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1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:
ELECTRON MICROSCOPY

The reported resolution of this entry is 3.80 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 Model-Map Fit Percentile Ranks Value
Q-score I ]| W 0326
Worse Better

I Percentile relative to all EM structures

I] Percentile relative to EM structures of similar resolution

Metri EM structures Similar EM resolution
erhe (#Entries) (#Entries, resolution range(A))
Q-score 25397 10198 (1 3.30 - 4.30 )

MolProbity failed to run properly - the sequence quality summary graphics cannot be shown.
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2 Entry composition (i)

There are 46 unique types of molecules in this entry. The entry contains 1218816 atoms, of which
0 are hydrogens and 0 are deuteriums.

In the tables below, 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 protein called Flagellar associated protein.

Mol | Chain | Residues Atoms AltConf | Trace
IDNERFETHEEE
IR HERE
IEERF-ETHIERE
IR HERE
IDERFETHERE
IR Y HERE
IERF-ETHERE
IR HEEE
Lo 02 Sk 18 0 6 0 v
NI
IR T IEE
IR YK

e Molecule 2 is a protein called FAP42.

Mol | Chain | Residues Atoms AltConf | Trace
9 A 1639 Total C N O S 0 0

10474 6458 1958 2021 37

Total C N O S
2 1B 1660 10580 6522 1979 2042 37 0 0

Total C N O S
2 10 1700 10775 6637 2019 2082 37 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
2 1D 1686 E)O;(?; 65097 2(1)\(1)5 2(%8 3S7 0 0
e Molecule 3 is a protein called FAP7.

Mol | Chain | Residues Atoms AltConf | Trace
3 LF 224 r{itl?)l 6(6]2 21;4 2(2)4 0 0
3 1G 162 T8OOt g 1 4(736 11;512 1(6)2 0 0
sl e | 0|
s w9 e | O |
3 1J 338 ?(35%1 937 31?\)18 328 0 0
3 1K 344 ??E)Zl 10016 314\114 324 0 0
3 1L 338 fgt%l 957 31?\)18 3(??8 0 0
s M 344 ??E)Zl 1(?16 3124 324 0 0
3 IN 338 Tl‘g%l 95(9]7 31;>I8 3(3)8 0 0
3 10 344 ?;E)Zl 10016 311\114 324 0 0
s 1P 338 Tl‘g%l 937 31;»]8 3(3)8 0 0
s 1Q 344 ilr(;gil 1(?16 3124 324 0 0
s LR 338 ?f??a; 9(Qj7 31?\>I8 328 0 0
s 15 344 qu(;gil 1(?16 3124 3(24 0 0
3 T 338 ?((;%l 937 32]8 328 0 0
3 v 344 111%11 10016 311\114 3(24 0 0
3 v 218 ?8?81 622 21118 2(1)8 0 0
3 W 266 ?g%l 738 21(\516 2((?6 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
s | x| o o |
3 Y 263 fgga; 7?9 216\513 2%)3 0
e Molecule 4 is a protein called FAPS].

Mol | Chain | Residues Atoms AltConf | Trace
4 2A [ ngla%l 26310 81219 8;)8 1SO 0 0
4 2B 754 ZZtQaSI 26%2 81;14 8(5)2 1S() 0 0
e Molecule 5 is a protein called FAP216.

Mol | Chain | Residues Atoms AltConf | Trace
g 28 231 ?iflil 632 21?\)11 2(??1 0 0
g 2K 233 rf(igil 628 21?\)13 2(??3 0 0
e Molecule 6 is a protein called FAP297.

Mol | Chain | Residues Atoms AltConf | Trace
6 24 05| o0 i s 08 0 0
6 2 05| o0 i a0 08 0 0
e Molecule 7 is a protein called FAP114.

Mol | Chain | Residues Atoms AltConf | Trace
7 2K 248 111(2);:;1 7§6 214\118 251)8 0 0
T & R 0 0
7 2M 256 1113167({12l 7(6?0 215\}6 2(5)6 0 0
7 2N 262 11283;1 7(738 2125]2 2(6?2 0 0
7 20 251 Ilgécf;l 75135 2211 2(5)1 0 0

Continued on next page...
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Mol | Chain | Residues Atoms AltConf | Trace
7 2P 185 T901t;L l 55117 115\315 125 0 0
T 0 | w0 |0
e Molecule 8 is a protein called FAP305.

Mol | Chain | Residues Atoms AltConf | Trace
8 3A 175 T806t§1 5(139 11;15 1(;5 0 0
8 3B 175 T806t§Ll 5?9 11;15 1C7)5 0 0
8 3C 175 T806t§Ll 5?9 11;15 1(7)5 0 0
8 3D 167 T803t 3 l 436 11(\517 1((?7 0 0
e Molecule 9 is a protein called FAP119.

Mol | Chain | Residues Atoms AltConf | Trace
9 3K 256 rl11(2)t7z1 7(632 215:16 2?6 0 0
9 3L 241 rf(ig;l 7(137 214\111 221 0 0
9 M 254 ?(2)2511 7?6 2?4 2C5)4 0 0
) SN 244 Tl‘gtlzl 736 214\114 251)4 0 0
) 30 258 gtszl 7g8 22]8 2(5)8 0 0
) 3P 254 Tl‘ggzl 7?6 2124 2(5)4 0 0
e Molecule 10 is a protein called Calmodulin.

Mol | Chain | Residues Atoms AltConf | Trace

10 1A 143 T;)Ot Z 1 4(118 114\113 123 0 0
10 4B 143 T;)g Z 1 4(138 114\113 123 0 0
10 10 143 T;)Ot Z 1 4?8 114\113 151)3 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
10 4D 143 T700t Z l 4?8 114\113 123 0 0
10 Ak 143 T7OOt Z l 4?8 114\113 123 0 0
10 4k 143 T7OOt Z l 4(138 114\113 123 0 0
10 4G 143 T700t Z l 4?8 114\113 151)3 0 0
10 4H 143 T700t Z l 4?8 114\113 123 0 0
10 4l 143 T700t Z l 4?8 114\113 123 0 0
10 4] 143 T7OOt Z l 4(138 114\113 123 0 0
10 4K 143 T7Og Z l 4(138 114\113 123 0 0
10 AL 143 T7Og Z l 4?8 114\113 151)3 0 0

e Molecule 11 is a protein called FAP101.

Mol | Chain | Residues Atoms AltConf | Trace
1 oA 951 g?izl 1 601 0 51;]1 5(5)2 0 0
1 OB 951 ’g(;tlzl 1 601 0 51211 5(5)2 0 0
1150 R 0 0
1 b R 0 0

e Molecule 12 is a protein called FAP15.

Mol | Chain | Residues Atoms AltConf | Trace
12 6A 291 1112?;;1 8?3 21;)]1 281 0 0
12 0B 291 r‘lr?lgzl 8?3 215311 281 0 0
12 6C 253 r‘1F(2)t5e(1)1 75134 21;3 2(5)3 0 0
121 6D 25500 a5 0 0

$roe
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e Molecule 13 is a protein called FAP227.

Mol | Chain | Residues Atoms AltConf | Trace
IR T IEEE
IR T INEE
3] 70 ns |t g s s 0 0

13 D 102 ’ngtfl 2(8;7 11(\)12 1(32 0 ¥

13 [ 113 T;)Oéltj l 3(138 11113 1(1)3 0 0

13 05| 00 103 103 0 ;

3] 76 no | 7 g 10 19 0 0

13 H 152 1;3031031 3(7j3 11;’)]2 1(?32 0 0

13 i 120 1:’)0;31 3(3]9 11;0 1(2)O 0 0

13 7 132 1;50?:631 3(733 11;12 1(??2 0 0

13 [ 119 20;4? l 3(336 111]9 1(1)9 0 0

13 L L I;Ogj l 3§O 111]7 1(1)7 0 0

e Molecule 14 is a protein called FAP105.

Mol | Chain | Residues Atoms AltConf | Trace
14 8A 250 1118;612;1 11080 31E\§I5 3(7)4 g 0 0
14 8B 13 1000 614 195 196 5 0 0
14 8C 270 g((;gl 12062 4?1 4(81 g 0 0
14 8D 134 ?85?)1 6?4 115\;5 1(;6 g 0 0
e Molecule 15 is a protein called PF6.

Mol | Chain | Residues Atoms AltConf | Trace
15| 94 O e g 0 0

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

Total C N O
15 9B 827 4075 2421 827 K27 0 0

Total C N O
15 9C 827 4075 2421 827 K27 0 0

Total C N O
15 9D 827 4075 2421 827 K27 0 0

Total C N O
15 Ik 081 3354 1992 681 681 0 0

Total C N O
15 F 679 3344 1986 679 679 0 0

e Molecule 16 is a protein called FAP219.

Mol | Chain | Residues Atoms AltConf | Trace
16 A0 135 1581(;)11 6C133 1§4 187 0 0
16 Al 173 ?gft)a; 736 214\118 2(5)() ? 0 0
16 A2 173 fgft;;l 736 214\118 2(5)() ? 0 0
16 A3 173 ?2);&51 736 214\1]8 2(5)() ? 0 0

Total C N O S
16 Ad 37 284 178 53 52 1 0 0

e Molecule 17 is a protein called FAP99.

Mol | Chain | Residues Atoms AltConf | Trace
17 B0 242 ?gg;l 1 1C59 3156 3?3 ZSL 0 0
17 Bl 468 g(;;l 22069 71(\311 7(1)3 g 0 0
17 B2 243 ?ggl 1 1C66 3155 3?8 ZSL 0 0
e Molecule 18 is a protein called CPC1.
Mol | Chain | Residues Atoms AltConf | Trace
18 | Co 1184 | fotal C N O 5 0 0

9027 5645 1643 1704 35

Total C N O S
18 Cl 1322 10128 6312 1863 1912 41 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
18 2 1498 ;FlOStlafl) 71079 2ﬂ7 21077 486 0 0
18 3 1485 ;Floigéll 71(;1 2(1)\,3)9 21058 4S6 0 0
18 ¢4 281 ’ggfla; 1?355 4155 4(2)5 1SO 0 0

e Molecule 19 is a protein called PF16.

Mol | Chain | Residues Atoms AltConf | Trace
19 Do 465 ggtf;l 2(%3 515\311 620 181 0 0
19 b1 469 ggtlzl 2(%2 512\311 6(?38 181 0 0
19 b2 468 ggg%l 20%2 512\3]4 623 181 0 0
19 b3 468 ggt;;l 2(%1 52]4 621 181 0 0
19 b4 469 ggtla; 2(%3 52]1 62() 181 0 0
19 Do 468 gg;a; 2(%1 515\514 621 181 0 0
19 D6 468 ggg%l 2(%2 52]4 651)3 181 0 0
19 b7 468 ’ggt;?l 20091 52]4 651)1 181 0 0
19 Go 464 ’ggg;l 20080 520 6(3)8 181 0 0
19 Gl 466 g(?)utlz;l 2(?85 522 6(?39 181 0 0
19 G2 67| oy s s om0 ¥ 0
19 G3 466 gg;f;l 20%5 515:12 6(??9 181 0 0
19 G 67|y oo s en 11 0 0
19 o 466 rggif;l 20C85 515\312 6(??9 181 0 0
19 HO 463 gg J(G)?Ll 2 OC7 6 51;19 6(??5 181 0 0
19 H1 445 gggzl 2(()318 515\}8 6(1)7 181 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
19 H2 456 ggg;l 20%2 516\315 624 181 0 0
19 H3 461 TBSESI 2()CG4 51;14 6(3)2 181 0 0
19 Ha 466 1?:;;?31 2(%5 52]2 628 181 0 0
19 Ho 462 gg;?%l 2(%9 51;15 6(?33 181 0 0
19 HG 454 5(2);11 2(?20 5123 6(2)0 181 0 0
19 M7 15| o a0n s 65 11 0 0
19 10 459 ’ggt;;ll 2(%1 51;2 6(??0 181 0 0
19 1 466 rl?:g;%l 2(?85 522 6(??8 181 0 0
190 155 | a0 s 626 11 0 0
19 I 466 iggtlil 20C85 515:12 6(??9 181 0 0
19 12 464 rgg E)%l 2 OC7 9 516\510 6(??6 181 0 0
19 13 61| 0 om0 s s 1 0 0
19 KO 467 gg;zl 20088 5213 6(20 181 0 0
19 K1 467 gg;zl 2(()?38 52]3 6(20 lsl 0 0
19 K2 467 gg;zl 20088 515\313 6(20 181 0 0
19 K3 461 rgggzl 2(?7 1 51;17 6(3?3 181 0 0
19 Lo 468 gggil 22031 61(\)16 6(7)9 1S5 0 0
19 L1 465 rggtlil 22019 61(\)12 6(’?5 1S5 0 0
19 L2 465 rg’:gtlall 22019 61(\)12 6(7)5 1S5 0 0
19 L3 468 gggall 22(?’)1 61(\)16 6(7)9 1S5 0 0
e Molecule 20 is a protein called FAP108.
$roe
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Mol | Chain | Residues Atoms AltConf | Trace
20 EO 236 1112211 1 1%1 31§0 351)7 2 0 0
20 El 243 ?gga?)l 12%9 31§1 3(5)7 2 0 0
20 k2 234 ?ggl 1 1%9 31;2 325 2 0 0
20 k3 244 ?gtl?)l 12014 31§2 3(5)8 2 0 0

e Molecule 21 is a protein called Hydin.

Mol | Chain | Residues Atoms AltConf | Trace
21 kO 308 ngzl 988 31(\)18 388 0 0
21 Fl 482 1;8;11 17(5394 51§4 5(7)1 g 0 0
21 k2 482 ggt;} 17(594 51214 5(7)1 g 0 0
21 k3 482 gggzl 17(5394 51;]4 5(7)1 g 0 0

e Molecule 22 is a protein called FAP221.

Mol | Chain | Residues Atoms AltConf | Trace
22 Mo 231 rf%ail 1 ICO5 31(\118 351)2 2 0 0
22 M1 o64 Zgg&}?l 2%9 716\;9 8(1)1 1S8 0 0

e Molecule 23 is a protein called FAP194.

Mol | Chain | Residues Atoms AltConf | Trace
23 NO 499 g%g;l 1(%6 51;I5 5(28 g 0 0
23 N1 o7 rggizl 17005 51?\}8 5(6)4 g 0 0
23 N2 499 rg?g;l 1(%6 5155 5(28 2 0 0
23 N3 o09 gg;zl 1514 5120 5(87 2 0 0

e Molecule 24 is a protein called Tubulin alpha.
$roe
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Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S
24 NB 430 3341 2116 568 635 22 0 0

Total C N O S
24 ND 430 3341 2116 568 635 22 0 0

Total C N O S
24 NF 430 3341 2116 568 635 22 0 0

Total C N O S
24 NH 430 3341 2116 568 635 22 0 0

Total C N O S
24 NJ 430 3341 2116 568 635 22 0 0

Total C N O S
24 NL 430 3341 2116 568 635 22 0 0

Total C N O S
24 NN 430 3341 2116 568 635 22 0 0

Total C N O S
24 OD 430 3341 2116 568 635 22 0 0

Total C N O S
24 OF 430 3341 2116 568 635 22 0 0

Total C N O S
24 | OH 430 3341 2116 568 635 22 0 0

Total C N O S
24 | OJ 430 3341 2116 568 635 22 0 0

Total C N O S
24 | OL 430 3341 2116 568 635 22 0 0

Total C N O S
24 | ON 430 3341 2116 568 635 22 0 0

Total C N O S
24 | OP 430 3341 2116 568 635 22 0 0

Total C N O S
24 PD 429 3335 2113 567 633 22 0 0

Total C N O S
24 PF 430 3341 2116 568 635 22 0 0

Total C N O S
24 PH 430 3341 2116 568 635 22 0 0

Total C N O S
24 Bl 430 3341 2116 568 635 22 0 0

Total C N O S
24 PL 429 3335 2113 567 633 22 ) 0

Total C N O S
24 PN 430 3341 2116 568 635 22 0 0

Total C N O S
24 PP 430 3341 2116 568 635 22 0 0

Total C N O S
24 Qb 430 3341 2116 568 635 22 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
24 QF 430 ggﬁil 21016 51(\318 6(;5 2S2 0 0
24 QH 439 ggg?al 2129 51;18 6?0 2S2 0 0
24 QJ 430 TB‘(;ESI 21(316 516\;8 625 2S2 0 0
24 QL 430 ggi?l 21016 512518 6(?35 282 0 0
24 QN 429 gg;)a; 21(313 5127 6(3)3 2S2 0 0
24 Qp 89| 40 oo s a0 2 0 0
24 RD 430 ’g(?)azl 21016 5128 6(??5 2S2 0 0
24 RE 430 gggl?l 21Cl6 5128 6(??5 282 0 0
24 RH 430 ggfl? 21016 5128 6(??5 282 0 0
24 RJ 430 ggﬁl 21016 51(\518 6(??5 282 0 0
24 RL 430 ggﬁl 21016 51(\;8 6(??5 282 0 0
24 RN 430 ggﬁl 21016 51(\518 6(??5 282 0 0
24 RP 430 rggﬁl 21016 51(\318 6(??5 282 0 0
24 5B 430 rggzl 21(?16 52]8 6(??5 282 0 0
24 5D 430 rggﬁl 21016 5128 6(;5 282 0 0
24 SF 430 rggﬁl 21016 5128 6(3?5 282 0 0
24 SH 433 gggl 21027 51;11 6(23 282 0 0
24 5] 430 ggﬁl 21016 5128 6(??5 282 0 0
24 SL 430 ril;gzall 21016 5128 625 282 0 0
24 SN 430 rli;gzall 21016 51(\518 6(3)5 282 0 0
24 SP 433 ggga?)l 21027 51;11 651)3 282 0 0

Continued on next page...
$roe
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
24 B 430 ggil 2 101 6 516\518 625 2S2 0 0
24 D 430 ggil 2 1C1 6 51(\518 625 2S2 0 0
24 T 430 g‘;ﬁl 2 101 6 516\;8 625 2S2 0 0
24 TH 433 ggg 2 1027 51;11 651)3 282 0 0
24 1 430 ggil 2 101 6 5128 6(3)5 2S2 0 0
24 L 430 132531 2 101 6 51(\;8 6(3)5 2S2 0 0
24 IN 430 ’ggzl 2 101 6 5128 6(?35 282 0 0
24 1P 15| g o sm ais o 0 ¥
241 UB 85| g one 7 ok 2 0 0
241 UD 82| s w0 ol 2 0 0
24 UK 439 ggg?)l 2 1C49 51;18 6(’5?0 282 0 0
24 Ut 433 ggg;l 2 1025 51;11 6(21 282 0 0
24 vl 439 gggzl 2 1C49 51;18 6(530 282 0 0
24 UL 132 gggl 2 1(322 51;10 6(??9 282 0 0
24 UN 439 gggzl 2 1049 51;18 6(5?0 282 0 0
24 up 431 rgggl 2 1020 5129 6(3?8 282 0 0
24 VB 430 ggﬁl 2 101 6 5128 6(??5 282 0 0
24 VD 430 ggﬁl 2 101 6 5128 6(??5 282 0 0
24 VE 430 rggzall 2 101 6 5128 625 282 0 0
24 VH 433 ggga?)l 2 1027 51;11 651)3 282 0 0
24 v 430 ggzall 2 101 6 5128 6;)5 282 0 0

Continued on next page...
$roe
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
24 VL 430 ggil 21016 51(\518 625 282 0 0
24 VN 430 TB‘(;ESI 21016 51(\518 625 2S2 0 0
24 VP 430 TB‘(;EI 21(316 516\;8 625 2S2 0 0
24 WB 439 gggzl 21(519 51;18 6(5)0 282 0 0
24 WD 430 ggﬁg 21Cl7 5128 6(3)6 2S2 0 0
2 WE |30 | o s o0 2 0 0
24 WH 434 ggg;l 21029 51;2 624 282 0 0
24 W 85| g oue 7 ok 2 0 0
24 WL 431 gggl 21C20 5129 6(??8 282 0 0
24 WR 439 gggzl 21049 51;18 6(530 282 0 0
24 AB 430 ggﬁl 21016 51(\;8 6(??5 282 0 0
24 XD 430 ggfl?ll 21016 51(\518 6(??5 282 0 0
24 XF 430 ggﬁl 21016 51(\;8 6(??5 282 0 0
24 XH 430 ggﬁl 216;16 5128 6(??5 282 0 0
24 XJ 430 rggzl 21016 5128 6(;5 282 0 0
24 AL 430 rggzl 21016 5128 6(3?5 282 0 0
24 XN 430 ggfil 21016 5128 6(??5 282 0 0
24 YB 430 ggﬁl 21016 5128 6(??5 282 0 0
24 YD 429 gggzl 21(?13 5127 623 282 0 0
24 YE 430 ggflall 21016 51(\5]8 6(3)5 282 0 0
24 YH 430 ggflall 21016 5128 625 282 0 0

Continued on next page...
$roe
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
24 Y 430 ggil 2 101 6 516\518 625 282 0 0
24 YL 430 ggil 2 101 6 51(\518 6(3)5 282 0 0
24 YN 430 ggil 2 101 6 516\518 625 2S2 0 0
24 YP 430 ggi?l 2 101 6 512518 6(3)5 282 0 0
24 ZB 429 ggg 2 1Cl 2 512517 6(3)2 2S2 0 0
24 2D 2 | o ser e 2 0 0
24 2k 430 ’ggzl 2 1Cl 6 5128 6(??5 2S2 0 0
24 ZH 430 gggl? 2 1Cl 6 51(\318 6(??5 282 0 0
24 zJ 430 ggil 2 1Cl 6 5128 6(??5 282 0 0
24 ZL 430 ggﬁl 2 1Cl 6 51(\;8 6(??5 282 0 0
24 ZN 430 ggﬁl 2 101 6 51(\;8 6(??5 282 0 0
24 b 430 ggﬁl 2 101 6 51(\518 6(??5 282 0 0

e Molecule 25 is a protein called Tubulin beta.

Mol | Chain | Residues Atoms AltConf | Trace
25 NC 421 gggil 2 1(3)7 51;I5 622 SSO 0 0
25 NE 421 gggil 2 1%7 51;15 622 SSO 0 0
25 NG 421 gggil 2 1(2)7 51;15 6(22 SSO 0 0
25 N 421 gggil 2 1CO7 51;15 6(22 SSO 0 0
25 NK 421 gggil 2 1CO7 51;15 6(22 SSO 0 0
25 NM 421 gggzl 2 1CO7 51;15 6(22 SSO 0 0
25 NO 421 gggzl 2 1%7 51;15 6(22 SSO 0 0

Continued on next page...
$roe
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
25 0C 421 gggzl 21C(])7 51;15 622 3S() 0 0
25 OF 421 gggzl 21CO7 51;15 622 3S() 0 0
25 0G 421 gggzl 21(2)7 51;15 622 38() 0 0
25 o 429 gggzl 21013 51;17 651)5 38() 0 0
25 OK 421 gggil 21%7 51;15 651)2 3SO 0 0
25 OM 427 gggjll 21007 51;I5 651)2 SSO ¥ 0
25 00 427 ’gggil 21CO7 51;I5 622 SSO ¥ 0
25 0Q 429 gggzl 21(313 51;17 625 SSO ¥ 0
25 PC 427 gggil 21%7 5§5 6(22 SSO 0 0
25 PE 429 ggt@%l 21013 51;17 6(25 SSO 0 0
25 PG 427 gggil 21CO7 51;15 6(22 SSO 0 0
25 Pl 427 gggzl 21CO7 51;15 6(22 SSO 0 0
25 PK 427 gggzl 21CO7 51;15 6(432 SSO 0 0
25 PM 427 gggzl 21%7 51;15 651)2 3SO 0 0
25 PO 427 rgggzl 21007 51;15 6(22 3SO 0 0
25 PQ 427 gggil 21(2)7 51;15 6(22 380 0 0
25 Qe 427 gggil 21(2)7 5§5 6(22 3SO 0 0
25 QE 429 gggzl 21013 5§7 6(25 380 0 0
25 QG 428 gggzl 21010 51;16 651)3 380 0 0
25 Qr 421 gggil 21(5)7 51;15 651)2 380 0 0
25 QK 421 gggzl 21(5)7 51;15 651)2 380 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
25 QM 429 ggg;l 21C13 51;17 625 3S() 0 0
25 QO 421 gggzl 21CO7 51;15 622 3S() 0 0
25 QQ 421 gggzl 21(2)7 51;15 622 38() 0 0
25 RC 421 gggil 21(2)7 51;15 651)2 38() 0 0
25 RE 421 gggil 21%7 51;15 651)2 3SO 0 0
25 RG 427 gggjll 21007 51;I5 651)2 SSO ¥ 0
25 Rl 427 ’gggil 21CO7 51;I5 622 SSO ¥ 0
25 RE 427 gggil 21%7 51;15 622 SSO ¥ 0
25 RM 427 gggil 21%7 5§5 6(22 SSO 0 0
25 RO 427 gggil 21007 51;15 6(22 SSO 0 0
25 5C 427 gggil 21CO7 51;15 6(22 SSO 0 0
25 St 427 gggzl 21CO7 51;15 6(22 SSO 0 0
25 SG 427 gggzl 21CO7 51;15 6(432 SSO 0 0
25 ol 427 gggzl 21%7 51;15 651)2 3SO 0 0
25 oK 427 rgggzl 21007 51;15 6(22 3SO 0 0
25 SM 427 gggil 21(2)7 51;15 6(22 380 0 0
25 50 427 gggil 21(2)7 5§5 6(22 3SO 0 0
25 TC 421 gggil 21(5)7 5§5 6(22 380 0 0
25 TE 421 gggil 21(5)7 51;15 651)2 380 0 0
25 TG 421 gggil 21(5)7 51;15 651)2 380 0 0
25 T 421 gggzl 21(5)7 51;15 651)2 380 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
25 TR 421 gggzl 21C(])7 51;15 622 3S() 0 0
25 M 421 gggzl 21CO7 51;15 622 3S() 0 0
25 TO 421 gggzl 21(2)7 51;15 622 38() 0 0
25 ve 432 gggaSI 21026 515\510 6(5)2 38() 0 0
25 Uk 421 gggil 21%7 51;15 651)2 3SO 0 0
25 va 427 gggjll 21007 51;I5 651)2 SSO ¥ 0
25 Ul 431 ’gg%l 21C21 51;I9 629 SSO ¥ 0
25 Uk 432 gg;zl 21C26 520 6(5)2 SSO ¥ 0
25 UM 427 gggil 21%7 5§5 6(22 SSO 0 0
25 vo 427 gggil 21007 51;15 6(22 SSO 0 0
25 Ve 427 gggil 21CO7 51;15 6(22 SSO 0 0
25 VE 427 gggzl 21CO7 51;15 6(22 SSO 0 0
25 va 427 gggzl 21CO7 51;15 6(432 SSO 0 0
25 v 131 gg%l 21(321 51;19 6(29 3SO 0 0
25 VK 427 rgggzl 21007 51;15 6(22 3SO 0 0
25 VM 428 gggl 21010 51;16 6(23 380 0 0
25 Vo 427 gggil 21(2)7 5§5 6(22 3SO 0 0
25 WA 430 gg%l 21016 5§8 6(26 380 0 0
25 we 421 gggil 21(5)7 51;15 651)2 380 0 0
25 WE 430 rl32?401 21016 51;18 651)6 380 0 0
25 wa 421 gggzl 21(5)7 51;15 651)2 380 0 0

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

Mol | Chain | Residues Atoms AltConf | Trace
25 WI 430 gg;%l 21016 51;18 626 3S() 0 0
25 WK 421 gggzl 210()7 51;15 622 3S() 0 0
25 WM 430 TB‘gt;(%)l 21Cl6 51;18 626 38() 0 0
25 WO 421 gggil 21(2)7 51;15 651)2 38() 0 0
25 XA 421 gggil 21%7 51;15 651)2 BSO 0 0
25 XC 421 ’ggt;ll 21CO7 51;5 622 SSO 0 0
25 XE 421 ’ggt;;ll 21CO7 51;5 622 SSO 0 0
25 Xa 421 ?3)211 21%7 51;15 622 SSO 0 0
25 Xl 428 ggt;;l 21ClO 51;16 6(23 SSO 0 0
25 XK 421 gggjll 21007 51;15 6(22 SSO 0 0
25 AM 428 rgggl 21010 51;16 6(23 SSO 0 0
25 X0 421 rgggzl 21007 51;15 6(22 SSO 0 0
25 Ye 428 gggzl 21010 51;16 6(23 SSO 0 0
25 YE 421 gggzl 21%7 51;15 6(22 3SO 0 0
25 YG 421 rgggzl 21007 51;15 6(22 3SO 0 0
25 ¥l 430 rgg%l 21016 51;18 6(26 380 0 0
25 YK 428 gggzl 21010 5§6 6(23 3SO 0 0
25 M 428 ggg;l 21010 5§6 6(23 380 0 0
25 YO 428 rgggl 21(?10 51;16 651)3 380 0 0
25 26 421 gggil 21(5)7 51;15 651)2 380 0 0
25 ZE 421 gggzl 21(5)7 51;15 651)2 380 0 0

Continued on next page...
$roe
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf | Trace
25 2G 421 gggzl 21%7 51;15 622 3S() 0 0
25 21 421 gggil 21CO7 51;15 622 3S() 0 0
25 ZK 421 g(?))t;il 21(2)7 51;15 622 3S() 0 0
25 ZM 421 gggil 21(2)7 51;15 651)2 380 0 0
25 20 421 gggil 21%7 51;15 651)2 3SO 0 0

e Molecule 26 is a protein called FAP74.

