P2 2.07 0.55
51:D3:34:THR:HG23 51:D3:35:LYS:N 2.22 0.55
1:AA:74:A:C2 1:AA:97:G:C4 2.94 0.55
1:AA:825:A:02’ 8:AH:13:ARG:NHI1 2.40 0.55
1:AA:992:U:02 1:AA:1043:G:N7 2.39 0.55
11:AK:63:ALA:CB 11:AK:92:GLY:HA3 2.37 0.55
20:AT:83:ILE:O 20:AT:87:ALA:CB 2.55 0.55
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Atom-1 Atom-2 distance (A) overlap (A)
22:BA:714:U:H2’ 22:BA:716:A:N7 2.22 0.55
22:BA:1246:A:H2’ 22:BA:1247:A:05’ 2.07 0.55
22:BA:1403:A:H2’ 22:BA:1404:C:C6 2.42 0.55
22:BA:1820:U:04 24:BC:198:ALA:HB1 2.06 0.55
22:BA:1918:A:H1’ 22:BA:1919:A:N7 2.22 0.55
22:BA:1919:A:H2’ 22:BA:1919:A:N3 2.22 0.55
22:BA:2139:U:C2 22:BA:2140:G:C8 2.95 0.55
23:BB:29:A:C2 23:BB:56:G:C2 2.95 0.55
23:BB:77:U:C2’ 23:BB:78:A:HY’ 2.36 0.55
43:BV:40:1LE:HG22 43:BV:41:GLU:N 2.21 0.55
1:CA:16:A:H2’ 1:CA:17:U:HY’ 1.88 0.55
1:CA:545:C:H5’ 4:CD:69:GLU:HG2 1.88 0.55
1:CA:702:A:N6 22:DA:1848:A:C6 2.75 0.55
1:CA:1096:C:H2’ 1:CA:1097:C:C6 2.42 0.55
12:CL:22:PRO:O 12:CL:24:LEU:N 2.39 0.55
22:DA:636:G:N1 33:DL:76:GLU:OE2 2.38 0.55
22:DA:2796:U:C4 22:DA:2798:U:C4 2.95 0.55
24:DC:92:ALA:HB3 24:DC:104:ILE:HD12 1.88 0.55
31:DJ:41:LYS:NZ 31:DJ:52:ASP:0D2 2.39 0.55
33:DL:61:LEU:O 51:D3:13:ARG:HD3 2.07 0.55
35:DN:75:ILE:O 35:DN:79:LEU:HD12 2.06 0.55
35:DN:83:LEU:CD2 35:DN:115:LEU:HD13 2.37 0.55
38:DQ:98:ILE:HG22 38:DQ:106:PHE:HB2 1.89 0.55
3:AC:26:THR:HG23 14:AN:76:LYS:HZ2 1.71 0.55
4:AD:30:THR:O 4:AD:31:LYS:C 2.46 0.55
9:Al:22:LYS:HZ2 9:Al:24:GLY:HA3 1.71 0.55
11:AK:34:ILE:HG13 11:AK:74:VAL:HG21 1.89 0.55
14:AN:31:ILE:HG23 14:AN:45:VAL:HB 1.87 0.55
22:BA:84:A:N1 22:BA:98:G:02’ 2.26 0.55
22:BA:204:A:04’ 22:BA:206:U:C6 2.60 0.55
22:BA:590:A:H2’ 22:BA:591:U:C6 2.42 0.55
22:BA:991:C:H2’ 22:BA:992:C:05’ 2.07 0.55
22:BA:1081:U:02 22:BA:1081:U:H2’ 2.07 0.55
22:BA:1482:G:C2 22:BA:1483:G:C8 2.95 0.55
22:BA:2857:G:N2 22:BA:2860:A:0P2 2.40 0.55
25:BD:12: THR:HG21 37:BP:9:GLU:CG 2.37 0.55
25:BD:142:VAL:HB 25:BD:143:PRO:CD 2.37 0.55
27:BF:28:VAL:HG13 27:BF:28:VAL:O 2.07 0.55
30:BI:117:MET:SD 30:BI:129:ILE:HD11 2.47 0.55
40:BS:59:GLU:HA 40:BS:64:ALA:CB 2.37 0.55