Mol | Chain | Residues Atoms AltConf | Trace
26 00 1140 Eggzl 36%9 1;\162 1%9 g 0 0
26 Ol 673 Zcz)gi)l 25%8 81§1 8(23 S 0 0
26 02 130 11181(3)321 6(135 1215 2(80 g 0 0

e Molecule 27 is a protein called FAP69.

Mol | Chain | Residues Atoms AltConf | Trace
27 P0 359 ?(;;1 1(511 31215 3(5)5 0 0
27 Pl 722 gggil 21017 71;2 7(2)2 0 0
27 P2 732 ggtl?)l 21C46 71§2 722 0 0
27 P3 732 ggtl?)l 21le6 71;]2 7(3)2 0 0

e Molecule 28 is a protein called FAP54.

Mol | Chain | Residues Atoms AltConf | Trace
28 Q0 2393 F?OS;;;) 11§45 3;\2134 3;.28 788 0 0
28 Q1 2395 ;F;Qtjé 11§51 321\;6 32030 788 0 0

e Molecule 29 is a protein called FAP46.
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Mol | Chain | Residues Atoms AltConf | Trace
29 RO 2070 ;FOOQtilL 65C58 2?]79 21071 g 0 0
29 Rl 2080 ;F()Of)tg;) 6&%7 2?&139 21(?31 g 0 0

e Molecule 30 is a protein called FAP275.

Mol | Chain | Residues Atoms AltConf | Trace
30 S0 156 rf(ig&flll 7?6 21;]9 2(2)2 ZSL 0 0
30 51 156 rf(igil 7?6 21;19 2(2)2 ZSL 0 0
30 52 196 rf(igil 7?6 21;19 2(2)2 ésl 0 0
30 53 153 rf(iga()‘l 7(139 21;15 2(1)8 ZSL 0 0

e Molecule 31 is a protein called Unknown protein.

Mol | Chain | Residues Atoms AltConf | Trace

il w | w TG ET] o [
e Molecule 32 is a protein called FAP47.

Mol | Chain | Residues Atoms AltConf | Trace
2. 10 2| e 0n et 68 11 0 0
52 1 o062 gzgzl 20096 615\)14 6(7)3 181 0 0
52 12 545 gggzl 20C51 61?\37 6(;6 181 0 0
32 T3 313 ngzil 9(135 311]3 3(1)3 0 0

e Molecule 33 is a protein called FAP279.

Mol | Chain | Residues Atoms AltConf | Trace
331 U0 00| loh 10 a0 a0 6 0 0
331 Ul 00| o 10 a0 w00 6 0 0
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e Molecule 34 is a protein called FAP266.

Mol | Chain | Residues Atoms AltConf | Trace
34 Vo 198 gogg l 5%0 1153]8 188 0 0
34 Vi 191 T;)OQ?I 5?9 11511 181 0 0

e Molecule 35 is a protein called FAP76.

Mol | Chain | Residues Atoms AltConf | Trace
35 wWo 1056 Egt;jll 31012 1(1)\156 1(?56 0 0
35 Wi 962 Z%?Sl 28034 91(\3; 9(6?2 0 0

e Molecule 36 is a protein called Unknown protein.

Mol | Chain | Residues Atoms AltConf | Trace
wlw| o [TWOTO[ . [
IR T HERE
w v w [T [
IR T HERE

e Molecule 37 is a protein called Unknown protein.

Mol | Chain | Residues Atoms AltConf | Trace
37 w7 149 T;)4t5a 1 45137 114\119 129 0 0
37 W9 149 T;)4t5a 1 45117 114\119 129 0 0

e Molecule 38 is a protein called Unknown protein.

Mol | Chain | Residues Atoms AltConf | Trace

38 | W8 51 T205t§1 1(5]3 ; 501 0 0

e Molecule 39 is a protein called FAP246.
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Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S
39 X0 813 5308 3304 1010 981 13 0 ’

Total C N 0) S
39 | X1 813 5308 3304 1010 981 13 ’ "

Total C N O S
39 X2 813 5308 3304 1010 981 13 0 0

Total C N O S
39 X3 813 5308 3304 1010 981 13 0 0

e Molecule 40 is a protein called Phosphopyruvate hydratase.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S
40 Y0 476 3607 2262 615 708 22 0 0

Total C N O S
40 Yl 476 3607 2262 615 708 22 0 0

Total C N O S
40 Y2 476 3607 2262 615 708 22 0 0

Total C N O S
40 Y3 476 3607 2262 615 708 22 0 0

Total C N O S
40 Y4 476 3607 2262 615 708 22 0 0

Total C N O S
40 Y5 476 3607 2262 615 708 22 0 0

Total C N O S
40 Y6 476 3607 2262 615 708 22 0 0

Total C N O S
40 Y7 476 3607 2262 615 708 22 0 0

e Molecule 41 is a protein called Heat shock protein 70A.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S
41 0 592 4599 2881 798 900 20 0 0

Total C N O S
41 2 592 4599 2881 798 900 20 0 0

Total C N O S
41 22 592 4599 2881 798 900 20 0 0

Total C N O S
41 Z3 592 4599 2881 798 900 20 0 0

e Molecule 42 is ADENOSINE-5-DIPHOSPHATE (CCD ID: ADP) (formula: C1oH;5N5010P3).
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{

ot
oo
HO P o
) =T}
¥ OH,
9
Mol | Chain | Residues Atoms AltConf
Total C N O P
42 1A 1 27 10 5 10 2 0
Total C N O P
12 1B 1 27 10 5 10 2 0
Total C N O P
2 1C 1 27 10 5 10 2 0
Total C N O P
12 1D 1 27 10 5 10 2 0

e Molecule 43 is PHOSPHOAMINOPHOSPHONIC ACID-ADENYLATE ESTER (CCD ID:
ANP) (formula: 010H17N6012P3).

ANP
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Mol | Chain | Residues Atoms AltConf

43 | 1A 1 Tgtla‘l 100 1;51 ?2 1; 0

43 | 1B 1 Tgtlal 100 121 ?2 g 0

13 | 1C 1 Tgtlal 1% 121 g 1; 0

43 | 1D 1 Tgtlal 100 12 g 1; 0

13| o 1 Tgtlal 100 12 g g 0

43 | C1 1 Tgtlal 1% 12 B g 0

43 | 2 1 Tgtlal 1% 12 g g 0

13 | 3 | Tgtlal 1% 12 g 5 0

e Molecule 44 is GUANOSINE-5-TRIPHOSPHATE (CCD ID: GTP) (formula: CyoH6N5014P3).

Mol | Chain | Residues Atoms AltConf
44 | NB 1 Tgt;‘“l 100 1; 81 1; 0
44 | ND 1 ngal 100 1; 81 g 0
4 | NF 1 ol LN 0L 0
4 | NH 1 ol 0N 0L 0

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

Mol | Chain | Residues Atoms AltConf
M| NI 1 Tg;al 1% g ﬁg 0
44 | NL 1 Tg;al 1% 1; ﬁg 0
44 | NN 1 Tg;al 1% g ﬁg 0
4 | OD | Tg;al 1% E ﬁg 0
14 | OF | Tg;al 1% E 815 0
wlon | 1 [mE Vo
44 | 0J 1 Tg;al 1% 1; 815 0
wlo| 1 [T oV or
wlon [ 1 [TV o
wlon | 1 [T oY
wlm | o [y
Wl | o [y
IR
a4 | PJ 1 Tg;al 1% 1; 811; 0
RN
wlw | o ool
wlw | o ool
wlw | o [moorl
wla | o [ ool
wla | o [moorl
e o [ meioT]

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

Mol | Chain | Residues Atoms AltConf
wla| 1 [WorNoT
Wl | & [ moYeT
Wl | o [moyeT
44 | RD 1 Tg;al 1% E 1(315 0
44 | RF 1 Tg;al 1% g 815 0
Wl | 4 (e CVOE
44 | RJ 1 Tg;al 1% 1; 815 0
wlw | o (oYt
Wl [ 4 (o ver
wlw | o [ over
wlm [ o [ ovoer
wlm [ o [meover
wlw [ oVt
Wl [ 4 [mEovor
44 | SJ 1 ngal 1% 1; 811; 0
wlm | o [moyory
wlw | & [meyory
wlw | o [moyery
wlm | o [ meyery
wlm| o [ meyery
wlw | o ey ey

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

Mol | Chain | Residues Atoms AltConf
1 | TH 1 Tg;al 1% g ﬁ 5 0
44 | TJ 1 Tg;al 1% 1; 12 g 0
44 | TL 1 Tg;al 1% g 12 g 0
44 | TN 1 Tg;al 1% E 1(31 5 0
u | TP | Tg;al 1% g 81 5 0
wlm | o [y
wlw | 1 [y o
wlw| o [ v ot
Wl | o [Ty o
44 | UJ 1 Tgt;‘l 1% 1;1 104 g 0
wlw | o [V o
wlo | o [y o
wlw | o [yt
44 | VB 1 Tg;al 1% 1; 81 E 0
wlw | 1 | meoror
wlw| o [meyery
44 | VH 1 T‘;gal 1% 1; 81 1; 0
44 | VI 1 Tgt;‘l 1% 1; 1(1 1; 0
44 | VL 1 Tgt;‘l 1C0 1; ﬁ 1; 0
wlw | o [ meyeTy
44 | VP 1 ngal 100 1; 81 g 0

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

Mol | Chain | Residues Atoms AltConf
14 | WB 1 Tg;al 1% g ﬁ 5 0
4 | WD 1 Tg;al 1% 1; 1(31 5 0
44 | WF 1 Tg;al 1% g 12 g 0
44 | WH 1 Tg;al 1% E 1(31 5 0
44 | W 1 Tg;al 1% g 81 5 0
wlw | o oV er
wlw [ 4 e ever
wlm | 4 oY er
wlw | o [Eever
wlw | oVt
wlw [ 4 (W over
44 | XJ 1 Tgtzal 1% 1;1 81 5 0
wlm [+ eVt
wlw | o [ ever
wlw| o [moorl
wlw | o meyery
wlw| & [meyery
wlw | o [meyery
44 | YJ 1 Tgt;‘l 1C0 1; ﬁ 1; 0
wlw | & [meyery
wlw | & ey ey

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

Mol | Chain | Residues Atoms AltConf
4 | YP 1 Tg;al 1% g ﬁ 5 0
1 | 7B | Tg;al 1% 1; 1(31 5 0
44 | 7ZD 1 Tg;al 1% g 12 g 0
44 | 7ZF 1 Tg;al 1% E 1(31 5 0
M | zH | Tg;al 1% g 81 5 0
a4 | 73 1 Tg;al 1% 1; 81 5 0
wlm | o ooty
wlw | o moyoty
wlw | o [ meyor

e Molecule 45 is MAGNESIUM ION (CCD ID: MG) (formula: Mg).

Mol | Chain | Residues Atoms AltConf

A5 NB 1 Total Mg 0
1 1

45 | ND | Total - Mg 0
1 1

15 | NG | Toltal N{g 0

A5 NH 1 Total Mg 0
1 1

A5 NJ 1 Total Mg 0
1 1

A5 NI 1 Total Mg 0
1 1

A5 NN 1 Total Mg 0
1 1

A5 oD 1 Total Mg 0
1 1

A5 OF 1 Total Mg 0
1 1

45 | oH 1 Toltal N{g 0

Continued on next page...

O RLDWIDE
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Continued from previous page...

Mol | Chain | Residues Atoms AltConf

15 | 0J | Total - Mg 0
11

45 | OL 1 Total -~ Mg 0
11

45 | ON 1 Toltal N{g 0

45 | OP | Total -~ Mg 0
11

45 | PD 1 Total -~ Mg 0
11

45 | PF 1 Total - Me 0
11

45 | PI 1 Total - Mg 0
11

45 | PJ 1 Total - Mg 0
11

45 | PL 1 Total - Mg 0
11

45 | PN 1 Total - Mg 0
11

45 | PP 1 Total - Mg 0
11

45 | QD 1 Toltal N{g 0

45 | QF 1 Toltal N{g 0

45 | QH 1 Toltal l\gg 0

A5 QJ 1 Total Mg 0
11

A5 QL 1 Total Mg 0
11

45 | QN 1 Toltal l\gg 0

45 | QP 1 Toltal l\gg 0

45 | RD 1 Total - Mg 0
11

45 | RF 1 Total - Mg 0
11

45 | RI | Toltal hgg 0

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

Mol | Chain | Residues Atoms AltConf

45 | RJ | Total - Mg 0
11

45 | RL 1 Total -~ Mg 0
11

45 | RN 1 Total -~ Mg 0
11

45 | RP 1 Total -~ Mg 0
11

15 | sC | Total -~ Mg 0
11

45 | SD 1 Total - Me 0
11

45 | sG 1 Total - Mg 0
11

45 | sH 1 Total - Mg 0
11

45 | S | Total - Mg 0
11

45 | SL 1 Total - Mg 0
11

45 | SO 1 Total - Mg 0
11

45 | Sp 1 Total - Mg 0
11

45 | TB 1 Total - Mg 0
11

45 | TD 1 Total - Mg 0
11

45 | TG 1 Total Mg 0
11

45 | TH 1 Total Mg 0
11

45 | TJ 1 Total - Mg 0
11

45 | T™M 1 Toltal l\gg 0

45 | TN 1 Total - Mg 0
11

45 | TP 1 Total - Mg 0
11

45 | UB | Toltal hgg 0

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

Mol | Chain | Residues Atoms AltConf

45 | UD | Total - Mg 0
11

45 | UF 1 Total -~ Mg 0
11

45 | UH 1 Total -~ Mg 0
11

15 | UJ | Total -~ Mg 0
11

45 | UL 1 Total -~ Mg 0
11

45 | UN 1 Total - Me 0
11

45 | UP 1 Total - Mg 0
11

45 | vB 1 Total - Mg 0
11

45 | VD 1 Total - Mg 0
11

45 | VF 1 Total - Mg 0
11

45 | VH 1 Total - Mg 0
11

15 | VI | Total - Mg 0
11

45 | VL 1 Total - Mg 0
11

45 | VN 1 Total - Mg 0
11

45 | VP 1 Total Mg 0
11

45 | WB 1 Toltal l\gg 0

45 | WD 1 Toltal l\gg 0

45 | WaQ 1 Toltal l\gg 0

45 | WH 1 Toltal l\gg 0

15 | W | Total - Mg 0
11

45 | WL 1 Toltal l\gg 0

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

Mol | Chain | Residues Atoms AltConf

5 | WN | Toltal N{g 0

A5 XB 1 Total Mg 0
1 1

A5 XD 1 Total Mg 0
1 1

45 | XF 1 Total -~ Mg 0
1 1

45 | XH 1 Total -~ Mg 0
1 1

45 | XJ 1 Total - Me 0
1 1

45 | XM 1 Toltal N{g 0

45 | XN 1 Total - Mg 0
1 1

A5 YB 1 Total Mg 0
1 1

A5 YD 1 Total Mg 0
1 1

A5 YF 1 Total Mg 0
1 1

A5 YH 1 Total Mg 0
1 1

A5 v 1 Total Mg 0
1 1

A5 YL 1 Total Mg 0
1 1

A5 YN 1 Total Mg 0
1 1

A5 VP 1 Total Mg 0
1 1

A5 7B 1 Total Mg 0
1 1

A5 7D 1 Total Mg 0
1 1

A5 7T 1 Total Mg 0
1 1

A5 7 1 Total Mg 0
1 1

45 | 73 | Toltal hgg 0

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

Mol | Chain | Residues Atoms AltConf
A5 71, 1 Total Mg 0
1 1
A5 7N 1 Total Mg 0
1 1
45 | 7P 1 Toltal N{g 0

e Molecule 46 is GUANOSINE-5-DIPHOSPHATE (CCD ID: GDP) (formula: C;oH15N504;P5).

GDP
o
y M
J LD
t“zN./.' "\“-:-N..f-
..;.HO -P Ou
[t ~o
Ho__%) o
2
Mol | Chain | Residues Atoms AltConf
Total C N O P
46 NC 1 28 10 5 11 2 0
Total C N O P
46 NE 1 28 10 5 11 2 0
Total C N O P
46 NG 1 28 10 5 11 2 0
Total C N O P
46 NI 1 28 10 5 11 2 0
Total C N O P
46 NK 1 28 10 5 11 2 0
Total C N O P
46 NM 1 28 10 5 11 2 0
Total C N O P
46 NO 1 28 10 5 11 2 0
Total C N O P
16 0C 1 28 10 5 11 2 0

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

Mol | Chain | Residues Atoms AltConf
wlon | 1 [ ONOT]
46 | 0G 1 ol b2 B ) 0
W o | 1 oo
wos | 1 oy oT
W low | 1 [ mEoY T
oo | 1 Yo
wloa | 1 MOy OoT
Wl | o Yo
AN TR
AL S
AEEEEE R
RN
AN
wlw | 1 | mmoror
AL & S T
IR IR
Wl | o WOt ot
e | 1 oot
IR
o | o W oN ot
N

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

Mol | Chain | Residues Atoms AltConf
e | 1 [ oNOT]
e w0 worat
46 | RC 1 ol b2 B ) 0
RN
N S
IEEEEE S
wlw | Yo
Wl 1 Yo
Wl | o Yo
IEIEEE S
wlw | Yot
IEAEEE S
IEEEEE S
wlw | o | mmoror
Wi o oo
IR
RN
IEEEEN
W e | oot
IEEEEE
AR

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

Mol | Chain | Residues Atoms AltConf
wlm| o YT
46 | TO 1 Tg;al 1% 1; 8 g 0
16 | uC | ng‘“ 1% E ﬁ g 0
wlw | o | memoror
IR EHE
Wl | o [wmeror
Wl | 1 [wmoror
wlw | 1 [ wmeror
wlw| 1 [wmerory
46 | Ve 1 Tgtgal 1% 1;1 ﬁ g 0
wlw| 1 [wmerery
Wl | 1 [wmeyery
46 | VI 1 Tg;al 1% 1; 8 5 0
wlw | o oot
46 | VM 1 ngal 1% 1; 8 1; 0
46 | VO 1 ngal 1% 15\} 8 1; 0
wlw | o | mmoror
wlwe| 1 | mmoroT
wlwe| 1 | mmoror
wlve] 1 |mEmoroT
wlw | o ey e,

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

Mol | Chain | Residues Atoms AltConf
wlw | 1 [ CoNOT
IR
46 | WO 1 ol b2 B ) 0
NN
W | 1 [ mEoy T
W | 1 [Ty
wle | 1 oY oT
IEEEELE TR
IEAEELE R
NN R
IEIEEE S
W | o ey oT
v | 1 [Ty
W] 1 | mmoror
IEEEE & ST
AN
NN
IR
IEEEE IR
IR
IRAEEE R

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

Mol | Chain | Residues Atoms AltConf
wlm | o B L o]
RN
IR
46 | 70 1 ol b2 B0 0

MolProbity failed to run properly - this section is therefore empty.
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3 Experimental information (i)

Property Value Source
EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, Not provided
Number of particles used 80007 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method PHASE FLIPPING AND AMPLITUDE | Depositor
CORRECTION
Microscope FEI TITAN KRIOS Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /Az) 39.6 Depositor
Minimum defocus (nm) 500 Depositor
Maximum defocus (nm) 3000 Depositor
Magnification Not provided
Image detector GATAN K2 SUMMIT (4k x 4k) Depositor
Maximum map value 2.073 Depositor
Minimum map value 0.000 Depositor
Average map value 0.007 Depositor
Map value standard deviation 0.053 Depositor
Recommended contour level 0.2 Depositor
Map size (A) 889.6, 889.6, 889.6 wwPDB
Map dimensions 640, 640, 640 wwPDB
Map angles (°) 90.0, 90.0, 90.0 wwPDB
Pixel spacing (A) 1.39, 1.39, 1.39 Depositor
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4 Model quality (i)

4.1 Standard geometry (i)

MolProbity failed to run properly - this section is therefore empty.

4.2 Too-close contacts (i)

MolProbity failed to run properly - this section is therefore empty.

4.3 Torsion angles (i)
4.3.1 Protein backbone (3)

MolProbity failed to run properly - this section is therefore empty.

4.3.2 Protein sidechains (1)

MolProbity failed to run properly - this section is therefore empty.

4.3.3 RNA (D

MolProbity failed to run properly - this section is therefore empty.

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

There are no non-standard protein/DNA /RNA residues in this entry.

4.5 Carbohydrates (i)

There are no oligosaccharides in this entry.

4.6 Ligand geometry (i)

Of 302 ligands modelled in this entry, 97 are monoatomic - leaving 205 for Mogul analysis.

In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
the number of bonds (or angles) that are defined in the Chemical Component Dictionary. The
Link column lists molecule types, if any, to which the group is linked. The Z score for a bond

WO RLDWIDE

PROTEIN DATA BANK
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length (or angle) is the number of standard deviations the observed value is removed from the
expected value. A bond length (or angle) with |Z] > 2 is considered an outlier worth inspection.
RMSZ is the root-mean-square of all Z scores of the bond lengths (or angles).

Mol | Type | Chain | Res | Link Count?onlgl\/llglzlgt:&S\Z | > 2 CountsBolgnll(\i/[;‘anle#ZZ | > 2
44 | GTP | zZP [ 501 | 45 |3334,34] 094 | 1(3%) |50,54,54 | 1.56 | 9 (18%)
44 | GTP ZB 501 | 45 |33,34,34 | 0.94 1 (3%) | 50,54,54 | 1.54 9 (18%)
44 | GTP | OH | 501 | 45 |[33.3434] 091 | 1(3%) |50,54,54| 155 | 9 (18%)
46 | GDP | RI | 502 | - [2930,30 | 1.14 | 3 (10%) | 454747 | 179 | 7 (15%)
46 | GDP | VM 501 - 29,30,30 | 1.17 | 3 (10%) | 45,47,47 | 1.74 6 (13%)
46 GDP XA 501 - 29,30,30 | 1.15 3 (10%) | 45,4747 | 1.70 6 (13%)
46 GDP WM 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.77 6 (13%)
44 | GTP | NF | 501 | 45 |[33,3434] 088 | 1(3%) |50,54,54| 158 | 8 (16%)
44 | GTP | OD | 501 | 45 [333434] 090 | 1(3%) |50,54,54| 1.57 | 8 (16%)
44 | GTP | NB | 501 | 45 [333434] 090 | 1(3%) |50,54,54| 161 | 9 (18%)
46 | GDP | TK | 501 | - [29,30,30 | 1.14 | 3 (10%) |4547.47| 177 | 6 (13%)
44 | GTP | OP [ 501 | 45 [333434] 091 | 1(3%) |50,5454| 1.58 | 8 (16%)
46 | GDP | WE | 501 - 29,30,30 | 1.13 2 (6%) | 45,4747 | 1.75 6 (13%)
44 GTP RH 501 45 | 33,34,34 | 0.94 1 (3%) |50,54,54 | 1.62 10 (20%)
44 GTP ulJ 501 45 | 33,34,34 | 0.95 1 (3%) | 50,54,54 | 1.59 9 (18%)
46 | GDP | UK | 501 | - [29,30,30| 1.15 | 3 (10%) | 454747 | 171 | 6 (13%)
43 ANP C3 2001 - 33,33,33 | 1.03 4 (12%) | 45,52,52 | 0.93 2 (4%)
46 | GDP | WA | 501 | - [29.30,30 | 1.14 | 3 (10%) | 454747 | 1.74 | 6 (13%)
46 | GDP | WI | 501 | - [293030| 1.14 | 3 (10%) | 454747 | 1.72 | 6 (13%)
46 GDP 7K 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.76 7 (15%)
43 | ANP 1C | 2602 - 33,33,33 | 0.92 | 4 (12%) | 45,52,52 | 0.84 2 (4%)
46 | GDP | NM | 501 | - [29,30,30 | 1.14 | 3 (10%) |4547.47| 174 | 6 (13%)
46 | GDP | QK | 501 | - [2930,30 | 1.17 | 3 (10%) | 454747 | 1.77 | 6 (13%)
46 | GDP ZE 501 - 29,30,30 | 1.16 | 3 (10%) | 45,47,47 | 1.76 6 (13%)
44 GTP NL 501 45 | 33,34,34 | 0.91 1 (3%) | 50,54,54 | 1.58 9 (18%)
44 GTP RJ 501 45 | 33,34,34 | 0.91 1 (3%) | 50,54,54 | 1.55 8 (16%)
46 | GDP | RC | 501 | - [29,30,30| 1.16 | 3 (10%) |4547.47| 176 | 7 (15%)
44 | GTP | VF | 501 | 45 [333434] 090 | 1(3%) |50,54,54| 1.54 | 8 (16%)
43 ANP Co 2001 - 33,33,33 | 0.95 4 (12%) | 45,52,52 | 0.64 0
46 GDP SK 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.76 7 (15%)
46 | GDP | QO | 501 | - [293030| 1.15 | 3 (10%) | 454747 | 1.75 | 6 (13%)
46 | GDP QG 501 - 29,30,30 | 1.14 | 3 (10%) | 45,47,47 | 1.77 7 (15%)
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Mol | Type | Chain | Res | Link | ooz | 171 2| Counts | RMSZ | 121> 2
46 | GDP SE 501 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.77 7 (15%)
44 | GTP PF 501 45 | 33,34,34 | 0.90 1 (3%) | 50,54,54 | 1.60 10 (20%)
42 | ADP 1A 2601 - 28,29,29 | 1.66 4 (14%) | 43,4545 | 2.39 11 (25%)
44 | GTP PL 501 45 | 33,34,34 | 0.90 1 (3%) | 50,54,54 | 1.57 8 (16%)
44 | GTP V] 501 45 | 33,34,34 | 0.93 1 (3%) | 50,54,54 | 1.58 9 (18%)
46 | GDP PK 501 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.75 6 (13%)
46 | GDP M 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.74 7 (15%)
46 | GDP 0]@ 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.76 7 (15%)
46 | GDP PG 501 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.75 7 (15%)
44 | GTP YB 501 45 | 33,34,34 | 0.94 1 (3%) | 50,54,54 | 1.57 9 (18%)
46 | GDP RK 501 - 29,30,30 | 1.14 3 (10%) | 454747 | 1.75 6 (13%)
46 | GDP XE 501 - 29,30,30 | 1.15 2 (6%) | 45,4747 | 1.78 6 (13%)
46 | GDP OE 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.76 6 (13%)
46 | GDP YC 501 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.78 7 (15%)
46 | GDP UE 501 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.76 6 (13%)
44 | GTP VH 501 45 | 33,34,34 | 0.95 1 (3%) | 50,54,54 | 1.60 8 (16%)
46 | GDP YO 501 - 29,30,30 | 1.14 4 (13%) | 454747 | 1.70 6 (13%)
46 | GDP YI 501 - 29,30,30 | 1.14 2 (6%) | 45,4747 | 1.74 5 (11%)
44 | GTP YH 501 45 | 33,34,34 | 0.92 1 (3%) | 50,54,54 | 1.61 10 (20%)
44 | GTP 7F 501 45 | 33,34,34 | 0.94 1 (3%) |50,54,54 | 1.53 9 (18%)
44 | GTP ON 501 45 | 33,34,34 | 0.93 1 (3%) | 50,54,54 | 1.59 9 (18%)
46 | GDP QM 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.76 8 (17%)
46 | GDP UG 501 - 29,30,30 | 1.14 3 (10%) | 454747 | 1.77 7 (15%)
46 | GDP XM 502 - 29,30,30 | 1.16 3 (10%) | 45,4747 | 1.76 6 (13%)
46 | GDP PM 501 - 29,30,30 | 1.14 3 (10%) | 454747 | 1.70 5 (11%)
43 | ANP 1D 2602 - 33,33,33 | 0.92 4 (12%) | 45,52,52 | 0.74 0
43 | ANP 1A 2602 - 33,33,33 | 0.88 3 (9%) | 45,52,52 | 0.70 0
44 | GTP WJ 501 45 | 33,34,34 | 0.90 1 (3%) |50,54,54 | 1.60 11 (22%)
44 | GTP WB 501 45 | 33,34,34 | 0.94 1 (3%) | 50,54,54 | 1.57 8 (16%)
44 | GTP QH 501 45 | 33,34,34 | 0.90 1 (3%) | 50,54,54 | 1.58 9 (18%)
46 | GDP NC 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.72 6 (13%)
46 | GDP RG 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.74 6 (13%)
44 | GTP PN 501 45 | 33,34,34 | 0.90 1 (3%) | 50,54,54 | 1.58 8 (16%)
44 | GTP XB 501 45 | 33,34,34 | 0.95 1 (3%) | 50,54,54 | 1.57 8 (16%)
46 | GDP 72G 501 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.72 6 (13%)
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Mol | Type | Chain | Res | Link | ooz | 171 2| Counts | RMSZ | 121> 2
44 | GTP PH 501 45 | 33,34,34 | 0.93 1 (3%) | 50,54,54 | 1.59 9 (18%)
46 | GDP XG 501 - 29,30,30 | 1.14 3 (10%) | 454747 | 1.73 6 (13%)
46 | GDP PE 501 - 29,30,30 | 1.14 3 (10%) | 454747 | 1.75 7 (15%)
46 | GDP 70 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.76 7 (15%)
46 | GDP X0 501 - 29,30,30 | 1.14 3 (10%) | 454747 | 1.75 6 (13%)
44 | GTP SL 501 45 | 33,34,34 | 0.92 1 (3%) | 50,54,54 | 1.57 9 (18%)
44 | GTP QF 501 45 | 33,34,34 | 0.91 1 (3%) | 50,54,54 | 1.58 9 (18%)
46 | GDP WO 501 - 29,30,30 | 1.15 (10%) | 45,4747 | 1.77 7 (15%)
44 | GTP RN 501 45 | 33,34,34 | 0.94 (3%) | 50,54,54 | 1.59 9 (18%)
44 | GTP VN 501 45 | 33,34,34 | 0.93 (3%) | 50,54,54 | 1.55 8 (16%)
46 | GDP A 501 - 29,30,30 | 1.15 (10%) | 45,4747 | 1.75 6 (13%)
44 | GTP QN 501 45 | 33,34,34 | 0.94 (3%) | 50,54,54 | 1.61 10 (20%)
44 | GTP XL 501 45 | 33,34,34 | 0.92 (3%) | 50,54,54 | 1.59 9 (18%)
44 | GTP UL 501 45 | 33,34,34 | 0.90 (3%) | 50,54,54 | 1.56 9 (18%)
43 | ANP 1B 2602 - 33,33,33 | 0.94 (12%) | 45,52,52 | 0.76 1 (2%)

44 | GTP SB 501 45 | 33,34,34 | 0.94 (3%) | 50,54,54 | 1.57 9 (18%)
43 | ANP C2 2001 - 33,33,33 | 0.94 (12%) | 45,52,52 | 0.79 2 (4%)

44 | GTP PJ 501 45 | 33,34,34 | 0.94 (3%) | 50,54,54 | 1.62 10 (20%)
44 | GTP YF 501 45 | 33,34,34 | 0.93 (3%) | 50,54,54 | 1.57 9 (18%)
46 | GDP SO 502 - 29,30,30 | 1.14 4 (13%) | 454747 | 1.68 6 (13%)
46 | GDP TI 501 - 29,30,30 | 1.14 3 (10%) | 454747 | 1.74 6 (13%)
44 | GTP UN 501 45 | 33,34,34 | 0.92 (3%) | 50,54,54 | 1.62 10 (20%)
46 | GDP 00 501 - 29,30,30 | 1.14 (10%) | 454747 | 1.74 6 (13%)
44 | GTP RL 501 45 | 33,34,34 | 0.92 (3%) | 50,54,54 | 1.60 8 (16%)
46 | GDP Uuo 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.76 6 (13%)
46 | GDP XI 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.74 6 (13%)
46 | GDP 7C 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.73 7 (15%)
44 | GTP ND 501 45 | 33,34,34 | 0.93 (3%) | 50,54,54 | 1.57 9 (18%)
44 | GTP UH 501 45 | 33,34,34 | 0.94 (3%) | 50,54,54 | 1.60 9 (18%)
46 | GDP VG 501 - 29,30,30 | 1.16 (10%) | 45,4747 | 1.78 7 (15%)
44 | GTP XJ 501 45 | 33,34,34 | 0.93 (3%) | 50,54,54 | 1.56 8 (16%)
46 | GDP PC 501 - 29,30,30 | 1.17 3 (10%) | 45,4747 | 1.78 7 (15%)
46 | GDP RE 501 - 29,30,30 | 1.14 3 (10%) | 454747 | 1.75 6 (13%)
46 | GDP YM 501 - 29,30,30 | 1.14 3 (10%) | 454747 | 1.76 6 (13%)
44 | GTP UB 501 45 | 33,34,34 | 0.91 1 (3%) | 50,54,54 | 1.57 8 (16%)
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Mol | Type | Chain | Res | Link | ooz | 171 2| Counts | RMSZ | 121> 2
44 | GTP VD 501 45 | 33,34,34 | 0.95 1 (3%) | 50,54,54 | 1.59 9 (18%)
46 | GDP 0Q 501 - 29,30,30 | 1.14 3 (10%) | 454747 | 1.78 7 (15%)
46 | GDP PO 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.77 7 (15%)
46 | GDP TC 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.79 7 (15%)
44 | GTP YL 501 45 | 33,34,34 | 0.93 0 50,54,54 | 1.58 9 (18%)
46 | GDP QC 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.77 7 (15%)
44 | GTP WH 501 45 | 33,34,34 | 0.92 1 (3%) |50,54,54 | 1.60 8 (16%)
46 | GDP OK 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.77 7 (15%)
46 | GDP XK 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.72 7 (15%)
44 | GTP OL 501 45 | 33,34,34 | 0.93 1 (3%) | 50,54,54 | 1.62 10 (20%)
46 | GDP NG 502 - 29,30,30 | 1.17 3 (10%) | 454747 | 1.78 7 (15%)
44 | GTP 7L 501 45 | 33,34,34 | 0.92 1 (3%) | 50,54,54 | 1.56 9 (18%)
44 | GTP NN 501 45 | 33,34,34 | 0.93 1 (3%) | 50,54,54 | 1.58 9 (18%)
44 | GTP UF 501 45 | 33,34,34 | 0.93 1 (3%) | 50,54,54 | 1.56 9 (18%)
46 | GDP QQ 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.77 7 (15%)
46 | GDP UM 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.76 6 (13%)
46 | GDP NE 501 - 29,30,30 | 1.16 2 (6%) | 45,4747 | 1.76 7 (15%)
44 | GTP ZN 501 45 | 33,34,34 | 0.91 1 (3%) | 50,54,54 | 1.56 8 (16%)
44 | GTP PP 501 45 | 33,34,34 | 0.93 1 (3%) | 50,54,54 | 1.58 9 (18%)
44 | GTP ZH 501 45 | 33,34,34 | 0.92 1 (3%) | 50,54,54 | 1.59 9 (18%)
44 | GTP YJ 501 45 | 33,34,34 | 0.91 1 (3%) | 50,54,54 | 1.58 8 (16%)
46 | GDP SC 502 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.75 6 (13%)
46 | GDP ™ 502 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.78 7 (15%)
44 | GTP 0J 501 45 | 33,34,34 | 0.87 1 (3%) | 50,54,54 | 1.59 9 (18%)
42 | ADP 1D 2601 - 28,29,29 | 1.65 4 (14%) | 43,4545 | 2.41 14 (32%)
44 | GTP XN 501 45 | 33,34,34 | 0.93 1 (3%) |50,54,54 | 1.54 8 (16%)
44 | GTP TJ 501 45 | 33,34,34 | 0.94 1 (3%) | 50,54,54 | 1.61 8 (16%)
46 | GDP Ol 501 - 29,30,30 | 1.14 3 (10%) | 454747 | 1.75 7 (15%)
44 | GTP 7J 501 45 | 33,34,34 | 0.92 1 (3%) | 50,54,54 | 1.58 9 (18%)
44 | GTP QP 501 45 | 33,34,34 | 0.94 1 (3%) | 50,54,54 | 1.57 8 (16%)
46 | GDP WC 501 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.79 7 (15%)
44 | GTP WL 501 45 | 33,34,34 | 0.90 1 (3%) | 50,54,54 | 1.61 9 (18%)
46 | GDP TG 502 - 29,30,30 | 1.14 3 (10%) | 454747 | 1.75 6 (13%)
46 | GDP VC 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.76 7 (15%)
44 | GTP QD 501 45 | 33,34,34 | 0.95 1 (3%) | 50,54,54 | 1.62 11 (22%)
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Mol | Type | Chain | Res | Link | ooz | 171 2| Counts | RMSZ | 121> 2
44 | GTP RF 501 45 | 33,34,34 | 0.96 1 (3%) |50,54,54 | 1.63 9 (18%)
46 | GDP VO 501 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.76 7 (15%)
44 | GTP PD 501 45 | 33,34,34 | 0.92 1 (3%) | 50,54,54 | 1.58 9 (18%)
44 | GTP 7D 501 45 | 33,34,34 | 0.94 1 (3%) | 50,54,54 | 1.55 10 (20%)
44 | GTP NJ 501 45 | 33,34,34 | 0.96 2 (6%) | 50,54,54 | 1.62 10 (20%)
46 | GDP RO 501 - 29,30,30 | 1.14 3 (10%) | 454747 | 1.74 6 (13%)
46 | GDP WK 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.75 6 (13%)
46 | GDP oG 501 - 29,30,30 | 1.14 3 (10%) | 454747 | 1.76 7 (15%)
44 | GTP WF 501 45 | 33,34,34 | 0.86 1 (3%) | 50,54,54 | 1.60 8 (16%)
46 | GDP PQ 501 - 29,30,30 | 1.15 3 (10%) | 45,4747 | 1.77 7 (15%)
46 | GDP YK 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.74 6 (13%)
46 | GDP VK 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.75 6 (13%)
44 | GTP SJ 501 45 | 33,34,34 | 0.88 1 (3%) | 50,54,54 | 1.61 9 (18%)
44 | GTP OF 501 45 | 33,34,34 | 0.93 1 (3%) | 50,54,54 | 1.58 8 (16%)
44 | GTP XF 501 45 | 33,34,34 | 0.92 1 (3%) |50,54,54 | 1.60 9 (18%)
44 | GTP TN 501 45 | 33,34,34 | 0.90 1 (3%) | 50,54,54 | 1.58 9 (18%)
46 | GDP Ul 501 - 29,30,30 | 1.14 3 (10%) | 454747 | 1.72 7 (15%)
46 | GDP VE 501 - 29,30,30 | 1.14 3 (10%) | 454747 | 1.71 6 (13%)
44 | GTP UP 501 45 | 33,34,34 | 0.95 1 (3%) | 50,54,54 | 1.57 9 (18%)
46 | GDP WG 502 - 29,30,30 | 1.14 3 (10%) | 454747 | 1.74 6 (13%)
43 | ANP C1 2001 - 33,33,33 | 0.96 3 (9%) | 45,52,52 | 0.76 0

46 | GDP QI 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.76 6 (13%)
44 | GTP YP 501 45 | 33,34,34 | 0.95 1 (3%) | 50,54,54 | 1.61 10 (20%)
44 | GTP RP 501 45 | 33,34,34 | 0.94 1 (3%) | 50,54,54 | 1.62 10 (20%)
44 | GTP SD 501 45 | 33,34,34 | 0.90 1 (3%) | 50,54,54 | 1.59 8 (16%)
46 | GDP PI 502 - 29,30,30 | 1.14 3 (10%) | 454747 | 1.75 7 (15%)
44 | GTP SH 501 45 | 33,34,34 | 0.90 1 (3%) | 50,54,54 | 1.61 10 (20%)
44 | GTP VB 501 45 | 33,34,34 | 0.93 1 (3%) |50,54,54 | 1.54 8 (16%)
46 | GDP XC 501 - 29,30,30 | 1.14 3 (10%) | 454747 | 1.76 7 (15%)
44 | GTP TL 501 45 | 33,34,34 | 0.94 1 (3%) | 50,54,54 | 1.56 9 (18%)
46 | GDP QE 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.78 7 (15%)
42 | ADP 1C 2601 - 28,29,29 | 1.64 4 (14%) | 43,4545 | 2.39 11 (25%)
44 | GTP VL 501 45 | 33,34,34 | 0.95 1 (3%) | 50,54,54 | 1.60 10 (20%)
44 | GTP VP 501 45 | 33,34,34 | 0.96 1 (3%) | 50,54,54 | 1.55 8 (16%)
44 | GTP XD 501 45 | 33,34,34 | 0.95 1 (3%) | 50,54,54 | 1.59 11 (22%)
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Mol | Type | Chain | Res | Link | ooz | 171 2| Counts | RMSZ | 121> 2
46 | GDP SI 501 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.72 7 (15%)
44 | GTP TF 501 45 | 33,34,34 | 0.93 1 (3%) | 50,54,54 | 1.57 9 (18%)
46 | GDP NK 501 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.73 6 (13%)
46 | GDP TE 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.76 7 (15%)
46 | GDP OM 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.77 7 (15%)
44 | GTP YN 501 45 | 33,34,34 | 0.93 1 (3%) | 50,54,54 | 1.56 10 (20%)
46 | GDP SM 501 - 29,30,30 | 1.14 3 (10%) | 454747 | 1.77 7 (15%)
44 | GTP QL 501 45 | 33,34,34 | 0.90 1 (3%) | 50,54,54 | 1.59 9 (18%)
44 | GTP NH 501 45 | 33,34,34 | 0.92 1 (3%) |50,54,54 | 1.63 9 (18%)
42 | ADP 1B 2601 - 28,29,29 | 1.64 4 (14%) | 43,4545 | 2.50 15 (34%)
46 | GDP YE 501 - 29,30,30 | 1.14 3 (10%) | 454747 | 1.76 6 (13%)
46 | GDP UcC 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.76 7 (15%)
46 | GDP VI 501 - 29,30,30 | 1.16 3 (10%) | 454747 | 1.72 6 (13%)
44 | GTP SN 501 45 | 33,3434 | 091 1 (3%) | 50,54,54 | 1.55 9 (18%)
44 | GTP SF 501 45 | 33,34,34 | 0.92 1 (3%) | 50,54,54 | 1.59 9 (18%)
44 | GTP RD 501 45 | 33,34,34 | 0.94 1 (3%) | 50,54,54 | 1.56 8 (16%)
46 | GDP RM 501 - 29,30,30 | 1.14 3 (10%) | 454747 | 1.75 6 (13%)
44 | GTP SP 501 45 | 33,34,34 | 0.95 1 (3%) |50,54,54 | 1.60 9 (18%)
46 | GDP NO 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.78 7 (15%)
44 | GTP TD 501 45 | 33,34,34 | 0.93 1 (3%) | 50,54,54 | 1.56 9 (18%)
44 | GTP TH 501 45 | 33,34,34 | 0.92 1 (3%) | 50,54,54 | 1.61 9 (18%)
44 | GTP TP 501 45 | 33,34,34 | 0.96 1 (3%) | 50,54,54 | 1.60 10 (20%)
44 | GTP WD 501 45 | 33,34,34 | 0.95 1 (3%) | 50,54,54 | 1.56 9 (18%)
44 | GTP XH 501 45 | 33,34,34 | 0.94 1 (3%) | 50,54,54 | 1.59 9 (18%)
46 | GDP NI 501 - 29,30,30 | 1.12 3 (10%) | 454747 | 1.71 6 (13%)
44 | GTP TB 501 45 | 33,34,34 | 0.90 1 (3%) | 50,54,54 | 1.56 9 (18%)
44 | GTP UD 501 45 | 33,34,34 | 0.94 1 (3%) | 50,54,54 | 1.60 8 (16%)
44 | GTP WN 501 45 | 33,3434 | 0.94 1 (3%) | 50,54,54 | 1.59 9 (18%)
46 | GDP SG 502 - 29,30,30 | 1.14 3 (10%) | 454747 | 1.74 6 (13%)
44 | GTP QJ 501 45 | 33,34,34 | 0.92 1 (3%) | 50,54,54 | 1.58 9 (18%)
44 | GTP YD 501 45 | 33,34,34 | 0.94 1 (3%) | 50,54,54 | 1.57 10 (20%)
46 | GDP YG 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.76 6 (13%)
46 | GDP TO 501 - 29,30,30 | 1.15 3 (10%) | 454747 | 1.77 6 (13%)

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

Mol | Type | Chain | Res | Link | Chirals Torsions Rings
44 | GTP 7P 501 45 - 4/22/38/38 | 0/3/3/3
44 | GTP 7B 501 45 - 5/22/38/38 | 0/3/3/3
44 | GTP OH 501 45 - 4/22/38/38 | 0/3/3/3
46 | GDP RI 502 - - 0/16/32/32 | 0/3/3/3
46 | GDP VM 501 - - 4/16/32/32 | 0/3/3/3
46 | GDP XA 501 - - 1/16/32/32 | 0/3/3/3
46 | GDP | WM 501 - - 0/16/32/32 | 0/3/3/3
44 | GTP NF 501 45 - 1/22/38/38 | 0/3/3/3
44 | GTP OD 501 45 - 8/22/38/38 |0/3/3/3
44 | GTP NB 501 45 - 7/22/38/38 | 0/3/3/3
46 | GDP TK 501 - - 2/16/32/32 |0/3/3/3
44 | GTP OoP 501 45 - 3/22/38/38 |0/3/3/3
46 | GDP WE 501 - - 2/16/32/32 | 0/3/3/3
44 | GTP RH 501 45 - 6/22/38/38 |0/3/3/3
44 | GTP ulJ 501 45 - 3/22/38/38 |0/3/3/3
46 | GDP UK 501 - - 1/16/32/32 | 0/3/3/3
43 | ANP C3 2001 - - 5/18/38/38 |0/3/3/3
46 | GDP WA 501 - - 2/16/32/32 | 0/3/3/3
46 | GDP WI 501 - - 0/16/32/32 | 0/3/3/3
46 | GDP ZK 501 - - 1/16/32/32 | 0/3/3/3
43 | ANP 1C 2602 - - 10/18/38/38 | 0/3/3/3
46 | GDP NM 501 - - 1/16/32/32 | 0/3/3/3
46 | GDP QK 501 - - 0/16/32/32 | 0/3/3/3
46 | GDP ZE 501 - - 2/16/32/32 |0/3/3/3
44 | GTP NL 501 45 - 5/22/38/38 |0/3/3/3
44 | GTP RJ 501 45 - 7/22/38/38 | 0/3/3/3
46 | GDP RC 501 - - 0/16/32/32 | 0/3/3/3
44 | GTP VF 501 45 - 3/22/38/38 |0/3/3/3
43 | ANP Co 2001 - - 3/18/38/38 |0/3/3/3
46 | GDP SK 501 - - 1/16/32/32 | 0/3/3/3
46 | GDP QO 501 - - 1/16/32/32 | 0/3/3/3
46 | GDP QG 501 - - 1/16/32/32 | 0/3/3/3
46 | GDP SE 501 - - 1/16/32/32 | 0/3/3/3
44 | GTP PF 501 45 - 5/22/38/38 |0/3/3/3
42 | ADP 1A 2601 - - 7/16/32/32 | 0/3/3/3

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
44 | GTP PL 501 45 - 3/22/38/38 |0/3/3/3
44 | GTP V] 501 45 - 6/22/38/38 | 0/3/3/3
46 | GDP PK 501 - - 3/16/32/32 |0/3/3/3
46 | GDP M 501 - - 1/16/32/32 | 0/3/3/3
46 | GDP oC 501 - - 2/16/32/32 | 0/3/3/3
46 | GDP PG 501 - - 0/16/32/32 |0/3/3/3
44 | GTP YB 501 45 - 7/22/38/38 | 0/3/3/3
46 | GDP RK 501 - - 1/16/32/32 | 0/3/3/3
46 | GDP XE 501 - - 1/16/32/32 | 0/3/3/3
46 | GDP OE 501 - - 2/16/32/32 | 0/3/3/3
46 | GDP YC 501 - - 3/16/32/32 |0/3/3/3
46 | GDP UE 501 - - 1/16/32/32 | 0/3/3/3
44 | GTP VH 501 45 - 4/22/38/38 | 0/3/3/3
46 | GDP YO 501 - - 2/16/32/32 | 0/3/3/3
46 | GDP YI 501 - - 2/16/32/32 |0/3/3/3
44 | GTP YH 501 45 - 4/22/38/38 | 0/3/3/3
44 | GTP 7F 501 45 - 5/22/38/38 | 0/3/3/3
44 | GTP ON 501 45 - 3/22/38/38 |0/3/3/3
46 | GDP QM 501 - - 2/16/32/32 | 0/3/3/3
46 | GDP UG 501 - - 0/16/32/32 |0/3/3/3
46 | GDP XM 502 - - 2/16/32/32 | 0/3/3/3
46 | GDP PM 501 - - 0/16/32/32 |0/3/3/3
43 | ANP 1D 2602 - - 13/18/38/38 | 0/3/3/3
43 | ANP 1A 2602 - - 14/18/38/38 | 0/3/3/3
44 | GTP WJ 501 45 - 7/22/38/38 | 0/3/3/3
44 | GTP WB 501 45 - 3/22/38/38 |0/3/3/3
44 | GTP QH 501 45 - 5/22/38/38 |0/3/3/3
46 | GDP NC 501 - - 2/16/32/32 | 0/3/3/3
46 | GDP RG 501 - - 2/16/32/32 | 0/3/3/3
44 | GTP PN 501 45 - 4/22/38/38 | 0/3/3/3
44 | GTP XB 501 45 - 3/22/38/38 |0/3/3/3
46 | GDP 72G 501 - - 2/16/32/32 | 0/3/3/3
44 | GTP PH 501 45 - 9/22/38/38 | 0/3/3/3
46 | GDP XG 501 - - 2/16/32/32 | 0/3/3/3
46 | GDP PE 501 - - 2/16/32/32 | 0/3/3/3
46 | GDP 70 501 - - 1/16/32/32 | 0/3/3/3