1:CA:477:C:H2’ 1:CA:478:A:C8 2.41 0.55
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Atom-1 Atom-2 distance (A) overlap (A)
1:CA:666:G:C6 1:CA:741:G:C6 2.95 0.55
1:CA:891:U:C5 1:CA:906:A:C2 2.95 0.55
1:CA:1170:A:H2 1:CA:1171:A: 04 2.07 0.55
1:CA:1522:U:H2’ 1:CA:1523:G:H8 1.72 0.55
4:CD:32:CYS:O 4:CD:33:LYS:HB2 2.07 0.55
22:DA:53:A:C2 22:DA:179:C:H4’ 2.42 0.55
22:DA:92:U:H2’ 22:DA:93:G:04’ 2.06 0.55
22:DA:219:A:C6 22:DA:220:G:C6 2.95 0.55
22:DA:1343:G:H1’ 22:DA:1597:A:C4 2.42 0.55
22:DA:1409:U:C5 57:DA:3622:HOH:O 2.54 0.55
22:DA:1783:A:C6 22:DA:2587:A:C2 2.95 0.55
23:DB:48:U:H4’ 36:D0O:100:HIS:NE2 2.21 0.55
23:DB:62:C:H2’ 23:DB:63:C:C6 2.41 0.55
26:DE:143:LEU:HB3 26:DE:146:VAL:HG11 1.90 0.55
31:DJ:140:LEU:HD12 31:DJ:141:ASP:N 2.22 0.55
40:DS:95:ARG:CG 40:DS:95:ARG:O 2.54 0.55
41:DT:21:SER:O 41:DT:24:MET:N 2.40 0.55
1:AA:168:G:C6 1:AA:169:C:N3 2.75 0.54
1:AA:1161:C:H2’ 1:AA:1162:C:H6 1.71 0.54
3:AC:97:VAL:HB 3:AC:98:PRO:HD2 1.89 0.54
4:AD:91:LEU:HD11 4:AD:195:1LE:HD11 1.88 0.54
22:BA:15:G:C6 22:BA:16:C:C4 2.95 0.54
22:BA:236:C:02’ 22:BA:237:C:HY 2.07 0.54
22:BA:636:G:02’ 22:BA:638:G:02’ 2.20 0.54
22:BA:990:A:H5” 22:BA:991:C:OP1 2.07 0.54
22:BA:2297:A:N1 22:BA:2321:U:C5H 2.75 0.54
29:BH:83:LYS:HD2 1:CA:55:A:HO2’ 1.67 0.54
38:BQ:62:ILE:HG23 38:BQ:76:TYR:CE1 2.42 0.54
48:B0:15:MET:O 48:B0:18:SER:HB3 2.07 0.54
1:CA:18:C:N3 1:CA:19:A:C8 2.75 0.54
1:CA:756:C:02’ 1:CA:757:U:HY’ 2.06 0.54
1:CA:1166:G:C6 1:CA:1168:U:H5” 2.43 0.54
11:CK:40:ASN:O 11:CK:41:ALA:HB3 2.07 0.54
22:DA:183:C:H1’ 22:DA:433:C:H1’ 1.89 0.54
22:DA:537:G:OP1 22:DA:995:C:N4 2.41 0.54
22:DA:2133:G:C2 22:DA:2158:A:N6 2.75 0.54
23:DB:29:A:0P2 36:D0:32:PRO:HD2 2.07 0.54
39:DR:68:ARG:HD3 39:DR:92: TRP:CE2 2.43 0.54
41:DT:47:VAL:O 41:DT:47:-VAL:HG12 2.07 0.54
1:AA:1288:A:N3 1:AA:1352:C:02’ 2.35 0.54
2:AB:67:ILE:O 2:AB:68:LEU:CB 2.55 0.54
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Atom-1 Atom-2 distance (A) overlap (A)
3:AC:53:SER:HB2 3:AC:112:ASP:0OD2 2.08 0.54
3:AC:140:ASN:HA 3:AC:143:ARG:HB3 1.88 0.54
4:AD:130:VAL:HG11 4:AD:135:TYR:CD1 2.42 0.54
5:AE:18:VAL:HA 5:AE:34: THR:O 2.07 0.54
14:AN:63:ARG:HG2 14:AN:68:GLY:O 2.07 0.54
16:AP:77:GLU:C 16:AP:79:ASN:N 2.60 0.54
22:BA:1746:A:H2’ 22:BA:1747:U:H6 1.72 0.54
22:BA:1754:A:C6 22:BA:1755:A:C6 2.96 0.54
22:BA:1869:G:C2 22:BA:1873:G:C6 2.95 0.54
22:BA:1917:U:04 22:BA:1918:A:C6 2.60 0.54
22:BA:2187:U:C4 22:BA:2188:U:C4 2.96 0.54
22:BA:2297:A:C2 22:BA:2298:A:C8 2.95 0.54
22:BA:2344:U:H4’ 22:BA:2345:G:OP1 2.07 0.54
24:BC:162:VAL:HG12 24:BC:163:GLN:N 2.21 0.54
24:BC:252:THR:O 24:BC:253:LYS:C 2.45 0.54
43:BV:38:LEU:HD23 43:BV:40:1ILE:HD11 1.88 0.54
46:BY:1:MET:HA 46:BY:4:LYS:HB2 1.88 0.54
1:CA:403:C:OP1 4:CD:134:SER:HB3 2.06 0.54
1:CA:824:G:HY’ 8:CH:2:SER:N 2.21 0.54
6:CF:6:ILE:HD12 6:CF:6:ILE:N 2.22 0.54
8:CH:18:GLN:HG2 8:CH:63:LEU:HD13 1.88 0.54
9:CI:54:LEU:O 9:CI:55:VAL:HG13 2.06 0.54
22:DA:1319:C:02’ 22:DA:1320:C:H5’ 2.07 0.54
22:DA:1965:C:OP1 22:DA:1966:A:H2’ 2.06 0.54
22:DA:2810:A:C8 22:DA:2811:G:C8 2.95 0.54
40:DS:107:VAL:HG13 40:DS:107:VAL:O 2.06 0.54
42:DU:96:PHE:CZ 42:DU:103:ILE:HG12 2.43 0.54
1:AA:448:A:C4 1:AA:487:A:C2 2.95 0.54
2:AB:71:GLY:O 2:AB:93:ASN:HA 2.07 0.54
2:AB:94:HIS:CE1 2:AB:146:ASN:HB2 2.42 0.54
16:AP:23:ASP:O 16:AP:25:ARG:N 2.40 0.54
22:BA:192:C:H2’ 22:BA:193:U:HY’ 1.89 0.54
22:BA:586:A:C2 22:BA:1254:A:C2 2.96 0.54
22:BA:712:G:C2’ 22:BA:713:G:H5’ 2.38 0.54
22:BA:744:U:H2’ 22:BA:745:G: 04’ 2.07 0.54
22:BA:776:G:H4’ 22:BA:777:G:05 2.07 0.54
22:BA:1730:C:02’ 22:BA:1731:G:C4 2.59 0.54
22:BA:1877:A:N6 22:BA:1878:G:C6 2.75 0.54
22:BA:2496:C:C2’ 22:BA:2497:A:05’ 2.55 0.54
22:BA:2687:U:04 22:BA:2688:G:N1 2.40 0.54
22:BA:2838:G:H2’ 22:BA:2839:G:04’ 2.08 0.54
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Atom-1 Atom-2 distance (A) overlap (A)
29:BH:90:LEU:HA 29:BH:125:THR:HG23 1.90 0.54
40:BS:18:ARG:HG2 40:BS:76:VAL:HG23 1.88 0.54
1:CA:109:A:C6 1:CA:327:A:C6 2.95 0.54
1:CA:186:C:04’ 20:CT:76:LYS:HD2 2.08 0.54
1:CA:374:A:C5 1:CA:375:U:C5 2.95 0.54
1:CA:1439:G:C2 1:CA:1463:U:02 2.60 0.54
15:C0O:49:ASP:0OD1 15:C0O:52:SER:OG 2.25 0.54