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
46 | GDP X0 501 - - 2/16/32/32 | 0/3/3/3
44 | GTP SL 501 45 - 2/22/38/38 |0/3/3/3
44 | GTP QF 501 45 - 3/22/38/38 |0/3/3/3
46 | GDP | WO 501 - - 0/16/32/32 |0/3/3/3
44 | GTP RN 501 45 - 4/22/38/38 | 0/3/3/3
44 | GTP VN 501 45 - 2/22/38/38 |0/3/3/3
46 | GDP Z1 501 - - 0/16/32/32 |0/3/3/3
44 | GTP QN 501 45 - 7/22/38/38 | 0/3/3/3
44 | GTP XL 501 45 - 6/22/38/38 |0/3/3/3
44 | GTP UL 501 45 - 8/22/38/38 | 0/3/3/3
43 | ANP 1B 2602 - - 12/18/38/38 | 0/3/3/3
44 | GTP SB 501 45 - 4/22/38/38 | 0/3/3/3
43 | ANP C2 2001 - - 2/18/38/38 | 0/3/3/3
44 | GTP PJ 501 45 - 4/22/38/38 | 0/3/3/3
44 | GTP YF 501 45 - 4/22/38/38 | 0/3/3/3
46 | GDP SO 502 - - 2/16/32/32 |0/3/3/3
46 | GDP TI 501 - - 2/16/32/32 | 0/3/3/3
44 | GTP UN 501 45 - 4/22/38/38 | 0/3/3/3
46 | GDP 00 501 - - 2/16/32/32 |0/3/3/3
44 | GTP RL 501 45 - 4/22/38/38 | 0/3/3/3
46 | GDP Uuo 501 - - 2/16/32/32 | 0/3/3/3
46 | GDP XI 501 - - 1/16/32/32 | 0/3/3/3
46 | GDP ZC 501 - - 0/16/32/32 |0/3/3/3
44 | GTP ND 501 45 - 7/22/38/38 | 0/3/3/3
44 | GTP UH 501 45 - 4/22/38/38 | 0/3/3/3
46 | GDP VG 501 - - 1/16/32/32 | 0/3/3/3
44 | GTP XJ 501 45 - 3/22/38/38 |0/3/3/3
46 | GDP PC 501 - - 1/16/32/32 | 0/3/3/3
46 | GDP RE 501 - - 3/16/32/32 | 0/3/3/3
46 | GDP YM 501 - - 2/16/32/32 | 0/3/3/3
44 | GTP UB 501 45 - 3/22/38/38 |0/3/3/3
44 | GTP VD 501 45 - 3/22/38/38 | 0/3/3/3
46 | GDP 0Q 501 - - 1/16/32/32 | 0/3/3/3
46 | GDP PO 501 - - 1/16/32/32 | 0/3/3/3
46 | GDP TC 501 - - 1/16/32/32 | 0/3/3/3
44 | GTP YL 501 45 - 4/22/38/38 | 0/3/3/3
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
46 | GDP QC 501 - - 0/16/32/32 | 0/3/3/3
44 | GTP WH 501 45 - 7/22/38/38 | 0/3/3/3
46 | GDP OK 501 - - 2/16/32/32 | 0/3/3/3
46 | GDP XK 501 - - 1/16/32/32 | 0/3/3/3
44 | GTP OL 501 45 - 7/22/38/38 | 0/3/3/3
46 | GDP NG 502 - - 2/16/32/32 | 0/3/3/3
44 | GTP 7L 501 45 - 1/22/38/38 | 0/3/3/3
44 | GTP NN 501 45 - 5/22/38/38 |0/3/3/3
44 | GTP UF 501 45 - 4/22/38/38 | 0/3/3/3
46 | GDP QQ 501 - - 1/16/32/32 | 0/3/3/3
46 | GDP UM 501 - - 0/16/32/32 |0/3/3/3
46 | GDP NE 501 - - 1/16/32/32 | 0/3/3/3
44 | GTP ZN 501 45 - 7/22/38/38 | 0/3/3/3
44 | GTP PP 501 45 - 9/22/38/38 |0/3/3/3
44 | GTP ZH 501 45 - 4/22/38/38 | 0/3/3/3
44 | GTP YJ 501 45 - 5/22/38/38 |0/3/3/3
46 | GDP SC 502 - - 2/16/32/32 |0/3/3/3
46 | GDP ™ 502 - - 0/16/32/32 |0/3/3/3
44 | GTP 0J 501 45 - 4/22/38/38 | 0/3/3/3
42 | ADP 1D 2601 - - 6/16/32/32 | 0/3/3/3
44 | GTP XN 501 45 - 2/22/38/38 |0/3/3/3
44 | GTP TJ 501 45 - 5/22/38/38 |0/3/3/3
46 | GDP 0Ol 501 - - 2/16/32/32 |0/3/3/3
44 | GTP ZJ 501 45 - 5/22/38/38 |0/3/3/3
44 | GTP QP 501 45 - 7/22/38/38 | 0/3/3/3
46 | GDP WC 501 - - 4/16/32/32 | 0/3/3/3
44 | GTP WL 501 45 - 6/22/38/38 |0/3/3/3
46 | GDP TG 502 - - 0/16/32/32 |0/3/3/3
46 | GDP VC 501 - - 0/16/32/32 |0/3/3/3
44 | GTP QD 501 45 - 4/22/38/38 | 0/3/3/3
44 | GTP RF 501 45 - 4/22/38/38 | 0/3/3/3
46 | GDP VO 501 - - 2/16/32/32 | 0/3/3/3
44 | GTP PD 501 45 - 3/22/38/38 |0/3/3/3
44 | GTP yAD) 501 45 - 4/22/38/38 | 0/3/3/3
44 | GTP NJ 501 45 - 7/22/38/38 | 0/3/3/3
46 | GDP RO 501 - - 2/16/32/32 | 0/3/3/3
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
46 | GDP | WK 501 - - 0/16/32/32 | 0/3/3/3
46 | GDP oG 501 - - 0/16/32/32 | 0/3/3/3
44 | GTP WF 501 45 - 3/22/38/38 |0/3/3/3
46 | GDP PQ 501 - - 1/16/32/32 | 0/3/3/3
46 | GDP YK 501 - - 0/16/32/32 | 0/3/3/3
46 | GDP VK 501 - - 0/16/32/32 | 0/3/3/3
44 | GTP SJ 501 45 - 0/22/38/38 |0/3/3/3
44 | GTP OF 501 45 - 3/22/38/38 |0/3/3/3
44 | GTP XF 501 45 - 4/22/38/38 | 0/3/3/3
44 | GTP TN 501 45 - 2/22/38/38 | 0/3/3/3
46 | GDP Ul 501 - - 0/16/32/32 |0/3/3/3
46 | GDP VE 501 - - 0/16/32/32 |0/3/3/3
44 | GTP UP 501 45 - 4/22/38/38 | 0/3/3/3
46 | GDP | WG 502 - - 0/16/32/32 |0/3/3/3
43 | ANP C1 2001 - - 2/18/38/38 |0/3/3/3
46 | GDP QI 501 - - 0/16/32/32 | 0/3/3/3
44 | GTP YP 501 45 - 4/22/38/38 | 0/3/3/3
44 | GTP RP 501 45 - 5/22/38/38 |0/3/3/3
44 | GTP SD 501 45 - 7/22/38/38 | 0/3/3/3
46 | GDP PI 502 - - 0/16/32/32 | 0/3/3/3
44 | GTP SH 501 45 - 7/22/38/38 | 0/3/3/3
44 | GTP VB 501 45 - 4/22/38/38 | 0/3/3/3
46 | GDP XC 501 - - 2/16/32/32 | 0/3/3/3
44 | GTP TL 501 45 - 4/22/38/38 | 0/3/3/3
46 | GDP QE 501 - - 1/16/32/32 | 0/3/3/3
42 | ADP 1C 2601 - - 7/16/32/32 | 0/3/3/3
44 | GTP VL 501 45 - 4/22/38/38 | 0/3/3/3
44 | GTP VP 501 45 - 3/22/38/38 |0/3/3/3
44 | GTP XD 501 45 - 1/22/38/38 | 0/3/3/3
46 | GDP SI 501 - - 0/16/32/32 | 0/3/3/3
44 | GTP TF 501 45 - 3/22/38/38 |0/3/3/3
46 | GDP NK 501 - - 1/16/32/32 | 0/3/3/3
46 | GDP TE 501 - - 1/16/32/32 | 0/3/3/3
46 | GDP OM 501 - - 2/16/32/32 | 0/3/3/3
44 | GTP YN 501 45 - 3/22/38/38 | 0/3/3/3
46 | GDP SM 501 - - 0/16/32/32 |0/3/3/3
44 | GTP QL 501 45 - 4/22/38/38 | 0/3/3/3
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
44 | GTP | NH | 501 | 45 ] 6/22/38/38 | 0/3/3/3
42 | ADP | 1B |2601| - ] 7/16/32/32 | 0/3/3/3
46 | GDP YE 501 - - 2/16/32/32 | 0/3/3/3
i6 | GDP | UC | 501 | - - 1/16/32/32 | 0/3/3/3
46 | GDP VI 501 - - 4/16/32/32 | 0/3/3/3
44 | GTP | SN | 501 | 45 ] 3/22/38/38 | 0/3/3/3
44 | GTP SF 501 | 45 - 5/22/38/38 |0/3/3/3
44 [ GTP | RD | 501 | 45 ] 4/22/38/38 | 0/3/3/3
46 | GDP | RM | 501 | - - 2/16/32/32 | 0/3/3/3
A4 | GTP | SP | 501 | 45 - 1/22/38/38 | 0/3/3/3
16 | GDP | NO | 501 | - - 1/16/32/32 | 0/3/3/3
4 | GTP | TD | 501 | 45 ] 4/22/38/38 | 0/3/3/3
44 | GTP TH 501 | 45 - 6/22/38/38 |0/3/3/3
44 [ GTP | TP | 501 | 45 ] 4/22/38/38 | 0/3/3/3
44 | GTP | WD | 501 | 45 - 5/22/38/38 | 0/3/3/3
44 | GTP | XH | 501 | 45 ] 8/22/38/38 | 0/3/3/3
i6 | GDP | NI | 501 | - - 1/16/32/32 | 0/3/3/3
44 [ GTP | TB | 501 | 45 ] 4/22/38/38 | 0/3/3/3
4 | GTP | UD | 501 | 45 - 4/22/38/38 | 0/3/3/3
4 | GTP | WN | 501 | 45 - 7/22/38/38 | 0/3/3/3
46 | GDP | SG | 502 | - ] 2/16/32/32 | 0/3/3/3
4 | GTP | QJ [ 501 | 45 - 2/22/38/38 | 0/3/3/3
44 [ GTP | YD | 501 | 45 ] 2/22/38/38 | 0/3/3/3
46 | GDP | YG 501 - - 1/16/32/32 | 0/3/3/3
46 | GDP TO 501 - - 0/16/32/32 |0/3/3/3

All (429) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
42 1A 2601 | ADP C5-C4 0.82 1.49 1.39
42 1C 2601 | ADP C5-C4 0.74 1.49 1.39
42 1D 2601 | ADP C5-C4 5.72 1.49 1.39
42 1B 2601 | ADP C5-C4 5.64 1.49 1.39
42 1B 2601 | ADP C5-C6 4.27 1.52 1.41
42 1D 2601 | ADP C5-C6 4.20 1.52 1.41
42 1A 2601 | ADP C5-C6 4.13 1.52 1.41
42 1C 2601 | ADP C5-C6 4.04 1.52 1.41
46 XE 501 | GDP C5-C4 3.13 1.47 1.38
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
46 YC 501 | GDP C5-C4 3.12 1.47 1.38
46 ZE 501 | GDP C5-C4 3.12 1.47 1.38
46 XM 502 | GDP C5-C4 3.10 1.47 1.38
46 XC 501 | GDP C5-C4 3.09 1.47 1.38
46 TC 501 | GDP C5-C4 3.09 1.47 1.38
46 OE 501 | GDP | C5-C4 | 3.09 1.47 1.38
46 QG 501 | GDP | C5-C4 | 3.09 1.47 1.38
46 SE 501 | GDP C5-C4 3.09 1.47 1.38
46 UE 501 | GDP C5-C4 3.09 1.47 1.38
46 TE 501 | GDP C5-C4 3.08 1.47 1.38
46 VC 501 | GDP C5-C4 3.08 1.47 1.38
46 NO 501 | GDP C5-C4 3.08 1.47 1.38
46 Z0 501 | GDP | C5-C4 | 3.08 1.47 1.38
46 YE 501 | GDP C5-C4 3.08 1.47 1.38
46 PE 501 | GDP C5-C4 3.08 1.47 1.38
46 WK 501 | GDP C5-C4 3.07 1.47 1.38
46 PQ 501 | GDP Ch5-C4 3.07 1.47 1.38
46 0Q 501 | GDP C5-C4 3.07 1.47 1.38
46 NG 502 | GDP | C5-C4 | 3.07 1.47 1.38
46 UM 501 | GDP | C5-C4 | 3.07 1.47 1.38
46 SC 502 | GDP Ch-C4 3.07 1.47 1.38
46 ™ 502 | GDP C5-C4 3.07 1.47 1.38
46 PG 501 | GDP C5-C4 3.06 1.47 1.38
46 TO 501 | GDP C5-C4 3.06 1.47 1.38
46 WO 501 | GDP C5-C4 3.06 1.47 1.38
46 NK 501 | GDP | C5-C4 | 3.06 1.47 1.38
46 QC 501 | GDP | C5-C4 | 3.06 1.47 1.38
46 QE 501 | GDP C5-C4 3.05 1.47 1.38
46 RC 501 | GDP C5-C4 3.05 1.47 1.38
46 ZK 501 | GDP C5-C4 3.05 1.47 1.38
46 NC 501 | GDP C5-C4 3.05 1.47 1.38
46 WC 501 | GDP C5-C4 3.05 1.47 1.38
46 PI 502 | GDP | C5-C4 | 3.05 1.47 1.38
46 YG 501 | GDP | C5-C4 | 3.05 1.47 1.38
46 oC 501 | GDP C5-C4 3.05 1.47 1.38
46 WM 501 | GDP C5-C4 3.04 1.47 1.38
46 ZM 501 | GDP C5-C4 3.04 1.47 1.38
46 SK 501 | GDP C5-C4 3.04 1.47 1.38
46 RO 501 | GDP C5-C4 3.04 1.47 1.38
46 VK 501 | GDP | C5-C4 | 3.03 1.47 1.38
46 PC 501 | GDP | C5-C4 | 3.03 1.47 1.38
46 U0 501 | GDP C5-C4 3.03 1.47 1.38
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
46 VM 501 | GDP C5-C4 3.03 1.47 1.38
46 QO 501 | GDP C5-C4 3.03 1.47 1.38
46 PO 501 | GDP C5-C4 3.03 1.47 1.38
16 | QQ | 501 | GDP | C5-C4 | 3.03 1.47 1.38
46 PK 501 | GDP C5-C4 3.02 1.47 1.38
46 Ol 501 | GDP C5-C4 3.02 1.47 1.38
46 SM 501 | GDP C5-C4 3.02 1.47 1.38
46 WE 501 | GDP C5-C4 3.02 1.47 1.38
46 72C 501 | GDP C5-C4 3.02 1.47 1.38
46 Z1 501 | GDP C5-C4 3.02 1.47 1.38
46 RG 501 | GDP C5-C4 3.02 1.47 1.38
46 RM 501 | GDP C5-C4 3.02 1.47 1.38
46 WA 501 | GDP | C5-C4 | 3.02 1.47 1.38
46 OM 501 | GDP C5-C4 3.02 1.47 1.38
46 NE 501 | GDP C5-C4 3.01 1.47 1.38
46 YK 501 | GDP C5-C4 3.01 1.47 1.38
46 QM 501 | GDP Ch5-C4 3.01 1.47 1.38
46 RI 502 | GDP C5-C4 3.01 1.47 1.38
46 WI 501 | GDP | (C5-C4 | 3.01 1.47 1.38
46 TI 501 | GDP C5-C4 3.01 1.47 1.38
46 YI 501 | GDP Ch-C4 3.01 1.47 1.38
46 VE 501 | GDP C5-C4 3.00 1.47 1.38
46 RE 501 | GDP C5-C4 3.00 1.47 1.38
46 NM 501 | GDP C5-C4 3.00 1.47 1.38
46 VO 501 | GDP C5-C4 3.00 1.47 1.38
46 QI 501 | GDP | C5-C4 | 3.00 1.47 1.38
46 UG 501 | GDP | C5-C4 | 3.00 1.47 1.38
46 72G 501 | GDP C5-C4 3.00 1.47 1.38
46 XG 501 | GDP C5-C4 2.99 1.46 1.38
46 XO 501 | GDP C5-C4 2.99 1.46 1.38
46 XA 501 | GDP C5-C4 2.99 1.46 1.38
46 XI 501 | GDP C5-C4 2.99 1.46 1.38
46 YM 501 | GDP C5-C4 2.98 1.46 1.38
46 NI 501 | GDP C5-C4 2.98 1.46 1.38
46 SG 502 | GDP C5-C4 2.98 1.46 1.38
46 QK 501 | GDP C5-C4 2.98 1.46 1.38
46 OK 501 | GDP C5-C4 2.98 1.46 1.38
46 WG 502 | GDP C5-C4 2.97 1.46 1.38
46 RK 501 | GDP C5-C4 2.97 1.46 1.38
46 TK 501 | GDP C5-C4 2.97 1.46 1.38
46 UK 501 | GDP | C5-C4 | 297 1.46 1.38
46 oG 501 | GDP C5-C4 2.96 1.46 1.38

Continued on next page...



Page 59

Full wwPDB EM Validation Report

EMD-25381, 75QC

Continued from previous page...

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
46 SI 501 | GDP C5-C4 2.95 1.46 1.38
46 TG 502 | GDP C5-C4 2.95 1.46 1.38
46 ucC 501 | GDP C5-C4 2.95 1.46 1.38
46 VG 501 | GDP C5-C4 2.94 1.46 1.38
46 Ul 501 | GDP C5-C4 2.94 1.46 1.38
46 PM 501 | GDP C5-C4 2.94 1.46 1.38
46 SO 502 | GDP | C5-C4 | 2.93 1.46 1.38
46 00 501 | GDP C5-C4 2.92 1.46 1.38
46 VI 501 | GDP C5-C4 2.92 1.46 1.38
46 YO 501 | GDP C5-C4 2.90 1.46 1.38
46 XK 501 | GDP C5-C4 2.88 1.46 1.38
46 OK 501 | GDP C6-N1 | -2.63 1.33 1.38
46 QK 501 | GDP C6-N1 | -2.61 1.34 1.38
43 C1 2001 | ANP | PG-O1G | 2.61 1.50 1.46
46 TK 501 | GDP C6-N1 | -2.61 1.34 1.38
46 VG 501 | GDP C6-N1 | -2.61 1.34 1.38
46 oC 501 | GDP C6-N1 | -2.59 1.34 1.38
46 TG 502 | GDP C6-N1 | -2.59 1.34 1.38
46 WM 501 | GDP C6-N1 | -2.58 1.34 1.38
46 YG 501 | GDP C6-N1 | -2.58 1.34 1.38
46 Z1 501 | GDP C6-N1 | -2.57 1.34 1.38
46 PC 501 | GDP C6-N1 | -2.57 1.34 1.38
46 PK 501 | GDP C6-N1 | -2.57 1.34 1.38
46 ™ 502 | GDP C6-N1 | -2.56 1.34 1.38
46 QI 501 | GDP C6-N1 | -2.56 1.34 1.38
46 NK 501 | GDP C6-N1 | -2.56 1.34 1.38
46 SK 501 | GDP C6-N1 | -2.55 1.34 1.38
46 XM 502 | GDP C6-N1 | -2.55 1.34 1.38
46 UG 501 | GDP C6-N1 | -2.55 1.34 1.38
46 oG 501 | GDP C6-N1 | -2.55 1.34 1.38
46 NG 502 | GDP C6-N1 | -2.55 1.34 1.38
46 WK 501 | GDP C6-N1 | -2.55 1.34 1.38
43 CO 2001 | ANP | PG-O1G | 2.54 1.50 1.46
46 SM 501 | GDP C6-N1 | -2.54 1.34 1.38
46 PM 501 | GDP C6-N1 | -2.54 1.34 1.38
46 SI 501 | GDP C6-N1 | -2.54 1.34 1.38
46 VO 501 | GDP C6-N1 | -2.54 1.34 1.38
46 VM 501 | GDP C6-N1 | -2.54 1.34 1.38
46 PG 501 | GDP C6-N1 | -2.54 1.34 1.38
46 YI 501 | GDP C6-N1 | -2.54 1.34 1.38
46 72G 501 | GDP C6-N1 | -2.54 1.34 1.38
46 WI 501 | GDP C6-N1 | -2.53 1.34 1.38
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
46 SE 501 | GDP C6-N1 | -2.53 1.34 1.38
46 U0 501 | GDP C6-N1 | -2.53 1.34 1.38
46 UE 501 | GDP C6-N1 | -2.53 1.34 1.38
46 QO 501 | GDP C6-N1 | -2.53 1.34 1.38
46 RC 501 | GDP C6-N1 | -2.53 1.34 1.38
16 | QQ | 501 | GDP | C6-N1 | -2.53 1.34 1.38
46 TC 501 | GDP C6-N1 | -2.53 1.34 1.38
46 Ol 501 | GDP C6-N1 | -2.52 1.34 1.38
46 WO 501 | GDP C6-N1 | -2.52 1.34 1.38
46 PQ 501 | GDP C6-N1 | -2.52 1.34 1.38
46 RI 502 | GDP C6-N1 | -2.52 1.34 1.38
46 WG 502 | GDP C6-N1 | -2.52 1.34 1.38
46 QC 501 | GDP C6-N1 | -2.52 1.34 1.38
46 ZE 501 | GDP C6-N1 | -2.52 1.34 1.38
46 70 501 | GDP C6-N1 | -2.52 1.34 1.38
46 M 501 | GDP C6-N1 | -2.51 1.34 1.38
46 UM 501 | GDP C6-N1 | -2.51 1.34 1.38
43 C0 2001 | ANP | PB-O3A | -2.51 1.56 1.59
46 YK 501 | GDP C6-N1 | -2.51 1.34 1.38
43 C3 2001 | ANP | PG-O1G | 2.51 1.50 1.46
46 WC 501 | GDP C6-N1 | -2.51 1.34 1.38
46 QG 501 | GDP C6-N1 | -2.51 1.34 1.38
46 ZK 501 | GDP C6-N1 | -2.50 1.34 1.38
46 YM 501 | GDP C6-N1 | -2.50 1.34 1.38
46 YO 501 | GDP C6-N1 | -2.50 1.34 1.38
46 PO 501 | GDP C6-N1 | -2.50 1.34 1.38
46 XI 501 | GDP C6-N1 | -2.50 1.34 1.38
46 TI 501 | GDP C6-N1 | -2.50 1.34 1.38
43 C1 2001 | ANP | PG-N3B | 2.49 1.69 1.63
46 RK 501 | GDP C6-N1 | -2.49 1.34 1.38
43 C2 2001 | ANP | PG-O1G | 2.49 1.50 1.46
46 SC 502 | GDP C6-N1 | -2.49 1.34 1.38
46 RE 501 | GDP C6-N1 | -2.49 1.34 1.38
46 0Q 501 | GDP C6-N1 | -2.49 1.34 1.38
46 XA 501 | GDP C6-N1 | -2.49 1.34 1.38
46 TO 501 | GDP C6-N1 | -2.48 1.34 1.38
46 SG 502 | GDP C6-N1 | -2.48 1.34 1.38
46 VC 501 | GDP C6-N1 | -2.48 1.34 1.38
43 C3 2001 | ANP | PG-N3B | 2.48 1.69 1.63
46 Ul 501 | GDP C6-N1 | -2.48 1.34 1.38
46 yA® 501 | GDP C6-N1 | -2.48 1.34 1.38
46 XE 501 | GDP C6-N1 | -2.48 1.34 1.38
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
46 VE 501 | GDP C6-N1 | -2.48 1.34 1.38
46 WA 501 | GDP C6-N1 | -2.48 1.34 1.38
46 X0 501 | GDP C6-N1 | -2.48 1.34 1.38
46 RG 501 | GDP C6-N1 | -2.47 1.34 1.38
46 ucC 501 | GDP C6-N1 | -2.47 1.34 1.38
46 NO 501 | GDP C6-N1 | -2.47 1.34 1.38
46 XG 501 | GDP C6-N1 | -2.47 1.34 1.38
46 QM 501 | GDP C6-N1 | -2.47 1.34 1.38
46 VK 501 | GDP C6-N1 | -2.47 1.34 1.38
46 XC 501 | GDP C6-N1 | -2.46 1.34 1.38
46 YE 501 | GDP C6-N1 | -2.46 1.34 1.38
46 YC 501 | GDP C6-N1 | -2.46 1.34 1.38
46 RM 501 | GDP C6-N1 | -2.46 1.34 1.38
46 OM 501 | GDP C6-N1 | -2.46 1.34 1.38
43 1C 2602 | ANP | PG-N3B | 2.46 1.69 1.63
43 1B 2602 | ANP | PG-O1G | 2.45 1.49 1.46
46 QE 501 | GDP C6-N1 | -2.45 1.34 1.38
46 SO 502 | GDP C6-N1 | -2.45 1.34 1.38
46 UK 501 | GDP C6-N1 | -2.45 1.34 1.38
46 PE 501 | GDP C6-N1 | -2.45 1.34 1.38
43 C1 2001 | ANP | PB-O1B | 2.45 1.49 1.46
43 C0 2001 | ANP | PG-N3B | 2.44 1.69 1.63
43 1D 2602 | ANP | PG-O1G | 2.44 1.49 1.46
46 OE 501 | GDP C6-N1 | -2.44 1.34 1.38
46 TE 501 | GDP C6-N1 | -2.43 1.34 1.38
46 00 501 | GDP C6-N1 | -2.43 1.34 1.38
46 NE 501 | GDP C6-N1 | -2.43 1.34 1.38
46 RO 501 | GDP C6-N1 | -2.43 1.34 1.38
43 1B 2602 | ANP | PG-N3B | 2.43 1.69 1.63
43 1A 2602 | ANP | PG-O1G | 2.42 1.49 1.46
43 1C 2602 | ANP | PB-O1B | 2.42 1.49 1.46
46 NC 501 | GDP C6-N1 | -2.42 1.34 1.38
46 VI 501 | GDP C6-N1 | -2.42 1.34 1.38
46 NM 501 | GDP C6-N1 | -2.41 1.34 1.38
46 WE 501 | GDP C6-N1 | -2.41 1.34 1.38
46 NI 501 | GDP C6-N1 | -2.40 1.34 1.38
46 PI 502 | GDP C6-N1 | -2.40 1.34 1.38
43 1A 2602 | ANP | PB-O1B | 2.38 1.49 1.46
46 XK 501 | GDP C6-N1 | -2.38 1.34 1.38
43 1D 2602 | ANP | PG-N3B | 2.35 1.69 1.63
43 1A 2602 | ANP | PG-N3B | 2.33 1.69 1.63
43 1D 2602 | ANP | PB-O3A | -2.33 1.56 1.59
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
43 1D 2602 | ANP | PB-O1B | 2.33 1.49 1.46
43 C2 2001 | ANP | PG-N3B | 2.32 1.69 1.63
43 C0 2001 | ANP | PB-O1B | 2.32 1.49 1.46
43 C2 2001 | ANP | PB-O1B | 2.32 1.49 1.46
43 C3 2001 | ANP | PB-O1B | 2.31 1.49 1.46
46 VG 501 | GDP Ch-N7 | -2.31 1.34 1.39
42 1D 2601 | ADP C8-N7 | 2.29 1.36 1.31
43 1B 2602 | ANP | PA-O3A | 2.28 1.62 1.59
43 C2 2001 | ANP | PB-O3A | -2.27 1.56 1.59
42 1B 2601 | ADP C8-N7 2.26 1.36 1.31
46 SO 502 | GDP C4-N9 | -2.24 1.32 1.38
42 1A 2601 | ADP C8-NT7 2.23 1.36 1.31
46 XK 501 | GDP C4-N9 | -2.22 1.32 1.38
44 YB 501 | GTP C2-N3 2.22 1.38 1.33
44 SJ 501 | GTP C2-N3 2.21 1.38 1.33
44 QD 501 | GTP C2-N3 2.20 1.38 1.33
44 RF 501 | GTP C2-N3 2.20 1.38 1.33
43 1C 2602 | ANP | PB-O3A | -2.20 1.56 1.59
46 SI 501 | GDP C5-N7 | -2.20 1.34 1.39
44 NB 501 | GTP C2-N3 2.19 1.38 1.33
44 UB 501 | GTP C2-N3 2.19 1.38 1.33
44 PP 501 | GTP C2-N3 2.19 1.38 1.33
44 NN 501 | GTP C2-N3 2.19 1.38 1.33
44 SP 501 | GTP C2-N3 2.19 1.38 1.33
43 1B 2602 | ANP | PB-O1B | 2.19 1.49 1.46
44 OH 501 | GTP C2-N3 2.19 1.38 1.33
44 ND 501 | GTP C2-N3 2.18 1.38 1.33
44 TL 501 | GTP C2-N3 2.18 1.38 1.33
44 UF 501 | GTP C2-N3 2.18 1.38 1.33
44 XB 501 | GTP C2-N3 2.18 1.38 1.33
44 7B 501 | GTP C2-N3 2.18 1.38 1.33
44 UH 501 | GTP C2-N3 2.18 1.38 1.33
46 VI 501 | GDP | C5-N7 | -2.18 1.34 1.39
44 QN 501 | GTP C2-N3 2.18 1.38 1.33
44 NL 501 | GTP C2-N3 2.18 1.38 1.33
44 OL 501 | GTP C2-N3 2.18 1.38 1.33
44 YF 501 | GTP C2-N3 2.18 1.38 1.33
44 SB 501 | GTP C2-N3 2.17 1.38 1.33
44 WB 501 | GTP C2-N3 2.17 1.38 1.33
46 QE 501 | GDP C5-N7 | -2.17 1.34 1.39
46 QO 501 | GDP C5-N7 | -2.17 1.34 1.39
44 RL 501 | GTP C2-N3 2.17 1.38 1.33
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
44 QL 501 | GTP C2-N3 2.17 1.38 1.33
44 YN 501 | GTP C2-N3 2.17 1.38 1.33
44 WH 501 | GTP C2-N3 2.17 1.38 1.33
44 WN 501 | GTP C2-N3 2.16 1.38 1.33
44 XN 501 | GTP C2-N3 2.16 1.38 1.33
44 WJ 501 | GTP C2-N3 2.16 1.38 1.33
44 TN 501 | GTP C2-N3 2.16 1.38 1.33
46 WG 502 | GDP C5-N7 | -2.16 1.34 1.39
44 PJ 501 | GTP C2-N3 2.16 1.38 1.33
44 SN 501 | GTP C2-N3 2.16 1.38 1.33
46 PO 501 | GDP C5-N7 | -2.16 1.34 1.39
44 B 501 | GTP C2-N3 2.16 1.38 1.33
42 1C 2601 | ADP C8-N7 | 2.16 1.35 1.31
46 WC 501 | GDP C5-N7 | -2.16 1.34 1.39
44 SF 501 | GTP C2-N3 2.16 1.38 1.33
44 TF 501 | GTP C2-N3 2.16 1.38 1.33
44 QJ 501 | GTP C2-N3 2.16 1.38 1.33
44 YD 501 | GTP C2-N3 2.16 1.38 1.33
44 NH 501 | GTP C2-N3 2.15 1.38 1.33
44 SH 501 | GTP C2-N3 2.15 1.38 1.33
44 TJ 501 | GTP C2-N3 2.15 1.38 1.33
46 NG 502 | GDP C5-N7 | -2.15 1.34 1.39
44 UP 501 | GTP C2-N3 2.15 1.38 1.33
46 72G 501 | GDP C5-N7 | -2.15 1.34 1.39
43 1C 2602 | ANP | PG-O1G | 2.15 1.49 1.46
44 oP 501 | GTP C2-N3 2.15 1.38 1.33
46 QK 501 | GDP C5-N7 | -2.15 1.34 1.39
44 WL 501 | GTP C2-N3 2.15 1.38 1.33
44 ulJ 501 | GTP C2-N3 2.15 1.38 1.33
44 XD 501 | GTP C2-N3 2.15 1.38 1.33
44 UD 501 | GTP C2-N3 2.15 1.38 1.33
44 NF 501 | GTP C2-N3 2.15 1.38 1.33
44 PD 501 | GTP C2-N3 2.14 1.38 1.33
44 UN 501 | GTP C2-N3 2.14 1.38 1.33
44 ON 501 | GTP C2-N3 2.14 1.38 1.33
44 TD 501 | GTP C2-N3 2.14 1.38 1.33
46 QM 501 | GDP C5H-N7 | -2.14 1.34 1.39
46 UM 501 | GDP C5H-N7 | -2.14 1.34 1.39
44 SL 501 | GTP C2-N3 2.14 1.38 1.33
44 QH 501 | GTP C2-N3 2.14 1.38 1.33
44 ZJ 501 | GTP C2-N3 2.14 1.38 1.33
46 QC 501 | GDP C5h-N7 | -2.14 1.34 1.39
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
44 OD 501 | GTP C2-N3 2.13 1.38 1.33
44 QP 501 | GTP C2-N3 2.13 1.38 1.33
44 PN 501 | GTP C2-N3 2.13 1.38 1.33
44 VD 501 | GTP C2-N3 2.13 1.38 1.33
44 YP 501 | GTP C2-N3 2.13 1.38 1.33
46 YC 501 | GDP C5-N7 | -2.13 1.34 1.39
44 RH 501 | GTP C2-N3 2.13 1.38 1.33
44 XF 501 | GTP C2-N3 2.13 1.38 1.33
42 1C 2601 | ADP C8-N9 | -2.12 1.33 1.37
44 VF 501 | GTP C2-N3 2.12 1.38 1.33
44 XH 501 | GTP C2-N3 2.12 1.38 1.33
44 WD 501 | GTP C2-N3 2.12 1.38 1.33
46 XG 501 | GDP C5-N7 | -2.12 1.34 1.39
44 V] 501 | GTP C2-N3 2.12 1.38 1.33
44 PH 501 | GTP C2-N3 2.12 1.38 1.33
46 PC 501 | GDP C5H-N7 | -2.12 1.34 1.39
44 VL 501 | GTP C2-N3 2.12 1.38 1.33
46 QI 501 | GDP C5H-N7 | -2.12 1.34 1.39
44 XL 501 | GTP C2-N3 2.12 1.38 1.33
44 YJ 501 | GTP C2-N3 2.12 1.38 1.33
44 PF 501 | GTP C2-N3 2.12 1.38 1.33
46 VO 501 | GDP C5H-N7 | -2.12 1.34 1.39
44 SD 501 | GTP C2-N3 2.12 1.38 1.33
46 Z0 501 | GDP Ch-N7 | -2.11 1.34 1.39
44 0J 501 | GTP C2-N3 2.11 1.38 1.33
44 RD 501 | GTP C2-N3 2.11 1.38 1.33
46 VK 501 | GDP C5-N7 | -2.11 1.34 1.39
46 Ol 501 | GDP C5H-N7 | -2.11 1.34 1.39
44 VH 501 | GTP C2-N3 2.11 1.38 1.33
46 NK 501 | GDP C5h-N7 | -2.11 1.34 1.39
46 SC 502 | GDP Ch-N7 | -2.11 1.34 1.39
44 QF 501 | GTP C2-N3 2.11 1.38 1.33
46 WK 501 | GDP Ch-N7 | -2.11 1.34 1.39
42 1A 2601 | ADP C8-N9 | -2.11 1.34 1.37
44 PL 501 | GTP C2-N3 2.11 1.38 1.33
44 VB 501 | GTP C2-N3 2.11 1.38 1.33
44 YH 501 | GTP C2-N3 2.11 1.38 1.33
44 7P 501 | GTP C2-N3 2.11 1.38 1.33
46 0oC 501 | GDP Ch-N7 | -2.11 1.34 1.39
44 TP 501 | GTP C2-N3 2.11 1.38 1.33
46 RC 501 | GDP | C5-N7 | -2.11 1.34 1.39
46 OK 501 | GDP C5-N7 | -2.10 1.34 1.39