15:C0O:53:ARG:O 15:CO:56:LEU:HB3 2.07 0.54
15:CO:70:LEU:HD22 15:CO:78:TYR:HB2 1.89 0.54
22:DA:699:A:H2’ 22:DA:700:G:HY 1.89 0.54
22:DA:1716:U:C5H 22:DA:1743:G:C2 2.95 0.54
22:DA:1838:C:H4’ 22:DA:1839:G:C8 2.42 0.54
22:DA:2133:G:N2 22:DA:2158:A:C6 2.75 0.54
31:DJ:7:LYS:O 31:DJ:11:VAL:CG2 2.55 0.54
1:AA:429:U:H4’ 1:AA:430:A:0P1 2.04 0.54
1:AA:1461:G:C6 1:AA:1462:C:C4 2.95 0.54
1:AA:1503:A:C8 1:AA:1531:A:02’ 2.60 0.54
1:AA:1539:C:H5” 21:AU:18:ARG:CB 2.37 0.54
5:AE:133:PRO:O 5:AE:135:ASN:N 2.40 0.54
5:AE:149:SER:HB2 5:AE:152:MET:HB2 1.88 0.54
9:AL57:-MET:HA 9:Al:60:LYS:HB2 1.89 0.54
22:BA:570:G:H2’ 22:BA:2030:A:C8 2.43 0.54
22:BA:1197:G:H5’ 22:BA:1227:G:02’ 2.08 0.54
22:BA:1230:A:H2’ 22:BA:1231:U:04’ 2.07 0.54
22:BA:1372:U:02’ 22:BA:1373:A:HY’ 2.07 0.54
22:BA:1912:A:C2 22:BA:1919:A:C4 2.95 0.54
22:BA:2458:G:C4 22:BA:2490:G:N2 2.76 0.54
25:BD:1:MET:HG3 25:BD:205:PRO:HG2 1.89 0.54
29:BH:77:THR:O 29:BH:77:THR:CG2 2.56 0.54
29:BH:90:LEU:CD2 29:BH:93:SER:HA 2.37 0.54
40:BS:37:THR:CG2 40:BS:38:TYR:CE1 2.89 0.54
1:CA:209:U:02 1:CA:209:U:H2’ 2.06 0.54
1:CA:451:A:H61 1:CA:481:G:HY’ 1.73 0.54
1:CA:1022:A:C6 1:CA:1023:U:C4 2.96 0.54
2:CB:131:LYS:0O 2:CB:135:LEU:N 2.40 0.54
11:CK:25:ALA:N 11:CK:87:LYS:O 2.40 0.54
13:CM:27:LYS:O 13:CM:27:LYS:HD3 2.06 0.54
22:DA:324:A:N6 22:DA:338:G:02’ 2.40 0.54
22:DA:491:G:C6 22:DA:492:A:C5 2.96 0.54
22:DA:740:C:HY’ 22:DA:1784:A:H3’ 1.88 0.54
22:DA:983:A:C6 22:DA:984:A:C2 2.95 0.54
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
22:DA:1240:U:02’ 22:DA:1241:A:05’ 2.26 0.54
22:DA:2359:C:N4 22:DA:2360:G:C6 2.75 0.54
23:DB:64:G:H2’ 23:DB:65:U:C6 2.42 0.54
26:DE:179:SER:HA 26:DE:182:ALA:HB3 1.88 0.54
30:DI:101:ILE:O 30:DI:102:SER:HB3 2.08 0.54
38:DQ:72:ASN:HB3 38:DQ:110:VAL:HG11 1.89 0.54
39:DR:39:LEU:O 39:DR:49:ILE:HG23 2.07 0.54
42:DU:12:ILE:HG13 42:DU:21:LYS:0O 2.08 0.54
1:AA:96:U:02’ 1:AA:97:G:05’ 2.26 0.54
1:AA:209:U:C5’ 1:AA:210:C:0OP2 2.55 0.54
1:AA:687:A:C2 1:AA:700:G:N3 2.76 0.54
1:AA:963:G:H2’ 1:AA:963:G:N3 2.22 0.54
2:AB:206:ALA:O 2:AB:208:ARG:N 2.40 0.54