Continued on next page...



Page 65

Full wwPDB EM Validation Report

EMD-25381, 75QC

Continued from previous page...

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
46 00 501 | GDP C5-N7 | -2.10 1.34 1.39
44 ZN 501 | GTP C2-N3 2.10 1.38 1.33
46 SE 501 | GDP C5-N7 | -2.10 1.34 1.39
46 7C 501 | GDP C5-N7 | -2.10 1.34 1.39
46 PQ 501 | GDP C5-N7 | -2.10 1.34 1.39
46 XM 502 | GDP C5-N7 | -2.10 1.34 1.39
46 NO 501 | GDP C5-N7 | -2.10 1.34 1.39
46 TI 501 | GDP C5-N7 | -2.10 1.34 1.39
46 ZK 501 | GDP C5-N7 | -2.10 1.34 1.39
42 1B 2601 | ADP C8-N9 | -2.10 1.34 1.37
44 RN 501 | GTP C2-N3 2.10 1.38 1.33
44 ZF 501 | GTP C2-N3 2.10 1.38 1.33
46 SK 501 | GDP | C5-N7 |-2.10 1.34 1.39
46 U0 501 | GDP | C5-N7 |-2.10 1.34 1.39
46 Z1 501 | GDP C5-N7 | -2.10 1.34 1.39
44 RP 501 | GTP C2-N3 2.10 1.38 1.33
46 ucC 501 | GDP C5-N7 | -2.10 1.34 1.39
44 OF 501 | GTP C2-N3 2.09 1.38 1.33
46 NM 501 | GDP C5-N7 | -2.09 1.34 1.39
46 WI 501 | GDP C5-N7 | -2.09 1.34 1.39
46 0Q 501 | GDP C5-N7 | -2.09 1.34 1.39
46 OM 501 | GDP C5-N7 | -2.09 1.34 1.39
46 PG 501 | GDP C5-N7 | -2.09 1.34 1.39
46 PI 502 | GDP C5-N7 | -2.09 1.34 1.39
46 YG 501 | GDP C5-N7 | -2.09 1.34 1.39
44 UL 501 | GTP C2-N3 2.09 1.38 1.33
44 WF 501 | GTP C2-N3 2.09 1.38 1.33
46 TC 501 | GDP C5-N7 | -2.09 1.34 1.39
46 WO 501 | GDP C5-N7 | -2.09 1.34 1.39
44 ZL 501 | GTP C2-N3 2.09 1.38 1.33
44 XJ 501 | GTP C2-N3 2.09 1.38 1.33
46 UG 501 | GDP C5-N7 | -2.09 1.34 1.39
44 TH 501 | GTP C2-N3 2.08 1.38 1.33
46 SG 502 | GDP | C5-N7 | -2.08 1.34 1.39
46 SM 501 | GDP C5-N7 | -2.08 1.34 1.39
46 WA 501 | GDP C5-N7 | -2.08 1.34 1.39
46 PK 501 | GDP C5-N7 | -2.08 1.34 1.39
46 PE 501 | GDP C5-N7 | -2.08 1.34 1.39
46 TO 501 | GDP C5-N7 | -2.08 1.34 1.39
44 VN 501 | GTP C2-N3 2.08 1.38 1.33
46 XA 501 | GDP | C5-N7 | -2.07 1.34 1.39
46 TE 501 | GDP C5h-N7 | -2.07 1.34 1.39
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
46 RI 502 | GDP C5h-N7 | -2.07 1.34 1.39
46 ZE 501 | GDP C5-N7 | -2.06 1.34 1.39
44 ZD 501 | GTP C2-N3 2.06 1.38 1.33
42 1D 2601 | ADP C8-N9 | -2.06 1.34 1.37
46 XC 501 | GDP C5-N7 | -2.06 1.34 1.39
46 YO 501 | GDP | C5-N7 | -2.06 1.34 1.39
46 XI 501 | GDP C5-N7 | -2.06 1.34 1.39
46 YE 501 | GDP C5-N7 | -2.06 1.34 1.39
46 RK 501 | GDP C5-N7 | -2.06 1.34 1.39
46 OE 501 | GDP C5-N7 | -2.06 1.34 1.39
46 VC 501 | GDP C5-N7 | -2.06 1.34 1.39
46 QQ 501 | GDP C5-N7 | -2.06 1.35 1.39
46 WM 501 | GDP | C5-N7 | -2.06 1.35 1.39
43 C3 2001 | ANP | PB-O3A | -2.05 1.56 1.59
46 NC 501 | GDP C5-N7 | -2.05 1.35 1.39
46 UK 501 | GDP C5h-N7 | -2.05 1.35 1.39
46 oG 501 | GDP C5-N7 | -2.05 1.35 1.39
46 QG 501 | GDP C5-N7 | -2.05 1.35 1.39
44 NJ 501 | GTP C2-N3 2.05 1.38 1.33
46 RO 501 | GDP | C5-N7 |-2.05 1.35 1.39
46 SO 502 | GDP C5-N7 | -2.05 1.35 1.39
46 X0 501 | GDP C5-N7 | -2.05 1.35 1.39
46 YK 501 | GDP C5-N7 | -2.05 1.35 1.39
46 ZM 501 | GDP C5-N7 | -2.04 1.35 1.39
44 ZH 501 | GTP C2-N3 2.04 1.38 1.33
46 TK 501 | GDP C5H-N7 | -2.04 1.35 1.39
46 VE 501 | GDP C5-N7 | -2.04 1.35 1.39
44 NJ 501 | GTP | PB-O3B | 2.03 1.61 1.59
44 RJ 501 | GTP C2-N3 2.03 1.38 1.33
46 RG 501 | GDP C5-N7 | -2.03 1.35 1.39
46 Ul 501 | GDP C5-N7 | -2.03 1.35 1.39
46 YO 501 | GDP C4-N9 | -2.03 1.32 1.38
46 YM 501 | GDP | C5-N7 | -2.03 1.35 1.39
46 ™ 502 | GDP C5-N7 | -2.02 1.35 1.39
46 UE 501 | GDP C5-N7 | -2.02 1.35 1.39
46 VM 501 | GDP CH-N7 | -2.02 1.35 1.39
46 RE 501 | GDP C5-N7 | -2.02 1.35 1.39
44 VP 501 | GTP C2-N3 2.01 1.38 1.33
46 RM 501 | GDP Ch-N7 | -2.01 1.35 1.39
46 PM 501 | GDP C5-N7 | -2.01 1.35 1.39
46 NI 501 | GDP | C5-N7 | -2.01 1.35 1.39
46 TG 502 | GDP C5-N7 | -2.00 1.35 1.39
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All (1545) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
42 1B 2601 | ADP C4-C5-N7 -7.74 101.73 110.58
42 1A 2601 | ADP C4-C5-N7 -7.37 102.15 110.58
42 1D 2601 | ADP C4-Cb-N7 -7.37 102.15 110.58
42 1C | 2601 | ADP C4-C5-N7 | -7.35 102.18 110.58
46 RI 502 | GDP C5-C4-N3 -6.28 118.40 128.39
46 XE 501 | GDP C5-C4-N3 -6.26 118.43 128.39
46 YC 501 | GDP CH-C4-N3 -6.24 118.45 128.39
46 yAD 501 | GDP CH-C4-N3 -6.24 118.45 128.39
46 UG 501 | GDP ChH-C4-N3 -6.21 118.51 128.39
42 1B 2601 | ADP C6-CH-N7 6.21 144.05 132.09
46 OK 501 | GDP C5-C4-N3 -6.20 118.52 128.39
46 YG 501 | GDP C5-C4-N3 -6.20 118.52 128.39
46 QG 501 | GDP C5-C4-N3 -6.20 118.53 128.39
46 VG 501 | GDP C5-C4-N3 -6.19 118.54 128.39
46 TC 501 | GDP CH-C4-N3 -6.19 118.54 128.39
46 WM 501 | GDP C5-C4-N3 -6.19 118.55 128.39
46 70O 501 | GDP C5-C4-N3 | -6.18 118.55 128.39
46 QO 501 | GDP C5-C4-N3 -6.18 118.56 128.39
46 WO 501 | GDP C5-C4-N3 -6.18 118.56 128.39
46 NG 502 | GDP C5-C4-N3 -6.17 118.57 128.39
46 TK 501 | GDP C5-C4-N3 -6.17 118.57 128.39
46 QK 501 | GDP C5-C4-N3 -6.17 118.57 128.39
46 QC 501 | GDP C5-C4-N3 | -6.16 118.58 128.39
46 TO 501 | GDP C5-C4-N3 | -6.16 118.59 128.39
46 NO 501 | GDP C5-C4-N3 -6.16 118.59 128.39
46 WC 501 | GDP C5-C4-N3 -6.16 118.59 128.39
46 SG 502 | GDP C5-C4-N3 -6.16 118.59 128.39
46 PQ 501 | GDP C5-C4-N3 -6.15 118.60 128.39
46 PC 501 | GDP C5-C4-N3 -6.15 118.60 128.39
46 UM 501 | GDP C5-C4-N3 | -6.15 118.60 128.39
46 PO 501 | GDP C5-C4-N3 -6.15 118.61 128.39
46 QE 501 | GDP C5-C4-N3 -6.14 118.62 128.39
46 XC 501 | GDP C5H-C4-N3 -6.14 118.62 128.39
46 VC 501 | GDP C5-C4-N3 -6.13 118.63 128.39
46 SK 501 | GDP CH-C4-N3 -6.13 118.64 128.39
46 oG 501 | GDP CH-C4-N3 -6.12 118.65 128.39
46 SE 501 | GDP C5-C4-N3 -6.11 118.67 128.39
46 XM 502 | GDP C5-C4-N3 -6.11 118.67 128.39
46 RC 501 | GDP C5-C4-N3 -6.09 118.69 128.39
46 WK 501 | GDP C5-C4-N3 -6.09 118.70 128.39
46 0oC 501 | GDP C5-C4-N3 -6.09 118.70 128.39
46 WG 502 | GDP C5-C4-N3 -6.09 118.70 128.39
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
46 ZK 501 | GDP C5-C4-N3 -6.09 118.70 128.39
46 YE 501 | GDP C5-C4-N3 -6.08 118.71 128.39
46 YK 501 | GDP C5-C4-N3 -6.08 118.72 128.39
46 TE 501 | GDP C5-C4-N3 | -6.07 118.72 128.39
46 OM | 501 | GDP C5-C4-N3 | -6.07 118.73 128.39
46 RM 501 | GDP C5-C4-N3 -6.07 118.73 128.39
46 WI 501 | GDP C5-C4-N3 -6.07 118.73 128.39
46 UE 501 | GDP C5-C4-N3 -6.07 118.73 128.39
46 Z1 501 | GDP C5-C4-N3 -6.07 118.73 128.39
46 SC 502 | GDP C5-C4-N3 -6.06 118.74 128.39
46 UO 501 | GDP C5-C4-N3 | -6.06 118.75 128.39
46 XI 501 | GDP C5-C4-N3 -6.06 118.75 128.39
46 VO 501 | GDP C5-C4-N3 -6.06 118.75 128.39
46 QQ 501 | GDP C5-C4-N3 -6.06 118.75 128.39
46 PG 501 | GDP C5-C4-N3 -6.05 118.75 128.39
46 Ol 501 | GDP C5-C4-N3 -6.05 118.76 128.39
46 PE 501 | GDP C5-C4-N3 | -6.05 118.77 128.39
46 OE 501 | GDP C5-C4-N3 | -6.04 118.77 128.39
46 72G 501 | GDP C5-C4-N3 -6.04 118.77 128.39
46 0Q 501 | GDP C5-C4-N3 -6.04 118.78 128.39
42 1D 2601 | ADP C6-Ch-NT7 6.04 143.73 132.09
46 QI 501 | GDP C5-C4-N3 -6.03 118.80 128.39
46 RG 501 | GDP C5-C4-N3 -6.02 118.81 128.39
46 SM 501 | GDP C5-C4-N3 -6.01 118.82 128.39
46 TI 501 | GDP C5-C4-N3 | -6.01 118.83 128.39
46 PI 502 | GDP C5-C4-N3 -6.00 118.84 128.39
46 WA 501 | GDP C5-C4-N3 -5.99 118.85 128.39
46 RE 501 | GDP C5-C4-N3 -5.99 118.86 128.39
46 VK 501 | GDP C5-C4-N3 -5.98 118.87 128.39
46 RO 501 | GDP C5-C4-N3 -5.98 118.88 128.39
46 T™ 502 | GDP C5-C4-N3 | -5.98 118.88 128.39
46 UC 501 | GDP C5-C4-N3 -5.97 118.88 128.39
46 NK 501 | GDP C5-C4-N3 -5.97 118.89 128.39
46 QM 501 | GDP C5-C4-N3 -5.97 118.89 128.39
46 VM 501 | GDP C5-C4-N3 -5.96 118.90 128.39
46 XG 501 | GDP C5-C4-N3 -5.95 118.92 128.39
46 RK 501 | GDP C5-C4-N3 -0.94 118.93 128.39
46 YM 501 | GDP C5-C4-N3 -5.94 118.94 128.39
46 PK 501 | GDP C5-C4-N3 -5.93 118.95 128.39
46 TG 502 | GDP C5-C4-N3 -5.89 119.02 128.39
46 Ul 501 | GDP C5-C4-N3 -5.89 119.02 128.39
46 NC 501 | GDP C5-C4-N3 -5.89 119.02 128.39
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
46 SI 501 | GDP C5-C4-N3 -0.87 119.04 128.39
46 NM 501 | GDP C5-C4-N3 -0.87 119.05 128.39
42 1A 2601 | ADP C6-Chb-NT7 5.87 143.40 132.09
46 XO 501 | GDP C5-C4-N3 | -5.86 119.07 128.39
42 1C 2601 | ADP C6-Ch-N7 .86 143.38 132.09
46 M 501 | GDP C5H-C4-N3 -5.83 119.11 128.39
46 Y1 501 | GDP C5H-C4-N3 -5.83 119.11 128.39
46 NI 501 | GDP CH-C4-N3 -5.83 119.12 128.39
46 NE 501 | GDP CH-C4-N3 -5.81 119.15 128.39
46 XA 501 | GDP C5-C4-N3 -2.78 119.19 128.39
46 WE | 501 | GDP C5-C4-N3 | -5.78 119.19 128.39
46 00 501 | GDP C5-C4-N3 -5.77 119.20 128.39
46 7C 501 | GDP C5-C4-N3 -5.77 119.21 128.39
46 VI 501 | GDP C5-C4-N3 -0.75 119.23 128.39
46 YO 501 | GDP ChH-C4-N3 -5.74 119.26 128.39
46 UK 501 | GDP CH-C4-N3 -5.74 119.26 128.39
46 VE 501 | GDP C5-C4-N3 | -5.68 119.36 128.39
46 PM 501 | GDP C5-C4-N3 -2.62 119.44 128.39
46 XK 501 | GDP C5-C4-N3 -5.26 120.02 128.39
44 NH 501 | GTP C5-C4-N3 -5.26 120.02 128.39
46 SO 502 | GDP C5-C4-N3 -5.24 120.05 128.39
44 NB 501 | GTP CH-C4-N3 -5.20 120.12 128.39
44 TL 501 | GTP C5-C4-N3 -5.15 120.19 128.39
44 UH 501 | GTP C5-C4-N3 -5.15 120.20 128.39
44 SH 501 | GTP C5-C4-N3 -5.14 120.20 128.39
42 1B 2601 | ADP CH-NT7-C8 5.14 111.53 103.45
44 PP 501 | GTP C5-C4-N3 -5.14 120.20 128.39
44 NN 501 | GTP CH-C4-N3 -5.14 120.21 128.39
44 WL 501 | GTP CH-C4-N3 -5.14 120.21 128.39
44 SP 501 | GTP CH-C4-N3 -5.14 120.22 128.39
44 PH 501 | GTP C5-C4-N3 -5.13 120.22 128.39
44 NJ 501 | GTP C5-C4-N3 -5.12 120.24 128.39
46 RI 502 | GDP C2-N3-C4 5.12 121.11 112.30
44 UN 501 | GTP C5-C4-N3 -5.11 120.25 128.39
46 XE 501 | GDP C2-N3-C4 5.11 121.11 112.30
44 QD 501 | GTP CH-C4-N3 -5.11 120.26 128.39
44 QN 501 | GTP CH-C4-N3 -5.11 120.26 128.39
44 VL 501 | GTP C5-C4-N3 -5.11 120.26 128.39
44 ON 501 | GTP C5-C4-N3 -5.11 120.27 128.39
44 SF 501 | GTP C5-C4-N3 -5.10 120.27 128.39
44 ND 501 | GTP C5-C4-N3 -5.10 120.27 128.39
46 UG 501 | GDP C2-N3-C4 5.10 121.09 112.30
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
44 SJ 501 | GTP C5-C4-N3 -5.09 120.28 128.39
44 OL 501 | GTP C5-C4-N3 -5.09 120.29 128.39
46 QK 501 | GDP C2-N3-C4 5.09 121.06 112.30
44 WN | 501 | GTP C5-C4-N3 | -5.08 120.30 128.39
44 UJ 501 | GTP C5-C4-N3 | -5.08 120.30 128.39
46 oG 501 | GDP C2-N3-C4 5.08 121.05 112.30
46 QO 501 | GDP C2-N3-C4 5.08 121.05 112.30
44 QF 501 | GTP C5-C4-N3 -5.08 120.31 128.39
44 QL 501 | GTP C5-C4-N3 -5.08 120.31 128.39
44 NL 501 | GTP C5-C4-N3 -2.08 120.31 128.39
44 XH 501 | GTP C5-C4-N3 | -5.08 120.31 128.39
46 UM 501 | GDP C2-N3-C4 5.07 121.04 112.30
44 WJ 501 | GTP C5-C4-N3 -5.07 120.32 128.39
44 opP 501 | GTP C5-C4-N3 -5.07 120.32 128.39
44 WH 501 | GTP C5-C4-N3 -0.07 120.32 128.39
46 TC 501 | GDP C2-N3-C4 5.07 121.03 112.30
44 WF | 501 | GTP C5-C4-N3 | -5.07 120.33 128.39
44 ZJ 501 | GTP C5-C4-N3 | -5.07 120.33 128.39
44 SB 501 | GTP C5-C4-N3 -5.07 120.33 128.39
42 1C 2601 | ADP CH-NT7-C8 5.07 111.41 103.45
46 OK 501 | GDP C2-N3-C4 5.07 121.03 112.30
46 XI 501 | GDP C2-N3-C4 5.06 121.02 112.30
46 YC 501 | GDP C2-N3-C4 5.06 121.02 112.30
46 QC 501 | GDP C2-N3-C4 5.06 121.02 112.30
44 TJ 501 | GTP C5-C4-N3 | -5.06 120.33 128.39
44 RF 501 | GTP C5-C4-N3 -5.06 120.34 128.39
44 YP 501 | GTP C5-C4-N3 -5.06 120.34 128.39
46 WM 501 | GDP C2-N3-C4 5.05 121.00 112.30
46 WK 501 | GDP C2-N3-C4 5.05 121.00 112.30
46 NO 501 | GDP C2-N3-C4 5.05 121.00 112.30
46 ZE 501 | GDP C2-N3-C4 2.05 121.00 112.30
46 TO 501 | GDP C2-N3-C4 2.05 120.99 112.30
46 PO 501 | GDP C2-N3-C4 5.04 120.98 112.30
46 XM 502 | GDP C2-N3-C4 5.04 120.98 112.30
46 RM 501 | GDP C2-N3-C4 5.04 120.98 112.30
46 RE 501 | GDP C2-N3-C4 5.04 120.98 112.30
46 SG 502 | GDP C2-N3-C4 5.04 120.98 112.30
44 QJ 501 | GTP C5-C4-N3 | -5.04 120.37 128.39
44 VD 501 | GTP C5-C4-N3 -5.04 120.37 128.39
42 1A 2601 | ADP CH-NT7-C8 5.04 111.37 103.45
44 YH 501 | GTP C5-C4-N3 -5.04 120.37 128.39
44 YD 501 | GTP C5-C4-N3 -5.04 120.38 128.39
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
46 YG 501 | GDP C2-N3-C4 5.03 120.97 112.30
44 PD 501 | GTP C5-C4-N3 -5.03 120.38 128.39
44 VI 501 | GTP C5-C4-N3 -5.03 120.38 128.39
46 SE 501 | GDP C2-N3-C4 2.03 120.96 112.30
44 PN 501 | GTP C5-C4-N3 -2.03 120.39 128.39
46 U0 501 | GDP C2-N3-C4 5.03 120.96 112.30
44 XB 501 | GTP C5-C4-N3 -5.03 120.39 128.39
46 PQ 501 | GDP C2-N3-C4 5.03 120.96 112.30
46 XC 501 | GDP C2-N3-C4 5.03 120.96 112.30
46 QG 501 | GDP C2-N3-C4 5.02 120.95 112.30
44 NF 501 | GTP C5-C4-N3 -5.02 120.40 128.39
46 RK 501 | GDP C2-N3-C4 5.02 120.95 112.30
46 TE 501 | GDP C2-N3-C4 5.02 120.95 112.30
44 YB 501 | GTP CH-C4-N3 -5.02 120.40 128.39
46 WO 501 | GDP C2-N3-C4 5.02 120.95 112.30
46 YK 501 | GDP C2-N3-C4 5.02 120.95 112.30
46 OE 501 | GDP C2-N3-C4 2.02 120.95 112.30
46 WC 501 | GDP C2-N3-C4 5.02 120.95 112.30
46 OM 501 | GDP C2-N3-C4 5.02 120.94 112.30
46 YE 501 | GDP C2-N3-C4 5.02 120.94 112.30
44 SL 501 | GTP CH-C4-N3 -5.02 120.40 128.39
44 WD 501 | GTP CH-C4-N3 -5.02 120.40 128.39
46 RC 501 | GDP C2-N3-C4 5.02 120.94 112.30
46 Z1 501 | GDP C2-N3-C4 5.02 120.94 112.30
44 SD 501 | GTP C5-C4-N3 -5.02 120.41 128.39
46 0Q 501 | GDP C2-N3-C4 5.02 120.94 112.30
46 SK 501 | GDP C2-N3-C4 5.02 120.94 112.30
44 XF 501 | GTP CH-C4-N3 -5.02 120.41 128.39
46 RG 501 | GDP C2-N3-C4 5.01 120.94 112.30
46 PE 501 | GDP C2-N3-C4 5.01 120.93 112.30
46 UE 501 | GDP C2-N3-C4 5.01 120.93 112.30
46 Z0 501 | GDP C2-N3-C4 5.01 120.93 112.30
46 ZK 501 | GDP C2-N3-C4 5.01 120.93 112.30
46 VM 501 | GDP C2-N3-C4 5.01 120.93 112.30
46 SC 502 | GDP C2-N3-C4 5.01 120.93 112.30
46 TK 501 | GDP C2-N3-C4 5.01 120.93 112.30
44 PJ 501 | GTP C5-C4-N3 -5.01 120.42 128.39
44 WB 501 | GTP C5-C4-N3 -5.01 120.42 128.39
46 VC 501 | GDP C2-N3-C4 5.01 120.93 112.30
44 UP 501 | GTP C5-C4-N3 -5.01 120.42 128.39
46 QQ 501 | GDP C2-N3-C4 5.01 120.92 112.30
44 B 501 | GTP ChH-C4-N3 -5.01 120.42 128.39
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
46 SM 501 | GDP C2-N3-C4 5.00 120.92 112.30
46 PC 501 | GDP C2-N3-C4 5.00 120.92 112.30
46 Ul 501 | GDP C2-N3-C4 5.00 120.92 112.30
46 UC 501 | GDP C2-N3-C4 5.00 120.91 112.30
46 X0 501 | GDP C2-N3-C4 5.00 120.91 112.30
46 Ol 501 | GDP C2-N3-C4 5.00 120.91 112.30
46 NG 502 | GDP C2-N3-C4 5.00 120.91 112.30
44 XL 501 | GTP CH-C4-N3 -5.00 120.44 128.39
46 RO 501 | GDP C2-N3-C4 5.00 120.91 112.30
46 WA 501 | GDP C2-N3-C4 4.99 120.90 112.30
46 QI 501 | GDP C2-N3-C4 4.99 120.90 112.30
44 TN 501 | GTP C5-C4-N3 -4.99 120.44 128.39
44 TF 501 | GTP C5-C4-N3 -4.99 120.45 128.39
46 Y1 501 | GDP C2-N3-C4 4.99 120.89 112.30
44 VH 501 | GTP ChH-C4-N3 -4.99 120.45 128.39
44 YF 501 | GTP C5-C4-N3 -4.99 120.45 128.39
46 VK 501 | GDP C2-N3-C4 4.98 120.89 112.30
44 RL 501 | GTP C5-C4-N3 -4.98 120.46 128.39
46 PG 501 | GDP C2-N3-C4 4.98 120.88 112.30
44 UD 501 | GTP C5-C4-N3 -4.98 120.47 128.39
46 QM 501 | GDP C2-N3-C4 4.98 120.87 112.30
44 XD 501 | GTP C5-C4-N3 -4.98 120.47 128.39
46 PI 502 | GDP C2-N3-C4 4.98 120.87 112.30
42 1D 2601 | ADP C5-N7-C8 4.98 111.27 103.45
46 XG 501 | GDP C2-N3-C4 4.98 120.87 112.30
46 VO 501 | GDP C2-N3-C4 4.97 120.87 112.30
46 ™ 502 | GDP C2-N3-C4 4.97 120.87 112.30
46 oC 501 | GDP C2-N3-C4 4.97 120.86 112.30
44 UB 501 | GTP CH-C4-N3 -4.97 120.48 128.39
46 PK 501 | GDP C2-N3-C4 4.97 120.86 112.30
46 WI 501 | GDP C2-N3-C4 4.97 120.86 112.30
44 QH 501 | GTP C5-C4-N3 -4.97 120.49 128.39
44 ZN 501 | GTP C5H-C4-N3 -4.96 120.49 128.39
44 TD 501 | GTP C5-C4-N3 -4.96 120.49 128.39
44 SN 501 | GTP C5-C4-N3 -4.96 120.50 128.39
44 YN 501 | GTP C5-C4-N3 -4.96 120.50 128.39
44 TP 501 | GTP C5-C4-N3 -4.96 120.50 128.39
44 PF 501 | GTP C5-C4-N3 | -4.95 120.50 128.39
44 OD 501 | GTP C5-C4-N3 -4.95 120.51 128.39
46 TG 502 | GDP C2-N3-C4 4.95 120.83 112.30
44 7L 501 | GTP CH-C4-N3 -4.95 120.51 128.39
46 QE 501 | GDP C2-N3-C4 4.95 120.83 112.30
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44 UF 501 | GTP CH-C4-N3 -4.95 120.51 128.39
44 RN 501 | GTP CH-C4-N3 -4.95 120.52 128.39
46 VG 501 | GDP C2-N3-C4 4.95 120.82 112.30
46 WG 502 | GDP C2-N3-C4 4.95 120.82 112.30
46 TI 501 | GDP C2-N3-C4 4.94 120.81 112.30
44 QP 501 | GTP C5H-C4-N3 -4.94 120.53 128.39
44 TH 501 | GTP C5-C4-N3 -4.94 120.53 128.39
44 RP 501 | GTP C5-C4-N3 -4.94 120.53 128.39
46 PM 501 | GDP C2-N3-C4 4.94 120.81 112.30
44 0J 501 | GTP C5-C4-N3 -4.94 120.53 128.39
44 XN 501 | GTP C5-C4-N3 | -4.93 120.55 128.39
46 YM 501 | GDP C2-N3-C4 4.93 120.79 112.30
46 WE 501 | GDP C2-N3-C4 4.92 120.78 112.30
46 NM 501 | GDP C2-N3-C4 4.92 120.77 112.30
46 7G 501 | GDP C2-N3-C4 4.92 120.77 112.30
46 NC 501 | GDP C2-N3-C4 4.92 120.77 112.30
46 NI 501 | GDP C2-N3-C4 491 120.77 112.30
44 RH 501 | GTP C5-C4-N3 -4.91 120.58 128.39
46 00 501 | GDP C2-N3-C4 4.91 120.75 112.30
44 OF 501 | GTP C5-C4-N3 -4.90 120.59 128.39
44 VF 501 | GTP C5-C4-N3 -4.90 120.59 128.39
44 ZpP 501 | GTP C5-C4-N3 -4.90 120.59 128.39
44 7B 501 | GTP C5-C4-N3 -4.90 120.60 128.39
46 NK 501 | GDP C2-N3-C4 4.90 120.73 112.30
46 ZM 501 | GDP C2-N3-C4 4.89 120.72 112.30
44 VN 501 | GTP C5-C4-N3 -4.89 120.61 128.39
44 RD 501 | GTP C5-C4-N3 -4.88 120.62 128.39
44 VB 501 | GTP CH-C4-N3 -4.88 120.62 128.39
46 NE 501 | GDP C2-N3-C4 4.88 120.70 112.30
46 VI 501 | GDP C2-N3-C4 4.88 120.70 112.30
44 YJ 501 | GTP C5-C4-N3 | -4.88 120.63 128.39
44 PL 501 | GTP C5-C4-N3 -4.87 120.64 128.39
44 XJ 501 | GTP C5H-C4-N3 -4.87 120.64 128.39
44 OH 501 | GTP C5-C4-N3 -4.86 120.65 128.39
46 VE 501 | GDP C2-N3-C4 4.85 120.66 112.30
44 ZD 501 | GTP C5-C4-N3 -4.85 120.67 128.39
44 UL 501 | GTP C5-C4-N3 -4.85 120.68 128.39
44 RJ 501 | GTP C5-C4-N3 -4.84 120.68 128.39
46 XA 501 | GDP C2-N3-C4 4.83 120.62 112.30
46 SI 501 | GDP C2-N3-C4 4.83 120.62 112.30
46 72C 501 | GDP C2-N3-C4 4.82 120.61 112.30
44 NH 501 | GTP C2-N3-C4 4.82 120.61 112.30
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44 ZF 501 | GTP CH-C4-N3 -4.82 120.72 128.39
44 YL 501 | GTP CH-C4-N3 -4.82 120.72 128.39
46 UK 501 | GDP C2-N3-C4 4.80 120.57 112.30
44 ZH 501 | GTP C5-C4-N3 -4.80 120.75 128.39
46 YO 501 | GDP C2-N3-C4 4.80 120.57 112.30
46 OK 501 | GDP N9-C4-N3 4.75 135.45 125.95
46 PC 501 | GDP N9-C4-N3 4.74 135.43 125.95
46 XK 501 | GDP C2-N3-C4 4.72 120.44 112.30
46 ucC 501 | GDP N9-C4-N3 4.72 135.40 125.95
44 SF 501 | GTP C2-N3-C4 4.72 120.43 112.30
44 VP 501 | GTP C5-C4-N3 -4.72 120.88 128.39
44 uJ 501 | GTP C2-N3-C4 4.71 120.41 112.30
46 VG 501 | GDP N9-C4-N3 4.70 135.36 125.95
44 SJ 501 | GTP C2-N3-C4 4.70 120.39 112.30
44 UN 501 | GTP C2-N3-C4 4.69 120.38 112.30
44 QF 501 | GTP C2-N3-C4 4.69 120.37 112.30
44 SP 501 | GTP C2-N3-C4 4.68 120.37 112.30
44 UH 501 | GTP C2-N3-C4 4.68 120.37 112.30
44 PJ 501 | GTP C2-N3-C4 4.68 120.36 112.30
44 RP 501 | GTP C2-N3-C4 4.67 120.35 112.30
44 NJ 501 | GTP C2-N3-C4 4.67 120.35 112.30
46 OM 501 | GDP N9-C4-N3 4.67 135.29 125.95
44 TP 501 | GTP C2-N3-C4 4.67 120.34 112.30
44 SH 501 | GTP C2-N3-C4 4.67 120.34 112.30
44 RN 501 | GTP C2-N3-C4 4.67 120.34 112.30
46 ZE 501 | GDP N9-C4-N3 4.67 135.28 125.95
44 WF 501 | GTP C2-N3-C4 4.66 120.33 112.30
44 WL 501 | GTP C2-N3-C4 4.66 120.32 112.30
46 RI 502 | GDP N9-C4-N3 4.66 135.26 125.95
44 QD 501 | GTP C2-N3-C4 4.66 120.32 112.30
46 UG 501 | GDP N9-C4-N3 4.65 135.25 125.95
44 XF 501 | GTP C2-N3-C4 4.65 120.31 112.30
44 7J 501 | GTP C2-N3-C4 4.65 120.31 112.30
44 WH 501 | GTP C2-N3-C4 4.65 120.31 112.30
44 VL 501 | GTP C2-N3-C4 4.65 120.30 112.30
44 OoP 501 | GTP C2-N3-C4 4.64 120.30 112.30
44 RL 501 | GTP C2-N3-C4 4.64 120.29 112.30
44 YH 501 | GTP C2-N3-C4 4.64 120.29 112.30
44 PD 501 | GTP C2-N3-C4 4.64 120.29 112.30
44 TN 501 | GTP C2-N3-C4 4.64 120.29 112.30
46 NE 501 | GDP N9-C4-N3 4.64 135.23 125.95
44 TJ 501 | GTP C2-N3-C4 4.64 120.29 112.30
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44 WJ 501 | GTP C2-N3-C4 4.63 120.28 112.30
44 QL 501 | GTP C2-N3-C4 4.63 120.28 112.30
44 RF 501 | GTP C2-N3-C4 4.63 120.28 112.30
44 YP 501 | GTP C2-N3-C4 4.63 120.28 112.30
44 XL 501 | GTP C2-N3-C4 4.63 120.28 112.30
44 NB 501 | GTP C2-N3-C4 4.63 120.28 112.30
44 TH 501 | GTP C2-N3-C4 4.63 120.28 112.30
44 WD 501 | GTP C2-N3-C4 4.63 120.27 112.30
46 PO 501 | GDP N9-C4-N3 4.63 135.20 125.95
46 SG 502 | GDP N9-C4-N3 4.62 135.20 125.95
44 UD 501 | GTP C2-N3-C4 4.62 120.26 112.30
44 NF 501 | GTP C2-N3-C4 4.62 120.26 112.30
44 PL 501 | GTP C2-N3-C4 4.62 120.26 112.30
44 SL 501 | GTP C2-N3-C4 4.62 120.26 112.30
44 B 501 | GTP C2-N3-C4 4.62 120.26 112.30
44 WN 501 | GTP C2-N3-C4 4.62 120.26 112.30
46 YC 501 | GDP N9-C4-N3 4.62 135.19 125.95
44 ND 501 | GTP C2-N3-C4 4.62 120.26 112.30
44 PP 501 | GTP C2-N3-C4 4.62 120.26 112.30
44 QH 501 | GTP C2-N3-C4 4.62 120.26 112.30
44 PN 501 | GTP C2-N3-C4 4.62 120.25 112.30
44 NN 501 | GTP C2-N3-C4 4.62 120.25 112.30
44 ZH 501 | GTP C2-N3-C4 4.62 120.25 112.30
44 ZN 501 | GTP C2-N3-C4 4.61 120.25 112.30
44 XH 501 | GTP C2-N3-C4 4.61 120.24 112.30
44 QN 501 | GTP C2-N3-C4 4.61 120.24 112.30
44 UF 501 | GTP C2-N3-C4 4.61 120.24 112.30
46 XM 502 | GDP N9-C4-N3 4.61 135.17 125.95
46 720 501 | GDP N9-C4-N3 4.61 135.16 125.95
44 ON 501 | GTP C2-N3-C4 4.61 120.23 112.30
46 TK 501 | GDP N9-C4-N3 4.61 135.16 125.95
44 OL 501 | GTP C2-N3-C4 4.61 120.23 112.30
46 YM 501 | GDP N9-C4-N3 4.60 135.16 125.95
44 TF 501 | GTP C2-N3-C4 4.60 120.23 112.30
44 QP 501 | GTP C2-N3-C4 4.60 120.23 112.30
44 YB 501 | GTP C2-N3-C4 4.60 120.23 112.30
44 UP 501 | GTP C2-N3-C4 4.60 120.23 112.30
44 QJ 501 | GTP C2-N3-C4 4.60 120.23 112.30
44 SB 501 | GTP C2-N3-C4 4.60 120.22 112.30
44 OF 501 | GTP C2-N3-C4 4.60 120.22 112.30
44 XB 501 | GTP C2-N3-C4 4.60 120.22 112.30
44 RH 501 | GTP C2-N3-C4 4.60 120.22 112.30
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44 TL 501 | GTP C2-N3-C4 4.59 120.21 112.30
44 VD 501 | GTP C2-N3-C4 4.59 120.21 112.30
46 QE 501 | GDP N9-C4-N3 4.59 135.14 125.95
44 YN 501 | GTP C2-N3-C4 4.59 120.21 112.30
46 XE 501 | GDP N9-C4-N3 4.59 135.13 125.95
44 UB 501 | GTP C2-N3-C4 4.59 120.21 112.30
44 YF 501 | GTP C2-N3-C4 4.59 120.21 112.30
44 PH 501 | GTP C2-N3-C4 4.59 120.21 112.30
44 PF 501 | GTP C2-N3-C4 4.59 120.20 112.30
44 XD 501 | GTP C2-N3-C4 4.59 120.20 112.30
44 SD 501 | GTP C2-N3-C4 4.59 120.20 112.30
46 YG 501 | GDP N9-C4-N3 4.58 135.12 125.95
44 0J 501 | GTP C2-N3-C4 4.58 120.20 112.30
44 VH 501 | GTP C2-N3-C4 4.58 120.20 112.30
46 NO 501 | GDP N9-C4-N3 4.58 135.12 125.95
44 NL 501 | GTP C2-N3-C4 4.58 120.19 112.30
46 NG 502 | GDP N9-C4-N3 4.58 135.11 125.95
44 WB 501 | GTP C2-N3-C4 4.58 120.19 112.30
44 YD 501 | GTP C2-N3-C4 4.58 120.19 112.30
44 YJ 501 | GTP C2-N3-C4 4.58 120.19 112.30
44 OD 501 | GTP C2-N3-C4 4.58 120.19 112.30
44 VP 501 | GTP C2-N3-C4 4.58 120.19 112.30
44 TD 501 | GTP C2-N3-C4 4.58 120.18 112.30
44 VN 501 | GTP C2-N3-C4 4.57 120.18 112.30
46 VO 501 | GDP N9-C4-N3 4.57 135.10 125.95
46 UM 501 | GDP N9-C4-N3 4.57 135.09 125.95
44 yAp 501 | GTP C2-N3-C4 4.57 120.17 112.30
46 SO 502 | GDP C2-N3-C4 4.57 120.17 112.30
44 ZD 501 | GTP C2-N3-C4 4.57 120.17 112.30
46 WC 501 | GDP N9-C4-N3 4.57 135.09 125.95
44 XN 501 | GTP C2-N3-C4 4.57 120.17 112.30
44 RD 501 | GTP C2-N3-C4 4.57 120.17 112.30
46 TC 501 | GDP N9-C4-N3 4.57 135.09 125.95
44 VJ 501 | GTP C2-N3-C4 4.57 120.17 112.30
46 SE 501 | GDP N9-C4-N3 4.56 135.07 125.95
46 QK 501 | GDP N9-C4-N3 4.56 135.07 125.95
46 SK 501 | GDP N9-C4-N3 4.56 135.07 125.95
44 XJ 501 | GTP C2-N3-C4 4.56 120.15 112.30
46 PQ 501 | GDP N9-C4-N3 4.56 135.06 125.95
44 VF 501 | GTP C2-N3-C4 4.55 120.14 112.30
44 SN 501 | GTP C2-N3-C4 4.55 120.13 112.30
44 UL 501 | GTP C2-N3-C4 4.55 120.13 112.30
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46 0Q 501 | GDP N9-C4-N3 4.55 135.04 125.95
46 WM 501 | GDP N9-C4-N3 4.54 135.03 125.95
46 Uo 501 | GDP N9-C4-N3 4.54 135.03 125.95
46 WO | 501 | GDP N9-C4-N3 4.53 135.02 125.95
44 ZF 501 | GTP C2-N3-C4 4.53 120.11 112.30
46 TO 501 | GDP N9-C4-N3 4.53 135.01 125.95
46 QC 501 | GDP N9-C4-N3 4.53 135.01 125.95
46 72G 501 | GDP N9-C4-N3 4.53 135.01 125.95
46 YE 501 | GDP N9-C4-N3 4.53 135.00 125.95
46 SI 501 | GDP N9-C4-N3 4.52 135.00 125.95
46 QO 501 | GDP N9-C4-N3 4.52 135.00 125.95
46 QQ 501 | GDP N9-C4-N3 4.52 135.00 125.95
46 WG 502 | GDP N9-C4-N3 4.52 134.99 125.95
46 oG 501 | GDP N9-C4-N3 4.52 134.99 125.95
44 YL 501 | GTP C2-N3-C4 4.52 120.08 112.30
46 0oC 501 | GDP N9-C4-N3 4.52 134.98 125.95
46 ZK 501 | GDP N9-C4-N3 4.52 134.98 125.95
46 WI 501 | GDP N9-C4-N3 4.51 134.98 125.95
44 RJ 501 | GTP C2-N3-C4 4.51 120.07 112.30
44 7B 501 | GTP C2-N3-C4 4.51 120.07 112.30
46 VC 501 | GDP N9-C4-N3 4.51 134.97 125.95
44 7P 501 | GTP C2-N3-C4 4.51 120.06 112.30
42 1B 2601 | ADP N3-C2-N1 -4.51 121.76 128.58
46 QM 501 | GDP N9-C4-N3 4.51 134.96 125.95
46 Ol 501 | GDP N9-C4-N3 4.50 134.96 125.95
44 OH 501 | GTP C2-N3-C4 4.50 120.06 112.30
46 XC 501 | GDP N9-C4-N3 4.50 134.95 125.95
44 VB 501 | GTP C2-N3-C4 4.50 120.05 112.30
46 SC 502 | GDP N9-C4-N3 4.50 134.94 125.95
46 WA 501 | GDP N9-C4-N3 4.49 134.93 125.95
46 UE 501 | GDP N9-C4-N3 4.49 134.93 125.95
46 PE 501 | GDP N9-C4-N3 4.49 134.93 125.95
46 RC 501 | GDP N9-C4-N3 4.49 134.93 125.95
46 QG 501 | GDP N9-C4-N3 4.48 134.91 125.95
46 OE 501 | GDP N9-C4-N3 4.48 134.90 125.95
46 QI 501 | GDP N9-C4-N3 4.47 134.89 125.95
46 YK 501 | GDP N9-C4-N3 4.46 134.88 125.95
46 Z1 501 | GDP N9-C4-N3 4.46 134.88 125.95
42 1B 2601 | ADP C5-C4-N3 -4.46 120.57 126.72
46 WK 501 | GDP N9-C4-N3 4.45 134.86 125.95
46 ™ 502 | GDP N9-C4-N3 4.45 134.85 125.95
46 VK 501 | GDP N9-C4-N3 4.45 134.84 125.95
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46 72C 501 | GDP N9-C4-N3 4.45 134.84 125.95
46 TE 501 | GDP N9-C4-N3 4.44 134.84 125.95
46 SM 501 | GDP N9-C4-N3 4.44 134.83 125.95
46 XG 501 | GDP N9-C4-N3 4.44 134.83 125.95
46 NK 501 | GDP N9-C4-N3 4.42 134.80 125.95
46 TG 502 | GDP N9-C4-N3 4.42 134.79 125.95
46 TI 501 | GDP N9-C4-N3 4.42 134.79 125.95
46 PG 501 | GDP N9-C4-N3 4.42 134.78 125.95
46 PI 502 | GDP N9-C4-N3 4.40 134.76 125.95
46 NM 501 | GDP N9-C4-N3 4.40 134.75 125.95
46 00 501 | GDP N9-C4-N3 4.39 134.74 125.95
46 RM 501 | GDP N9-C4-N3 4.39 134.74 125.95
46 XI 501 | GDP N9-C4-N3 4.39 134.73 125.95
46 RG 501 | GDP N9-C4-N3 4.38 134.72 125.95
42 1C 2601 | ADP ChH-C4-N3 -4.37 120.70 126.72
46 PK 501 | GDP N9-C4-N3 4.36 134.68 125.95
46 RK 501 | GDP N9-C4-N3 4.36 134.68 125.95
46 RE 501 | GDP N9-C4-N3 4.36 134.67 125.95
46 RO 501 | GDP N9-C4-N3 4.35 134.66 125.95
46 VI 501 | GDP N9-C4-N3 4.35 134.65 125.95
46 VM 501 | GDP N9-C4-N3 4.34 134.63 125.95
42 1B 2601 | ADP C2-N3-C4 4.32 122.38 111.83
42 1A 2601 | ADP CH-C4-N3 -4.30 120.79 126.72
46 Ul 501 | GDP N9-C4-N3 4.30 134.56 125.95
46 X0 501 | GDP N9-C4-N3 4.28 134.51 125.95
42 1A 2601 | ADP N3-C2-N1 -4.27 122.12 128.58
46 M 501 | GDP N9-C4-N3 4.27 134.49 125.95
42 1C 2601 | ADP N3-C2-N1 -4.26 122.13 128.58
46 NI 501 | GDP N9-C4-N3 4.25 134.45 125.95
42 1D 2601 | ADP N3-C2-N1 -4.25 122.15 128.58
46 XA 501 | GDP N9-C4-N3 4.24 134.44 125.95
46 NC 501 | GDP N9-C4-N3 4.22 134.40 125.95
46 UK 501 | GDP N9-C4-N3 4.21 134.37 125.95
46 VE 501 | GDP N9-C4-N3 4.20 134.34 125.95
42 1D 2601 | ADP ChH-C4-N3 -4.19 120.95 126.72
46 WE 501 | GDP N9-C4-N3 4.18 134.32 125.95
46 YI 501 | GDP N9-C4-N3 4.13 134.20 125.95
46 YO 501 | GDP N9-C4-N3 4.08 134.12 125.95
42 1C 2601 | ADP C2-N3-C4 4.07 121.78 111.83
42 1A 2601 | ADP C2-N3-C4 4.05 121.72 111.83
46 PM 501 | GDP N9-C4-N3 4.04 134.03 125.95
42 1D 2601 | ADP C2-N3-C4 4.00 121.59 111.83
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46 SO 502 | GDP N9-C4-N3 4.00 133.94 125.95
46 XK 501 | GDP N9-C4-N3 3.92 133.78 125.95
46 YI 501 | GDP C6-Chb-NT7 3.78 137.17 130.29
46 PM 501 | GDP C6-Ch-NT7 3.68 136.99 130.29
46 XK 501 | GDP C6-Ch-NT7 3.59 136.83 130.29
46 SO 502 | GDP C6-C5-NT7 3.54 136.73 130.29
46 WE 501 | GDP C6-C5-NT7 3.52 136.70 130.29
46 Ul 501 | GDP C6-Cb-NT7 3.49 136.65 130.29
46 YO 501 | GDP C6-Cb-NT7 3.49 136.63 130.29
46 X0 501 | GDP C6-Chb-NT7 3.46 136.59 130.29
46 NC 501 | GDP C6-Ch-N7 3.45 136.57 130.29
44 PH 501 | GTP N9-C4-N3 3.45 132.85 125.95
44 NB 501 | GTP N9-C4-N3 3.45 132.85 125.95
46 RE 501 | GDP C6-Ch-NT7 3.44 136.55 130.29
42 1C 2601 | ADP N9-C8-N7 -3.44 109.06 113.94
42 1D 2601 | ADP N9-C8-N7 -3.44 109.06 113.94
46 ZM 501 | GDP C6-Ch-N7 3.43 136.53 130.29
46 NI 501 | GDP C6-Ch-NT7 3.43 136.53 130.29
42 1B 2601 | ADP N9-C8-N7 -3.42 109.08 113.94
46 VE 501 | GDP C6-C5-NT7 3.42 136.52 130.29
46 XA 501 | GDP C6-Ch-NT7 3.42 136.51 130.29
42 1A 2601 | ADP N9-C8-N7 -3.42 109.09 113.94
46 TG 502 | GDP C6-Chb-NT7 3.42 136.51 130.29
46 PK 501 | GDP C6-Ch-N7 3.41 136.49 130.29
46 VM 501 | GDP C6-Ch-NT7 3.40 136.49 130.29
44 PP 501 | GTP N9-C4-N3 3.40 132.76 125.95
46 RM 501 | GDP C6-Ch-NT7 3.40 136.47 130.29
46 ™ 502 | GDP C6-Ch-NT7 3.39 136.47 130.29
44 SJ 501 | GTP N9-C4-N3 3.39 132.72 125.95
46 RG 501 | GDP C6-Chb-NT7 3.38 136.45 130.29
44 NH 501 | GTP N9-C4-N3 3.38 132.71 125.95
44 TL 501 | GTP N9-C4-N3 3.38 132.71 125.95
46 RO 501 | GDP C6-C5-NT7 3.38 136.44 130.29
46 UE 501 | GDP C6-Ch-NT7 3.38 136.44 130.29
44 UH 501 | GTP N9-C4-N3 3.37 132.69 125.95
46 XI 501 | GDP C6-Cb-NT7 3.37 136.42 130.29
46 UK 501 | GDP C6-Chb-NT7 3.36 136.41 130.29
46 WC | 501 | GDP C6-Ch-N7 3.36 136.41 130.29
46 RK 501 | GDP C6-C5-NT7 3.35 136.38 130.29
44 RL 501 | GTP N9-C4-N3 3.35 132.64 125.95
46 OE 501 | GDP C6-Ch-NT7 3.33 136.35 130.29
46 WK 501 | GDP C6-Cb-NT7 3.33 136.34 130.29
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44 NL 501 | GTP N9-C4-N3 3.32 132.60 125.95
46 SM 501 | GDP C6-Cb-NT7 3.32 136.34 130.29
46 WA 501 | GDP C6-Chb-NT7 3.32 136.33 130.29
44 SH 501 | GTP N9-C4-N3 3.32 132.59 125.95
44 WN 501 | GTP N9-C4-N3 3.32 132.59 125.95
44 ON 501 | GTP N9-C4-N3 3.31 132.58 125.95
46 QI 501 | GDP C6-C5-NT7 3.31 136.32 130.29
44 NJ 501 | GTP N9-C4-N3 3.31 132.57 125.95
44 QD 501 | GTP N9-C4-N3 3.31 132.57 125.95
44 ND 501 | GTP N9-C4-N3 3.31 132.57 125.95
46 VK 501 | GDP C6-Ch-N7 3.30 136.30 130.29
46 TI 501 | GDP C6-Ch-NT7 3.30 136.30 130.29
44 oP 501 | GTP N9-C4-N3 3.30 132.55 125.95
44 QL 501 | GTP N9-C4-N3 3.30 132.55 125.95
44 SP 501 | GTP N9-C4-N3 3.30 132.55 125.95
46 NM 501 | GDP C6-Chb-NT7 3.30 136.29 130.29
46 QK 501 | GDP C6-Ch-N7 3.30 136.29 130.29
44 QJ 501 | GTP N9-C4-N3 3.29 132.54 125.95
46 XM 502 | GDP C6-C5-NT7 3.29 136.28 130.29
46 YE 501 | GDP C6-C5-NT7 3.29 136.28 130.29
44 XH 501 | GTP N9-C4-N3 3.29 132.53 125.95
46 Z1 501 | GDP C6-Cb-NT7 3.29 136.28 130.29
44 WB 501 | GTP N9-C4-N3 3.29 132.53 125.95
46 PE 501 | GDP C6-Ch-N7 3.29 136.27 130.29
46 PG 501 | GDP C6-Ch-NT7 3.29 136.27 130.29
46 QQ 501 | GDP C6-C5-NT7 3.29 136.27 130.29
46 XG 501 | GDP C6-Ch-NT7 3.29 136.27 130.29
46 NK 501 | GDP C6-Ch-NT7 3.28 136.27 130.29
44 QN 501 | GTP N9-C4-N3 3.28 132.52 125.95
44 XB 501 | GTP N9-C4-N3 3.28 132.52 125.95
44 OL 501 | GTP N9-C4-N3 3.28 132.51 125.95
44 SB 501 | GTP N9-C4-N3 3.28 132.51 125.95
46 00 501 | GDP C6-C5-NT7 3.28 136.26 130.29
44 WL 501 | GTP N9-C4-N3 3.28 132.51 125.95
44 TJ 501 | GTP N9-C4-N3 3.28 132.51 125.95
46 TE 501 | GDP C6-Cb-NT7 3.28 136.25 130.29
46 YK 501 | GDP C6-Chb-NT7 3.28 136.25 130.29
44 VL 501 | GTP N9-C4-N3 3.27 132.50 125.95
46 TC 501 | GDP C6-C5-NT7 3.27 136.25 130.29
46 QO 501 | GDP C6-C5-NT7 3.27 136.24 130.29
44 VH 501 | GTP N9-C4-N3 3.27 132.49 125.95
46 RC 501 | GDP C6-Cb-NT7 3.27 136.24 130.29
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44 PJ 501 | GTP N9-C4-N3 3.27 132.49 125.95
44 YD 501 | GTP N9-C4-N3 3.27 132.48 125.95
44 VD 501 | GTP N9-C4-N3 3.26 132.48 125.95
44 VI 501 | GTP N9-C4-N3 3.26 132.48 125.95
46 TK 501 | GDP C6-Ch-NT7 3.26 136.22 130.29
46 TO 501 | GDP C6-C5-NT7 3.26 136.22 130.29
44 NN 501 | GTP N9-C4-N3 3.26 132.47 125.95
44 WH 501 | GTP N9-C4-N3 3.26 132.47 125.95
46 oG 501 | GDP C6-Cb-NT7 3.26 136.21 130.29
44 XF 501 | GTP N9-C4-N3 3.25 132.46 125.95
44 TB 501 | GTP N9-C4-N3 3.25 132.46 125.95
46 SC 502 | GDP C6-CH-N7 3.25 136.21 130.29
46 QG 501 | GDP C6-Ch-NT7 3.25 136.21 130.29
44 WJ 501 | GTP N9-C4-N3 3.25 132.45 125.95
44 XL 501 | GTP N9-C4-N3 3.25 132.45 125.95
46 VI 501 | GDP C6-Chb-NT7 3.25 136.20 130.29
46 UO 501 | GDP C6-Ch-N7 3.25 136.20 130.29
44 PN 501 | GTP N9-C4-N3 3.25 132.44 125.95
44 PD 501 | GTP N9-C4-N3 3.24 132.44 125.95
44 YF 501 | GTP N9-C4-N3 3.24 132.44 125.95
44 XD 501 | GTP N9-C4-N3 3.24 132.44 125.95
44 SF 501 | GTP N9-C4-N3 3.24 132.43 125.95
46 WM 501 | GDP C6-Chb-NT7 3.24 136.19 130.29
46 WI 501 | GDP C6-Ch-N7 3.24 136.19 130.29
44 YB 501 | GTP N9-C4-N3 3.24 132.43 125.95
44 YP 501 | GTP N9-C4-N3 3.24 132.43 125.95
46 PI 502 | GDP C6-Ch-NT7 3.24 136.18 130.29
46 ZK 501 | GDP C6-Ch-NT7 3.24 136.18 130.29
46 QC 501 | GDP C6-Cb-NT7 3.24 136.18 130.29
44 UN 501 | GTP N9-C4-N3 3.24 132.42 125.95
44 UD 501 | GTP N9-C4-N3 3.23 132.42 125.95
46 XC 501 | GDP C6-Ch-NT7 3.23 136.17 130.29
44 7B 501 | GTP N9-C4-N3 3.23 132.42 125.95
46 YM 501 | GDP C6-Ch-NT7 3.23 136.17 130.29
46 SE 501 | GDP C6-Cb-NT7 3.23 136.17 130.29
46 UM 501 | GDP C6-Cb-NT7 3.23 136.17 130.29
44 7P 501 | GTP N9-C4-N3 3.23 132.41 125.95
46 XE 501 | GDP C6-Ch-N7 3.23 136.16 130.29
44 TN 501 | GTP N9-C4-N3 3.23 132.40 125.95
44 RF 501 | GTP N9-C4-N3 3.22 132.40 125.95
44 UB 501 | GTP N9-C4-N3 3.22 132.40 125.95
46 0Q 501 | GDP C6-Cb-NT7 3.22 136.15 130.29
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44 PF 501 | GTP N9-C4-N3 3.22 132.39 125.95
44 SL 501 | GTP N9-C4-N3 3.22 132.39 125.95
44 TF 501 | GTP N9-C4-N3 3.22 132.39 125.95
44 YN 501 | GTP N9-C4-N3 3.22 132.39 125.95
44 ZJ 501 | GTP N9-C4-N3 3.22 132.39 125.95
46 WO 501 | GDP C6-C5-NT7 3.22 136.15 130.29
46 A 501 | GDP C6-C5-NT7 3.22 136.15 130.29
46 VC 501 | GDP C6-Cb-NT7 3.22 136.15 130.29
46 NG 502 | GDP C6-ChH-NT7 3.22 136.14 130.29
46 RI 502 | GDP C6-ChH-NT7 3.21 136.14 130.29
44 ulJ 501 | GTP N9-C4-N3 3.21 132.38 125.95
44 SN 501 | GTP N9-C4-N3 3.21 132.37 125.95
46 SG 502 | GDP C6-Ch-NT7 3.21 136.13 130.29
44 QF 501 | GTP N9-C4-N3 3.21 132.37 125.95
46 NE 501 | GDP C6-Cb-NT7 3.21 136.13 130.29
46 NO 501 | GDP C6-ChH-NT7 3.21 136.12 130.29
46 Ol 501 | GDP C6-Chb-NT7 3.20 136.12 130.29
44 UP 501 | GTP N9-C4-N3 3.20 132.36 125.95
46 oC 501 | GDP C6-C5-NT7 3.20 136.12 130.29
46 WG 502 | GDP C6-C5-NT7 3.20 136.12 130.29
44 WD 501 | GTP N9-C4-N3 3.20 132.35 125.95
46 72G 501 | GDP C6-Cb-NT7 3.20 136.10 130.29
44 SD 501 | GTP N9-C4-N3 3.19 132.33 125.95
44 OD 501 | GTP N9-C4-N3 3.19 132.33 125.95
46 QM | 501 | GDP C6-Ch-NT7 3.19 136.09 130.29
44 TP 501 | GTP N9-C4-N3 3.19 132.32 125.95
46 7C 501 | GDP C6-Ch-NT7 3.18 136.09 130.29
44 ZN 501 | GTP N9-C4-N3 3.18 132.32 125.95
44 NF 501 | GTP N9-C4-N3 3.18 132.32 125.95
44 VB 501 | GTP N9-C4-N3 3.18 132.32 125.95
46 PQ 501 | GDP C6-Ch-NT7 3.18 136.08 130.29
44 YH 501 | GTP N9-C4-N3 3.18 132.31 125.95
44 QH 501 | GTP N9-C4-N3 3.18 132.31 125.95
44 VF 501 | GTP N9-C4-N3 3.18 132.31 125.95
46 VO 501 | GDP C6-Cb-NT7 3.17 136.06 130.29
44 VN 501 | GTP N9-C4-N3 3.16 132.28 125.95
46 YG 501 | GDP C6-Chb-NT7 3.16 136.04 130.29
46 SK 501 | GDP C6-Ch-N7 3.15 136.03 130.29
44 UF 501 | GTP N9-C4-N3 3.15 132.26 125.95
44 TD 501 | GTP N9-C4-N3 3.15 132.25 125.95
46 70 501 | GDP C6-Ch-NT7 3.15 136.02 130.29
44 TH 501 | GTP N9-C4-N3 3.14 132.24 125.95
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44 XN 501 | GTP N9-C4-N3 3.14 132.24 125.95
44 7L 501 | GTP N9-C4-N3 3.14 132.23 125.95
44 RH 501 | GTP N9-C4-N3 3.14 132.23 125.95
46 YC 501 | GDP C6-Ch-NT7 3.13 135.99 130.29
46 PO 501 | GDP C6-Ch-NT7 3.13 135.99 130.29
44 WF 501 | GTP N9-C4-N3 3.13 132.21 125.95
44 UL 501 | GTP N9-C4-N3 3.12 132.20 125.95
42 1C 2601 | ADP C4-N9-C8 3.12 109.02 105.74
44 0J 501 | GTP N9-C4-N3 3.12 132.19 125.95
42 1D 2601 | ADP C4-N9-C8 3.12 109.01 105.74
44 XJ 501 | GTP N9-C4-N3 3.12 132.18 125.95
46 OK 501 | GDP C6-CH-N7 3.10 135.94 130.29
42 1A 2601 | ADP C4-N9-C8 3.10 109.00 105.74
46 QE 501 | GDP C6-Ch-NT7 3.10 135.94 130.29
46 UG 501 | GDP C6-Cb-NT7 3.09 135.92 130.29
44 OH 501 | GTP N9-C4-N3 3.09 132.13 125.95
44 PL 501 | GTP N9-C4-N3 3.09 132.13 125.95
44 ZF 501 | GTP N9-C4-N3 3.09 132.12 125.95
46 OM 501 | GDP C6-C5-NT7 3.08 135.90 130.29
44 WF 501 | GTP C2-N1-C6 -3.07 119.55 125.11
44 YJ 501 | GTP N9-C4-N3 3.07 132.09 125.95
44 NN 501 | GTP C2-N1-C6 -3.06 119.56 125.11
44 QP 501 | GTP N9-C4-N3 3.06 132.07 125.95
44 NH 501 | GTP C2-N1-C6 -3.06 119.57 125.11
46 pPC 501 | GDP C6-Ch-NT7 3.05 135.85 130.29
46 SI 501 | GDP C6-C5-NT7 3.05 135.85 130.29
44 ZD 501 | GTP N9-C4-N3 3.05 132.06 125.95
44 RN 501 | GTP N9-C4-N3 3.04 132.04 125.95
44 RD 501 | GTP N9-C4-N3 3.03 132.02 125.95
46 ucC 501 | GDP C6-Chb-NT7 3.03 135.80 130.29
44 SJ 501 | GTP C2-N1-C6 -3.03 119.62 125.11
42 1D | 2601 | ADP C6-C5-C4 | -3.03 113.05 117.18
44 OP 501 | GTP C2-N1-C6 -3.03 119.62 125.11
44 VP 501 | GTP N9-C4-N3 3.02 132.00 125.95
44 RJ 501 | GTP N9-C4-N3 3.02 131.99 125.95
44 NB 501 | GTP C2-N1-C6 -3.02 119.64 125.11
44 UH 501 | GTP C2-N1-C6 -3.02 119.64 125.11
44 QN 501 | GTP C2-N1-C6 -3.01 119.65 125.11
44 OF 501 | GTP N9-C4-N3 3.01 131.97 125.95
44 TL 501 | GTP C2-N1-C6 -3.01 119.66 125.11
42 1B 2601 | ADP C6-Ch-C4 -3.01 113.07 117.18
44 NJ 501 | GTP C2-N1-C6 -3.00 119.66 125.11