3:AC:70:THR:O 3:AC:106:VAL:N 2.40 0.54
11:AK:53:ARG:O 11:AK:56:ARG:HG3 2.07 0.54
12:AL:25:GLU:O 12:AL:26:ALA:C 2.46 0.54
21:AU:35:ARG:O 21:AU:36:GLU:C 2.45 0.54
22:BA:1355:G:C4 22:BA:1356:G:C8 2.95 0.54
27:BF:133:ARG:O 27:BF:134:GLU:HB2 2.07 0.54
29:BH:14:SER:OG 29:BH:17:ASP:CG 2.46 0.54
39:BR:51:VAL:HG23 39:BR:52:PRO:HD2 1.88 0.54
1:CA:115:G:C2 1:CA:289:G:N7 2.75 0.54
1:CA:577:G:C2 1:CA:578:C:C6 2.95 0.54
1:CA:620:C:H2’ 1:CA:621:A:04’ 2.07 0.54
3:CC:121:THR:HB 3:CC:187:SER:OG 2.07 0.54
4:CD:146:ARG:O 4:CD:150:LYS:HB2 2.08 0.54
22:DA:126:A:N7 22:DA:127:A:N1 2.55 0.54
22:DA:187:G:C2 22:DA:210:C:02 2.61 0.54
22:DA:1581:G:C6 22:DA:1582:C:C4 2.95 0.54
22:DA:2676:C:OP1 32:DK:31:ARG:NH2 2.41 0.54
25:DD:133: THR:HG23 25:DD:134:HIS:N 2.23 0.54
27:-DF:34:ILE:HA 27:DF:155:THR:O 2.07 0.54
36:D0:33:ARG:0O 36:D0:34:HIS:CB 2.55 0.54
39:DR:21:ARG:CZ 39:DR:93:PHE:CE1 2.90 0.54
1:AA:686:U:04 1:AA:703:G:02’ 2.15 0.54
1:AA:981:U:02 14:AN:61:ARG:NE 2.41 0.54
1:AA:1181:G:02’ 1:AA:1182:G:ChH 2.61 0.54
1:AA:1481:U:02’ 1:AA:1482:G:H5’ 2.08 0.54
2:AB:88:ASP:HB2 2:AB:221:VAL:HG12 1.88 0.54
2:AB:119:THR:O 2:AB:120:GLN:HB2 2.06 0.54
2:AB:120:GLN:O 2:AB:120:GLN:HG2 2.07 0.54
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Atom-1 Atom-2 distance (A) overlap (A)
5:AE:153:VAL:HG11 8:AH:99:LEU:HD13 1.88 0.54
22:BA:1355:G:C6 22:BA:1356:G:N7 2.75 0.54
22:BA:1438:U:H3’ 57:BA:3634:HOH:O 2.07 0.54
22:BA:1731:G:N1 22:BA:1733:G:C4 2.75 0.54
22:BA:2052:A:C2 22:BA:2053:G:C8 2.95 0.54
22:BA:2820:A:0P1 57:BA:3811:HOH:O 2.19 0.54
22:BA:2887:A:H5’ 22:BA:2888:C:0P2 2.08 0.54
24:BC:31:ALA:HB3 24:BC:32:PRO:HD3 1.90 0.54
26:BE:84: THR:HG22 26:BE:85:PHE:CD2 2.43 0.54
29:BH:103:VAL:HG21 29:BH:132:PHE:CE1 2.42 0.54
53:B5:122:GLY:HA3 53:B5:146:VAL:CB 2.38 0.54
4:CD:105:MET:SD 4:CD:143:VAL:CG1 2.95 0.54
8:CH:7:ILE:HB 8:CH:77:ARG:NH1 2.22 0.54
15:CO:10:LYS:0O 15:C0O:14:GLU:HG3 2.08 0.54
22:DA:108:G:02’ 22:DA:347:A:N3 2.37 0.54
22:DA:297:G:OP1 42:DU:92:LYS:HD3 2.07 0.54
22:DA:327:G:H2’ 22:DA:328:U:04’ 2.08 0.54
22:DA:1248:G:N7 26:DE:46:GLN:NE2 2.55 0.54