Continued on next page...
grDRe



Page 84

Full wwPDB EM Validation Report

EMD-25381, 75QC

Continued from previous page...

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
44 RP 501 | GTP N9-C4-N3 3.00 131.94 125.95
44 UD 501 | GTP C2-N1-C6 -2.99 119.69 125.11
44 VJ 501 | GTP C2-N1-C6 -2.99 119.69 125.11
44 QJ 501 | GTP C2-N1-C6 -2.99 119.69 125.11
44 SH 501 | GTP C2-N1-C6 -2.99 119.69 125.11
44 RF 501 | GTP C2-N1-C6 -2.99 119.70 125.11
44 UN 501 | GTP C2-N1-C6 -2.99 119.70 125.11
44 WL 501 | GTP C2-N1-C6 -2.99 119.70 125.11
44 VD 501 | GTP C2-N1-C6 -2.99 119.70 125.11
44 WH 501 | GTP C2-N1-C6 -2.98 119.70 125.11
44 PJ 501 | GTP C2-N1-C6 -2.98 119.70 125.11
44 ZH 501 | GTP N9-C4-N3 2.98 131.92 125.95
44 YL 501 | GTP N9-C4-N3 2.98 131.91 125.95
44 NF 501 | GTP C2-N1-C6 -2.98 119.71 125.11
44 PN 501 | GTP C2-N1-C6 -2.98 119.71 125.11
44 SP 501 | GTP C2-N1-C6 -2.98 119.71 125.11
44 QL 501 | GTP C2-N1-C6 -2.98 119.71 125.11
44 PP 501 | GTP C2-N1-C6 -2.97 119.72 125.11
44 YF 501 | GTP C2-N1-C6 -2.97 119.72 125.11
44 ND 501 | GTP C2-N1-C6 -2.97 119.72 125.11
46 VG 501 | GDP C6-Ch-NT7 2.97 135.70 130.29
44 RL 501 | GTP C2-N1-C6 -2.97 119.72 125.11
44 ZJ 501 | GTP C2-N1-C6 -2.97 119.72 125.11
44 QF 501 | GTP C2-N1-C6 -2.97 119.72 125.11
44 SL 501 | GTP C2-N1-C6 -2.97 119.73 125.11
44 RD 501 | GTP C2-N1-C6 -2.97 119.73 125.11
44 XH 501 | GTP C2-N1-C6 -2.97 119.73 125.11
44 NL 501 | GTP C2-N1-C6 -2.96 119.74 125.11
44 OF 501 | GTP C2-N1-C6 -2.96 119.74 125.11
44 OL 501 | GTP C2-N1-C6 -2.96 119.74 125.11
44 WN 501 | GTP C2-N1-C6 -2.96 119.75 125.11
44 SD 501 | GTP C2-N1-C6 -2.96 119.75 125.11
44 VH 501 | GTP C2-N1-C6 -2.96 119.75 125.11
44 ON 501 | GTP C2-N1-C6 -2.95 119.75 125.11
44 QH 501 | GTP C2-N1-C6 -2.95 119.75 125.11
44 YP 501 | GTP C2-N1-C6 -2.95 119.75 125.11
44 TH 501 | GTP C2-N1-C6 -2.95 119.75 125.11
44 WJ 501 | GTP C2-N1-C6 -2.95 119.76 125.11
44 ulJ 501 | GTP C2-N1-C6 -2.94 119.77 125.11
44 TJ 501 | GTP C2-N1-C6 -2.94 119.77 125.11
44 UF 501 | GTP C2-N1-C6 -2.94 119.78 125.11
44 TD 501 | GTP C2-N1-C6 -2.94 119.78 125.11
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44 QD 501 | GTP C2-N1-C6 -2.94 119.79 125.11
44 SB 501 | GTP C2-N1-C6 -2.93 119.79 125.11
44 QP 501 | GTP C2-N1-C6 -2.93 119.80 125.11
44 SF 501 | GTP C2-N1-C6 -2.93 119.80 125.11
44 XF 501 | GTP C2-N1-C6 -2.93 119.80 125.11
44 WD 501 | GTP C2-N1-C6 -2.93 119.80 125.11
44 VL 501 | GTP C2-N1-C6 -2.93 119.80 125.11
42 1D 2601 | ADP C2-N1-C6 2.93 123.54 118.73
44 PF 501 | GTP C2-N1-C6 -2.93 119.81 125.11
44 XB 501 | GTP C2-N1-C6 -2.93 119.81 125.11
44 YB 501 | GTP C2-N1-C6 -2.93 119.81 125.11
44 PD 501 | GTP C2-N1-C6 -2.92 119.81 125.11
44 RJ 501 | GTP C2-N1-C6 -2.92 119.81 125.11
44 XL 501 | GTP C2-N1-C6 -2.92 119.81 125.11
44 TN 501 | GTP C2-N1-C6 -2.92 119.81 125.11
44 YN 501 | GTP C2-N1-C6 -2.92 119.82 125.11
44 WB 501 | GTP C2-N1-C6 -2.92 119.82 125.11
44 RH 501 | GTP C2-N1-C6 -2.91 119.83 125.11
44 YD 501 | GTP C2-N1-C6 -2.91 119.84 125.11
44 RP 501 | GTP C2-N1-C6 -2.91 119.84 125.11
44 TP 501 | GTP C2-N1-C6 -2.91 119.84 125.11
44 XD 501 | GTP C2-N1-C6 -2.90 119.84 125.11
44 B 501 | GTP C2-N1-C6 -2.90 119.85 125.11
44 YH 501 | GTP C2-N1-C6 -2.90 119.85 125.11
44 0J 501 | GTP C2-N1-C6 -2.90 119.86 125.11
44 TF 501 | GTP C2-N1-C6 -2.90 119.86 125.11
44 YL 501 | GTP C2-N1-C6 -2.90 119.86 125.11
44 UB 501 | GTP C2-N1-C6 -2.88 119.89 125.11
44 UL 501 | GTP C2-N1-C6 -2.88 119.89 125.11
44 PH 501 | GTP C2-N1-C6 -2.88 119.89 125.11
44 ZL 501 | GTP C2-N1-C6 -2.87 119.90 125.11
44 VN 501 | GTP C2-N1-C6 -2.87 119.90 125.11
42 1B 2601 | ADP C2-N1-C6 2.87 123.44 118.73
44 ZH 501 | GTP C2-N1-C6 -2.87 119.91 125.11
44 ZN 501 | GTP C2-N1-C6 -2.87 119.91 125.11
42 1A 2601 | ADP C6-Ch-C4 -2.86 113.27 117.18
46 YI 501 | GDP C4-C5-N7 -2.86 106.14 110.67
44 Up 501 | GTP C2-N1-C6 -2.86 119.93 125.11
44 YL 501 | GTP N9-C8-N7 -2.85 108.11 113.40
44 PL 501 | GTP C2-N1-C6 -2.85 119.95 125.11
44 SN 501 | GTP C2-N1-C6 -2.85 119.95 125.11
44 VF 501 | GTP C2-N1-C6 -2.84 119.95 125.11
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44 OD 501 | GTP C2-N1-C6 -2.84 119.96 125.11
44 XN 501 | GTP C2-N1-C6 -2.84 119.96 125.11
44 YJ 501 | GTP C2-N1-C6 -2.83 119.97 125.11
42 1A 2601 | ADP C2-N1-C6 2.82 123.36 118.73
42 1C 2601 | ADP C6-Ch-C4 -2.82 113.33 117.18
44 RL 501 | GTP N9-C8-N7 -2.82 108.17 113.40
44 XJ 501 | GTP C2-N1-C6 -2.81 120.01 125.11
46 WC 501 | GDP C4-ChH-N7 -2.81 106.21 110.67
44 PL 501 | GTP N9-C8-N7 -2.80 108.20 113.40
44 RN 501 | GTP C2-N1-C6 -2.80 120.03 125.11
44 NH 501 | GTP N9-C8-N7 -2.80 108.21 113.40
44 RH 501 | GTP N9-C8-N7 -2.79 108.22 113.40
42 1B 2601 | ADP C4-N9-C8 2.79 108.67 105.74
44 VN 501 | GTP N9-C8-N7 -2.79 108.22 113.40
44 OH 501 | GTP C2-N1-C6 -2.79 120.05 125.11
44 TH 501 | GTP N9-C8-N7 -2.79 108.23 113.40
44 QH 501 | GTP N9-C8-N7 -2.78 108.24 113.40
44 RF 501 | GTP N9-C8-N7 -2.78 108.25 113.40
44 VB 501 | GTP C2-N1-C6 -2.78 120.07 125.11
44 ZF 501 | GTP C2-N1-C6 -2.77 120.09 125.11
44 VH 501 | GTP N9-C8-N7 -2.77 108.27 113.40
44 RD 501 | GTP N9-C8-N7 -2.76 108.29 113.40
44 SH 501 | GTP N9-C8-N7 -2.76 108.29 113.40
44 YJ 501 | GTP N9-C8-N7 -2.75 108.30 113.40
44 ZH 501 | GTP N9-C8-N7 | -2.75 108.30 113.40
44 UL 501 | GTP N9-C8-N7 -2.75 108.30 113.40
44 PJ 501 | GTP N9-C8-N7 -2.75 108.30 113.40
44 VP 501 | GTP N9-C8-N7 -2.75 108.30 113.40
44 uJ 501 | GTP N9-C8-N7 -2.75 108.30 113.40
44 RJ 501 | GTP N9-C8-N7 -2.74 108.31 113.40
44 ZP 501 | GTP C2-N1-C6 -2.74 120.14 125.11
44 NJ 501 | GTP | O3G-PG-O3B | 2.74 113.83 104.64
44 RP 501 | GTP N9-C8-N7 -2.74 108.32 113.40
44 PN 501 | GTP N9-C8-N7 -2.74 108.33 113.40
44 7B 501 | GTP C2-N1-C6 -2.74 120.15 125.11
44 WH 501 | GTP N9-C8-N7 -2.73 108.33 113.40
44 UB 501 | GTP N9-C8-N7 -2.73 108.34 113.40
44 ZD 501 | GTP C2-N1-C6 -2.73 120.16 125.11
44 XF 501 | GTP N9-C8-N7 -2.73 108.34 113.40
44 OF 501 | GTP N9-C8-N7 -2.72 108.35 113.40
42 1C 2601 | ADP C2-N1-C6 2.72 123.20 118.73
44 UD 501 | GTP N9-C8-N7 -2.72 108.35 113.40
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44 OD 501 | GTP N9-C8-N7 -2.72 108.36 113.40
44 ZF 501 | GTP N9-C8-N7 -2.72 108.36 113.40
44 SL 501 | GTP N9-C8-N7 -2.72 108.36 113.40
44 TF 501 | GTP N9-C8-N7 -2.71 108.37 113.40
44 B 501 | GTP N9-C8-N7 -2.71 108.37 113.40
44 QJ 501 | GTP N9-C8-N7 -2.71 108.38 113.40
44 0J 501 | GTP N9-C8-N7 -2.71 108.38 113.40
44 XJ 501 | GTP N9-C8-N7 -2.70 108.39 113.40
44 YN 501 | GTP N9-C8-N7 -2.70 108.39 113.40
44 7B 501 | GTP N9-C8-N7 -2.70 108.39 113.40
44 NN 501 | GTP N9-C8-N7 | -2.70 108.39 113.40
44 TN 501 | GTP N9-C8-N7 -2.70 108.39 113.40
44 NL 501 | GTP N9-C8-N7 -2.70 108.39 113.40
44 opP 501 | GTP N9-C8-N7 -2.70 108.39 113.40
44 VF 501 | GTP N9-C8-N7 -2.70 108.39 113.40
44 SJ 501 | GTP N9-C8-N7 -2.70 108.40 113.40
44 ZN 501 | GTP N9-C8-N7 -2.70 108.40 113.40
44 YB 501 | GTP N9-C8-N7 -2.70 108.40 113.40
44 PF 501 | GTP N9-C8-N7 -2.69 108.40 113.40
44 WF 501 | GTP N9-C8-N7 -2.69 108.41 113.40
44 UN 501 | GTP N9-C8-N7 -2.69 108.41 113.40
44 TP 501 | GTP N9-C8-N7 -2.69 108.42 113.40
46 NC 501 | GDP C4-ChH-N7 -2.69 106.41 110.67
44 XD 501 | GTP N9-C8-N7 -2.69 108.42 113.40
44 NF 501 | GTP N9-C8-N7 -2.69 108.42 113.40
44 QN 501 | GTP N9-C8-N7 -2.69 108.42 113.40
44 TJ 501 | GTP N9-C8-N7 -2.69 108.42 113.40
44 XN 501 | GTP N9-C8-N7 -2.68 108.42 113.40
44 UF 501 | GTP N9-C8-N7 -2.68 108.43 113.40
44 WD 501 | GTP N9-C8-N7 -2.68 108.43 113.40
44 WB 501 | GTP N9-C8-N7 -2.68 108.44 113.40
44 QL 501 | GTP N9-C8-N7 -2.68 108.44 113.40
44 SD 501 | GTP N9-C8-N7 -2.68 108.44 113.40
44 VB 501 | GTP N9-C8-N7 -2.68 108.44 113.40
44 7P 501 | GTP N9-C8-N7 -2.68 108.44 113.40
44 YF 501 | GTP N9-C8-N7 -2.67 108.44 113.40
46 RM 501 | GDP C4-C5-N7 -2.67 106.44 110.67
44 VL 501 | GTP N9-C8-N7 -2.67 108.44 113.40
44 OL 501 | GTP N9-C8-N7 -2.67 108.45 113.40
44 ZD 501 | GTP N9-C8-N7 -2.67 108.45 113.40
46 QG 501 | GDP C4-C5-N7 -2.67 106.44 110.67
44 TD 501 | GTP N9-C8-N7 -2.67 108.46 113.40
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44 YP 501 | GTP N9-C8-N7 -2.67 108.46 113.40
44 7J 501 | GTP N9-C8-N7 -2.66 108.46 113.40
44 QP 501 | GTP N9-C8-N7 -2.66 108.47 113.40
44 PD 501 | GTP N9-C8-N7 -2.66 108.47 113.40
44 YH 501 | GTP N9-C8-N7 -2.66 108.47 113.40
46 WE 501 | GDP C4-C5-N7 -2.66 106.45 110.67
44 NJ 501 | GTP N9-C8-N7 -2.66 108.47 113.40
44 ZL 501 | GTP N9-C8-N7 -2.66 108.47 113.40
44 RN 501 | GTP N9-C8-N7 -2.66 108.47 113.40
44 PH 501 | GTP N9-C8-N7 -2.66 108.48 113.40
44 XB 501 | GTP N9-C8-N7 -2.65 108.48 113.40
46 RE 501 | GDP C4-C5-N7 -2.65 106.47 110.67
44 NH 501 | GTP C8-N7-Cbh 2.65 108.98 104.26
44 SB 501 | GTP N9-C8-N7 -2.65 108.49 113.40
44 SP 501 | GTP N9-C8-N7 -2.64 108.50 113.40
44 XH 501 | GTP N9-C8-N7 -2.64 108.50 113.40
44 TL 501 | GTP N9-C8-N7 -2.64 108.50 113.40
44 XL 501 | GTP N9-C8-N7 -2.64 108.51 113.40
46 XK 501 | GDP C2-C3-C4’ 2.64 107.70 102.61
44 ND 501 | GTP N9-C8-N7 -2.64 108.51 113.40
46 PM 501 | GDP C4-ChH-N7 -2.64 106.49 110.67
44 VD 501 | GTP N9-C8-N7 -2.63 108.52 113.40
44 OH 501 | GTP N9-C8-N7 -2.63 108.52 113.40
44 Up 501 | GTP N9-C8-N7 -2.63 108.52 113.40
44 WN | 501 | GTP N9-C8-N7 | -2.63 108.52 113.40
44 QD 501 | GTP N9-C8-N7 -2.63 108.52 113.40
44 YD 501 | GTP N9-C8-N7 -2.63 108.52 113.40
46 QO 501 | GDP C4-C5-N7 -2.63 106.50 110.67
44 RF 501 | GTP C8-NT7-C5h 2.63 108.94 104.26
46 RG 501 | GDP C4-Cb-N7 -2.63 106.51 110.67
46 TK 501 | GDP C4-C5-N7 | -2.63 106.51 110.67
46 NI 501 | GDP C4-Ch-N7 -2.62 106.51 110.67
46 TO 501 | GDP C4-ChH-NT7 -2.62 106.51 110.67
44 SN 501 | GTP N9-C8-N7 -2.62 108.53 113.40
46 VM 501 | GDP C4-ChH-N7 -2.62 106.52 110.67
44 ON 501 | GTP N9-C8-N7 -2.62 108.54 113.40
44 YL 501 | GTP C8-N7-Cb 2.62 108.93 104.26
46 RI 502 | GDP C4-Ch-N7 -2.62 106.52 110.67
46 7ZE 501 | GDP C4-C5-N7 -2.62 106.52 110.67
46 XI 501 | GDP C4-ChH-NT7 -2.62 106.52 110.67
46 RO 501 | GDP C4-C5-N7 -2.62 106.52 110.67
43 1B 2602 | ANP | O1B-PB-N3B | -2.62 107.92 111.77
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46 WK 501 | GDP C4-C5-N7 -2.62 106.53 110.67
44 SJ 501 | GTP CH-C6-N1 2.61 119.91 113.25
46 PG 501 | GDP C4-C5-N7 -2.61 106.53 110.67
46 TC 501 | GDP C4-C5-N7 | -2.61 106.53 110.67
44 WJ 501 | GTP N9-C8-N7 | -2.61 108.56 113.40
44 PJ 501 | GTP C5-C6-N1 2.61 119.90 113.25
44 uJ 501 | GTP C8-NT7-C5h 2.61 108.91 104.26
46 XA 501 | GDP C4-C5-N7 -2.61 106.53 110.67
44 SH 501 | GTP C8-NT7-C5h 2.61 108.91 104.26
46 WM 501 | GDP C4-Cb-N7 -2.61 106.53 110.67
44 UD 501 | GTP C5-C6-N1 2.61 119.89 113.25
44 UH 501 | GTP N9-C8-N7 -2.61 108.56 113.40
46 M 501 | GDP C4-ChH-NT7 -2.61 106.54 110.67
46 UE 501 | GDP C4-ChH-NT7 -2.61 106.54 110.67
42 1B 2601 | ADP N6-C6-N1 -2.61 112.57 118.38
44 NB 501 | GTP N9-C8-N7 -2.61 108.57 113.40
46 YO 501 | GDP C4-Cb-N7 -2.61 106.54 110.67
44 NN 501 | GTP C5-C6-N1 2.61 119.89 113.25
46 XE 501 | GDP C4-C5-N7 -2.60 106.54 110.67
44 UF 501 | GTP C5-C6-N1 2.60 119.88 113.25
46 NG 502 | GDP C4-C5-N7 -2.60 106.54 110.67
46 Ul 501 | GDP C4-C5-N7 -2.60 106.54 110.67
46 SG 502 | GDP C4-Cb-N7 -2.60 106.55 110.67
46 TI 501 | GDP C4-C5-N7 | -2.60 106.55 110.67
44 RL 501 | GTP C5-C6-N1 2.60 119.88 113.25
46 YK 501 | GDP C4-C5-N7 -2.60 106.55 110.67
44 PP 501 | GTP N9-C8-N7 -2.60 108.58 113.40
46 PK 501 | GDP C4-C5-N7 -2.60 106.55 110.67
46 WO 501 | GDP C4-Ch-N7 -2.60 106.55 110.67
44 VlJ 501 | GTP N9-C8-N7 -2.59 108.59 113.40
46 WG | 502 | GDP C4-C5-N7 | -2.59 106.56 110.67
44 SF 501 | GTP N9-C8-N7 | -2.59 108.59 113.40
46 OE 501 | GDP C4-C5-N7 -2.59 106.56 110.67