22:DA:1544:A:N6 22:DA:1545:A:C6 2.75 0.54
22:DA:1827:U:04’ 22:DA:1970:A:02’ 2.25 0.54
22:DA:1833:C:C4 22:DA:1834:U:C4 2.96 0.54
22:DA:2293:G:H2’ 22:DA:2294:G:04’ 2.07 0.54
22:DA:2449:U:H4’ 22:DA:2450:A:0P1 2.08 0.54
24:DC:82:GLU:OE1 24:DC:103: TYR:OH 2.24 0.54
27:DF:43:ALA:O 27:DF:47:LYS:HD2 2.08 0.54
30:DI:90:SER:HB3 30:DI:93:PRO:HG3 1.90 0.54
43:DV:21:ARG:HA 43:DV:25:LYS:0O 2.06 0.54
50:D2:44:VAL:O 50:D2:45:SER:OG 2.20 0.54
1:AA:622:A:C8 1:AA:623:C:C6 2.96 0.54
1:AA:1204:A:0P1 57:AA:1780:HOH:O 2.18 0.54
1:AA:1307:U:H2’ 1:AA:1308:U:C6 2.43 0.54
2:AB:187:VAL:O 2:AB:187:VAL:CG2 2.56 0.54
4:AD:50:ASP:0O 4:AD:54:GLN:HB2 2.07 0.54
5:AE:50:TYR:CZ 5:AE:134:ILE:HD11 2.42 0.54
10:AJ:32: THR:O 10:AJ:33:GLY:O 2.25 0.54
22:BA:492:A:H2’ 22:BA:493:G:04’ 2.08 0.54
22:BA:842:U:C2 22:BA:843:G:C8 2.96 0.54
22:BA:1061:U:H3’ 22:BA:1062:G:H5’ 1.90 0.54
22:BA:1829:A:C8 22:BA:1830:C:C6 2.95 0.54
22:BA:2076:U:02 22:BA:2076:U:05’ 2.26 0.54
22:BA:2305:U:N3 27:BF:151:GLY:HA3 2.22 0.54

Continued on next page...




Page 151

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
22:BA:2392:A:C2 22:BA:2393:U:C2 2.96 0.54
22:BA:2675:A:C2’ 22:BA:2676:C:HY’ 2.38 0.54
33:BL:81:ASP:CG 33:BL:100:ILE:HD13 2.28 0.54
36:BO:51:ALA:HB3 36:BO:78:VAL:HG13 1.90 0.54
53:B5:43:GLU:O 53:B5:213:VAL:HA 2.08 0.54
3:CC:181:ASP:O 3:CC:203:PHE:HA 2.08 0.54
5:CE:38:VAL:HG11 5:CE:114:VAL:HA 1.88 0.54
17:CQ:16:LYS:C 17:CQ:17:MET:SD 2.86 0.54
21:CU:34:ARG:NE 21:CU:35:ARG:HB2 2.23 0.54
22:DA:14:A:C6 22:DA:526:A:C2 2.95 0.54
22:DA:224:U.0P2 22:DA:408:G:N2 2.40 0.54
22:DA:572:A:H5” 22:DA:573:U:0P2 2.07 0.54
28:DG:140:VAL:O 28:DG:144:VAL:HG23 2.06 0.54
36:DO:97:PHE:CB 36:D0:103:VAL:HG11 2.37 0.54
39:DR:101:ILE:O 39:DR:103:ALA:N 2.41 0.54
1:AA:147:G:N2 1:AA:176:C:C2 2.76 0.54
1:AA:277:.C:.C2 1:AA:278:G:HY 2.38 0.54
1:AA:453:G:H2’ 1:AA:454:G:C8 2.43 0.54
1:AA:760:G:C5H 1:AA:761:G:C8 2.96 0.54
1:AA:1032:G:H5’ 1:AA:1033:G:0P2 2.07 0.54
1:AA:1367:C:C4 1:AA:1368:A:N7 2.76 0.54
11:AK:25:ALA:HA 11:AK:30: THR:HG22 1.90 0.54
13:AM:11:ASP:O 13:AM:12:HIS:HB2 2.08 0.54
16:AP:51:ARG:NH1 16:AP:51:ARG:HB3 2.23 0.54
19:AS:5:LEU:C 19:AS:6:LYS:HG3 2.28 0.54
22:BA:752:A:C2 22:BA:1781:U:C2 2.96 0.54
22:BA:990:A:H5” 22:BA:991:C:P 2.48 0.54
22:BA:1224:U:H4’ 39:BR:88:GLY:0O 2.07 0.54
22:BA:1355:G:C2 22:BA:1356:G:C8 2.96 0.54
22:BA:1413:A:C6 22:BA:1414:C:N3 2.75 0.54
22:BA:1606:C:HO2’ 22:BA:1607:C:P 2.30 0.54
22:BA:2112:G:H2’ 22:BA:2112:G:N3 2.23 0.54
22:BA:2771:C:H2’ 22:BA:2772:C:C6 2.43 0.54
24:BC:36:LYS:O 24:BC:37:ASN:CB 2.54 0.54
28:BG:63:ALA:O 28:BG:67:THR:HG22 2.08 0.54
43:BV:35:GLU:HB2 43:BV:93:ARG:CZ 2.37 0.54
44:BW:41:ARG:HG3 44:BW:41:ARG:NH1 2.22 0.54
53:B5:42:VAL:HG12 53:B5:214:TYR:HA 1.90 0.54
1:CA:517:G:06 57:CA:1761:HOH:O 2.18 0.54
2:CB:102:THR:HG22 2:CB:175:GLU:OE1 2.06 0.54
8:CH:32:LEU:HD12 8:CH:32:LEU:O 2.08 0.54
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Atom-1 Atom-2 distance (A) overlap (A)
11:CK:14:LYS:HD2 11:CK:14:LYS:C 2.29 0.54
12:CL:19:SER:OG 12:CL:21:VAL:HG23 2.07 0.54
21:CU:39:GLU:HA 21:CU:42: THR:0G1 2.08 0.54
22:DA:105:C:H2’ 22:DA:106:C:C6 2.43 0.54
22:DA:846:U:HO2’ 22:DA:847:U:P 2.31 0.54
22:DA:847:U:02 22:DA:847:U:H2’ 2.06 0.54
22:DA:936:A:C2 22:DA:937:C:C2 2.96 0.54
22:DA:1027:A:C6 22:DA:1126:A:C4 2.96 0.54
22:DA:1032:A:H4’ 52:D4:16:ILE:HD12 1.89 0.54
22:DA:2200:C:02 22:DA:2226:C:N4 2.41 0.54
36:DO:50:ALA:O 36:D0O:81:ARG:NH2 2.41 0.54
1:AA:521:G:OP2 12:AL:51:LYS:NZ 2.20 0.54
1:AA:842:U:H3’ 1:AA:843:U:CY’ 2.38 0.54
3:AC:153:VAL:HG23 3:AC:157:LEU:HD22 1.90 0.54
7:AG:146:GLU:HG3 7:AG:149:LYS:HE2 1.90 0.54
17:AQ:52:GLU:OE1 17:AQ:52:GLU:N 2.38 0.54
19:AS:64:ASP:HB3 27:BF:115:ARG:NH2 2.23 0.54
22:BA:1074:G:C2’ 22:BA:1075:C:HY’ 2.38 0.54
22:BA:1179:G:C6 22:BA:1180:U:H1’ 2.42 0.54
22:BA:2502:G:H5’ 22:BA:2503:A:H5” 1.89 0.54
29:BH:95:GLY:CA 1:CA:368:U:OP1 2.56 0.54
1:CA:254:G:OP1 17:CQ:69:LYS:O 2.26 0.54
1:CA:518:C:H?’ 1:CA:530:G:H8 1.72 0.54
1:CA:773:G:C2 1:CA:807:A:C2 2.96 0.54
1:CA:920:U:H2’ 1:CA:921:U:C6 2.43 0.54
1:CA:1150:A:N6 1:CA:1151:A:H62 2.06 0.54
1:CA:1227:A:0P2 13:CM:110:LYS:HE3 2.08 0.54
1:CA:1317:C:0OP1 14:C