44 WF 501 | GTP C8-N7-Cb5 2.59 108.87 104.26
44 UH 501 | GTP C5-C6-N1 2.59 119.83 113.25
46 XC 501 | GDP C4-C5-N7 -2.59 106.57 110.67
44 NB 501 | GTP CH-C6-N1 2.58 119.83 113.25
44 TH 501 | GTP C8-NT7-Ch 2.58 108.86 104.26
46 QC 501 | GDP C4-CH-N7 -2.58 106.58 110.67
46 Z1 501 | GDP C4-C5-N7 -2.58 106.58 110.67
44 TH 501 | GTP C5-C6-N1 2.58 119.81 113.25
46 NK 501 | GDP C4-C5-N7 -2.58 106.58 110.67
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46 QI 501 | GDP C4-C5-N7 -2.58 106.58 110.67
46 X0 501 | GDP C4-C5-N7 -2.58 106.58 110.67
46 QE 501 | GDP C4-C5-N7 -2.58 106.59 110.67
46 RC 501 | GDP C4-C5-N7 | -2.58 106.59 110.67
46 VC 501 | GDP C4-C5-N7 | -2.58 106.59 110.67
44 RP 501 | GTP C8-N7-Cbh 2.57 108.85 104.26
44 RF 501 | GTP C5-C6-N1 2.57 119.80 113.25
44 RH 501 | GTP C8-NT7-C5h 2.57 108.84 104.26
44 NN 501 | GTP C8-N7-Cb 2.57 108.84 104.26
46 TE 501 | GDP C4-Cb-N7 -2.57 106.60 110.67
44 QH 501 | GTP C8-N7-C5 2.57 108.84 104.26
44 NH 501 | GTP C5-C6-N1 2.57 119.79 113.25
44 ulJ 501 | GTP C5-C6-N1 2.57 119.79 113.25
46 PI 502 | GDP C4-C5-N7 -2.57 106.60 110.67
44 QN 501 | GTP C5-C6-N1 2.57 119.79 113.25
46 PE 501 | GDP C4-C5-N7 -2.57 106.60 110.67
44 PL 501 | GTP C8-NT7-Ch 2.56 108.83 104.26
44 WL 501 | GTP C5-C6-N1 2.56 119.78 113.25
44 VP 501 | GTP C2-N1-C6 -2.56 120.46 125.11
46 SM 501 | GDP C4-C5-N7 -2.56 106.61 110.67
44 WH 501 | GTP C5-C6-N1 2.56 119.78 113.25
44 UN 501 | GTP C8-N7-Cb 2.56 108.83 104.26
44 QF 501 | GTP N9-C8-N7 -2.56 108.65 113.40
46 YE 501 | GDP C4-C5-N7 | -2.56 106.61 110.67
44 WF 501 | GTP C5-C6-N1 2.56 119.77 113.25
44 YB 501 | GTP C8-NT7-C5h 2.56 108.82 104.26
44 OoP 501 | GTP C5-C6-N1 2.56 119.76 113.25
46 QK 501 | GDP C4-C5-N7 -2.56 106.62 110.67
46 ™ 502 | GDP C4-Ch-N7 -2.56 106.62 110.67
44 WL 501 | GTP N9-C8-N7 -2.56 108.66 113.40
46 YC 501 | GDP C4-C5-N7 | -2.56 106.62 110.67
46 RK 501 | GDP C4-C5-N7 | -2.56 106.62 110.67
44 YP 501 | GTP C5-C6-N1 2.55 119.76 113.25
44 QL 501 | GTP C5-C6-N1 2.55 119.75 113.25
44 VH 501 | GTP C8-NT7-C5h 2.55 108.81 104.26
44 TJ 501 | GTP CH-C6-N1 2.55 119.75 113.25
46 NO 501 | GDP C4-C5-N7 -2.55 106.62 110.67
46 YG 501 | GDP C4-C5-N7 | -2.55 106.62 110.67
46 ZK 501 | GDP C4-C5-N7 -2.55 106.63 110.67
44 RL 501 | GTP C8-NT7-C5h 2.55 108.81 104.26
46 UM 501 | GDP C4-C5-N7 -2.55 106.63 110.67
44 TF 501 | GTP C8-N7-Cb 2.55 108.80 104.26
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44 SP 501 | GTP C5-C6-N1 2.55 119.74 113.25
44 VI 501 | GTP CH-C6-N1 2.55 119.74 113.25
44 QH 501 | GTP CH-C6-N1 2.55 119.74 113.25
46 yAQ) 501 | GDP C4-C5-N7 | -2.55 106.63 110.67
44 PJ 501 | GTP C8-NT7-Ch 2.55 108.80 104.26
44 PN 501 | GTP C5-C6-N1 2.54 119.73 113.25
44 PP 501 | GTP C5-C6-N1 2.54 119.73 113.25
44 RD 501 | GTP C5-C6-N1 2.54 119.73 113.25
44 7J 501 | GTP C5-C6-N1 2.54 119.73 113.25
46 PQ 501 | GDP C4-Cb-N7 -2.54 106.64 110.67
44 RD 501 | GTP C8-NT7-Ch 2.54 108.79 104.26
44 VH 501 | GTP C5-C6-N1 2.54 119.72 113.25
46 VK 501 | GDP C4-ChH-NT7 -2.54 106.64 110.67
44 WD 501 | GTP C8-N7-Cb 2.54 108.79 104.26
44 TL 501 | GTP C5-C6-N1 2.54 119.72 113.25
44 QF 501 | GTP C5-C6-N1 2.54 119.72 113.25
44 RH 501 | GTP C5-C6-N1 2.54 119.72 113.25
44 SP 501 | GTP C8-NT7-Ch 2.54 108.79 104.26
44 SD 501 | GTP C8-N7-Cb 2.54 108.79 104.26
44 UN 501 | GTP C5-C6-N1 2.54 119.72 113.25
44 XF 501 | GTP C5-C6-N1 2.54 119.72 113.25
44 ZH 501 | GTP C8-N7-Cb 2.54 108.78 104.26
44 SH 501 | GTP CH-C6-N1 2.54 119.72 113.25
44 YF 501 | GTP C5-C6-N1 2.54 119.72 113.25
44 NF 501 | GTP C8-NT7-Ch 2.54 108.78 104.26
46 SC 502 | GDP C4-C5-N7 -2.54 106.65 110.67
46 UK 501 | GDP C4-C5-N7 -2.54 106.65 110.67
44 TN 501 | GTP C5-C6-N1 2.54 119.71 113.25
46 XG 501 | GDP C4-Ch-N7 -2.54 106.65 110.67
44 ON 501 | GTP CH-C6-N1 2.54 119.71 113.25
44 OF 501 | GTP C8-NT7-Ch 2.54 108.78 104.26
44 OL 501 | GTP C8-NT7-Ch 2.54 108.78 104.26
44 SJ 501 | GTP 06-C6-C5 -2.54 119.84 126.53
42 1B 2601 | ADP C5-C4-N9 2.54 108.58 105.81
44 UB 501 | GTP C8-N7-Cb 2.54 108.78 104.26
44 WB 501 | GTP CH-C6-N1 2.54 119.71 113.25
44 ZH 501 | GTP CH-C6-N1 2.54 119.71 113.25
44 NL 501 | GTP C8-NT7-Ch 2.53 108.78 104.26
44 YJ 501 | GTP C8-NT7-C5h 2.53 108.78 104.26
44 QN 501 | GTP C8-N7-Cb 2.53 108.78 104.26
44 XF 501 | GTP C8-N7-Cb 2.53 108.78 104.26
44 RP 501 | GTP C5-C6-N1 2.53 119.70 113.25
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44 SL 501 | GTP C5-C6-N1 2.53 119.70 113.25
44 VL 501 | GTP C8-N7-Cb 2.53 108.77 104.26
44 UB 501 | GTP CH-C6-N1 2.53 119.70 113.25
44 TB 501 | GTP C8-NT7-Ch 2.53 108.77 104.26
46 XM 502 | GDP C4-C5-N7 | -2.53 106.66 110.67
44 TP 501 | GTP C5-C6-N1 2.53 119.70 113.25
44 PD 501 | GTP C8-N7-Cb5 2.53 108.77 104.26
44 0J 501 | GTP C8-N7-Cb 2.53 108.77 104.26
46 TG 502 | GDP C4-Ch-N7 -2.53 106.66 110.67
44 OF 501 | GTP CH-C6-N1 2.53 119.69 113.25
44 UL 501 | GTP C8-NT7-Ch 2.53 108.77 104.26
44 WJ 501 | GTP C5-C6-N1 2.53 119.69 113.25
44 NF 501 | GTP C5-C6-N1 2.53 119.69 113.25
44 QJ 501 | GTP C8-N7-Cb 2.53 108.76 104.26
44 WH 501 | GTP C8-N7-Cb 2.53 108.76 104.26
46 WI 501 | GDP C4-C5-N7 -2.53 106.67 110.67
44 SF 501 | GTP C5-C6-N1 2.53 119.68 113.25
44 RL 501 | GTP 06-C6-C5 | -2.53 119.86 126.53
44 QJ 501 | GTP C5-C6-N1 2.53 119.68 113.25
44 VD 501 | GTP C5-C6-N1 2.53 119.68 113.25
44 opP 501 | GTP 06-C6-CH -2.53 119.87 126.53
46 VE 501 | GDP C4-C5-N7 -2.52 106.67 110.67
44 XL 501 | GTP CH-C6-N1 2.52 119.68 113.25
44 XD 501 | GTP C8-NT7-Ch 2.52 108.76 104.26
46 7ZG 501 | GDP C4-C5-N7 | -2.52 106.67 110.67
44 QP 501 | GTP C8-N7-CbH 2.52 108.76 104.26
44 SJ 501 | GTP C8-N7-Cb5 2.52 108.76 104.26
44 NJ 501 | GTP C5-C6-N1 2.52 119.68 113.25
44 0J 501 | GTP C5-C6-N1 2.52 119.68 113.25
44 PF 501 | GTP CH-C6-N1 2.52 119.68 113.25
44 QD 501 | GTP C5-C6-N1 2.52 119.68 113.25
44 OD 501 | GTP C8-NT7-Ch 2.52 108.75 104.26
44 ZN 501 | GTP C8-N7-Cbh 2.52 108.75 104.26
46 SE 501 | GDP C4-C5-N7 -2.52 106.67 110.67
44 TJ 501 | GTP C8-N7-Cb 2.52 108.75 104.26
44 WD 501 | GTP CH-C6-N1 2.52 119.67 113.25
44 PL 501 | GTP CH-C6-N1 2.52 119.67 113.25
44 ND 501 | GTP C8-NT7-Ch 2.52 108.75 104.26
44 SL 501 | GTP C8-NT7-C5h 2.52 108.75 104.26
44 PD 501 | GTP C5-C6-N1 2.52 119.66 113.25
44 VN 501 | GTP C5-C6-N1 2.52 119.66 113.25
44 WN 501 | GTP C5-C6-N1 2.52 119.66 113.25
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44 UH 501 | GTP C8-NT7-C5h 2.52 108.74 104.26
46 0oC 501 | GDP C4-C5-N7 -2.52 106.68 110.67
44 ND 501 | GTP CH-C6-N1 2.52 119.66 113.25
46 QQ 501 | GDP C4-C5-N7 | -2.52 106.68 110.67
44 YH 501 | GTP C8-NT7-Ch 2.52 108.74 104.26
44 YN 501 | GTP C8-NT7-C5h 2.51 108.74 104.26
44 PN 501 | GTP C8-NT7-C5h 2.51 108.74 104.26
44 WJ 501 | GTP C8-NT7-C5h 2.51 108.74 104.26
44 XB 501 | GTP C5-C6-N1 2.51 119.65 113.25
44 YN 501 | GTP CH-C6-N1 2.51 119.65 113.25
44 YP 501 | GTP C8-N7-C5 2.51 108.74 104.26
44 OL 501 | GTP C5-C6-N1 2.51 119.65 113.25
44 TD 501 | GTP C5-C6-N1 2.51 119.65 113.25
44 XH 501 | GTP C5-C6-N1 2.51 119.65 113.25
46 NM 501 | GDP C4-C5-N7 -2.51 106.69 110.67
44 NJ 501 | GTP C8-N7-Cb 2.51 108.73 104.26
44 PP 501 | GTP C8-N7-Cb 2.51 108.73 104.26
44 RN 501 | GTP C8-NT7-Ch 2.51 108.73 104.26
46 WA 501 | GDP C4-C5-N7 -2.51 106.69 110.67
44 VL 501 | GTP C5-C6-N1 2.51 119.64 113.25
44 YJ 501 | GTP C5-C6-N1 2.51 119.64 113.25
44 RJ 501 | GTP C8-N7-Cb 2.51 108.73 104.26
44 TN 501 | GTP C8-N7-Cb 2.51 108.73 104.26
44 XJ 501 | GTP C5-C6-N1 2.51 119.64 113.25
44 ZL 501 | GTP C5-C6-N1 2.51 119.64 113.25
44 SB 501 | GTP C8-N7-CbH 2.51 108.73 104.26
44 YB 501 | GTP C5-C6-N1 2.51 119.64 113.25
44 TD 501 | GTP C8-NT7-C5h 2.51 108.72 104.26
44 NL 501 | GTP C5-C6-N1 2.50 119.63 113.25
44 SD 501 | GTP CH-C6-N1 2.50 119.63 113.25
44 TP 501 | GTP C8-N7-C5 2.50 108.72 104.26
44 UL 501 | GTP C5-C6-N1 2.50 119.62 113.25
44 YH 501 | GTP C5-C6-N1 2.50 119.62 113.25
44 SB 501 | GTP C5-C6-N1 2.50 119.62 113.25
44 YF 501 | GTP C8-N7-Cb 2.50 108.72 104.26
44 VN 501 | GTP C8-NT7-C5h 2.50 108.72 104.26
44 B 501 | GTP CH-C6-N1 2.50 119.61 113.25
46 SK 501 | GDP C4-C5-N7 | -2.50 106.71 110.67
44 XD 501 | GTP C5-C6-N1 2.50 119.61 113.25
44 UD 501 | GTP C8-NT7-C5h 2.50 108.71 104.26
44 ON 501 | GTP C8-NT7-C5h 2.50 108.71 104.26
44 7J 501 | GTP C8-NT7-Ch 2.50 108.71 104.26
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44 RN 501 | GTP C5-C6-N1 2.50 119.61 113.25
44 RJ 501 | GTP CH-C6-N1 2.50 119.61 113.25
44 WB 501 | GTP C8-N7-Cb 2.50 108.70 104.26
44 VI 501 | GTP 06-C6-C5 | -2.49 119.95 126.53
44 ZF 501 | GTP C8-NT7-Ch 2.49 108.70 104.26
44 TF 501 | GTP C5-C6-N1 2.49 119.60 113.25
46 oG 501 | GDP C4-C5-N7 -2.49 106.72 110.67
46 VO 501 | GDP C4-C5-N7 -2.49 106.72 110.67
44 QD 501 | GTP C8-N7-Cb 2.49 108.70 104.26
44 QL 501 | GTP C8-N7-Cb 2.49 108.70 104.26
44 PJ 501 | GTP 06-C6-C5 | -2.49 119.96 126.53
44 ZN 501 | GTP C5-C6-N1 2.49 119.59 113.25
44 oP 501 | GTP C8-N7-Cbh 2.49 108.69 104.26
44 7B 501 | GTP C8-N7-Cb 2.49 108.69 104.26
46 Ol 501 | GDP C4-C5-N7 -2.49 106.73 110.67
44 XN 501 | GTP C8-N7-Cb 2.49 108.69 104.26
44 VD 501 | GTP 06-C6-C5 | -2.49 119.97 126.53
44 XN 501 | GTP C5-C6-N1 2.49 119.58 113.25
44 7L 501 | GTP C8-N7-Cb 2.49 108.69 104.26
44 PH 501 | GTP C8-N7-Cb 2.48 108.69 104.26
44 WL 501 | GTP C8-N7-Cb 2.48 108.69 104.26
44 QP 501 | GTP C5-C6-N1 2.48 119.58 113.25
44 YL 501 | GTP CH-C6-N1 2.48 119.58 113.25
46 UO 501 | GDP C4-C5-N7 | -2.48 106.73 110.67
44 XB 501 | GTP C8-NT7-Ch 2.48 108.68 104.26
44 UP 501 | GTP C8-N7-CbH 2.48 108.68 104.26
44 YD 501 | GTP C5-C6-N1 2.48 119.56 113.25
44 UF 501 | GTP C8-N7-Cb 2.48 108.67 104.26
44 UP 501 | GTP C5-C6-N1 2.48 119.56 113.25
46 UG 501 | GDP C4-Cb-N7 -2.48 106.74 110.67
44 SN 501 | GTP C5-C6-N1 2.48 119.56 113.25
44 VF 501 | GTP C5-C6-N1 2.48 119.56 113.25
44 XF 501 | GTP | O3G-PG-O3B | 2.48 112.94 104.64
44 YP 501 | GTP 06-C6-CH -2.47 120.00 126.53
44 VB 501 | GTP C8-N7-Cb 247 108.67 104.26
44 PN 501 | GTP 06-C6-CH -2.47 120.00 126.53
44 OD 501 | GTP CH-C6-N1 2.47 119.55 113.25
44 VF 501 | GTP C8-NT7-Ch 2.47 108.67 104.26
44 NB 501 | GTP C8-NT7-C5h 2.47 108.66 104.26
44 TH 501 | GTP 06-C6-C5 -2.47 120.01 126.53
44 TJ 501 | GTP 06-C6-CH -2.47 120.01 126.53
44 ZL 501 | GTP 06-C6-CH -2.47 120.01 126.53
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44 PF 501 | GTP C8-N7-Cb 2.47 108.66 104.26
44 XH 501 | GTP C8-N7-Cb 247 108.66 104.26
44 XJ 501 | GTP C8-N7-Cb 247 108.66 104.26
44 YD 501 | GTP C8-N7-C5 247 108.66 104.26
44 VD 501 | GTP C8-NT7-Ch 2.47 108.66 104.26
44 XL 501 | GTP C8-N7-Cbh 2.47 108.66 104.26
44 SF 501 | GTP C8-N7-Cb5 2.47 108.66 104.26
46 0Q 501 | GDP C4-C5-N7 -2.47 106.76 110.67
44 RD 501 | GTP 06-C6-C5H -2.47 120.02 126.53
44 WN 501 | GTP C8-N7-Cb 247 108.65 104.26
44 UH 501 | GTP 06-C6-C5 | -2.46 120.03 126.53
44 XL 501 | GTP 06-C6-Ch -2.46 120.03 126.53
44 ZD 501 | GTP C8-N7-Cbh 2.46 108.65 104.26
44 VH 501 | GTP 06-C6-Ch -2.46 120.04 126.53
44 TL 501 | GTP C8-NT7-C5h 2.46 108.64 104.26
44 7P 501 | GTP C8-NT7-Ch 2.46 108.64 104.26
46 PO 501 | GDP C4-C5-N7 | -2.46 106.77 110.67
44 WH | 501 | GTP 06-C6-C5 | -2.46 120.05 126.53
44 QN 501 | GTP 06-C6-C5 -2.46 120.05 126.53
44 TP 501 | GTP 06-C6-CH -2.46 120.05 126.53
44 PH 501 | GTP 06-C6-CH -2.45 120.06 126.53
44 QL 501 | GTP 06-C6-CH -2.45 120.06 126.53
44 PH 501 | GTP CH-C6-N1 2.45 119.50 113.25
44 SN 501 | GTP C8-NT7-Ch 2.45 108.63 104.26
44 VP 501 | GTP C8-NT7-Ch 2.45 108.63 104.26
44 WB 501 | GTP 06-C6-C5 -2.45 120.06 126.53
44 YB 501 | GTP 06-C6-CH -2.45 120.07 126.53
44 PD 501 | GTP 06-C6-CH -2.45 120.07 126.53
46 SO 502 | GDP C4-Ch-N7 -2.45 106.79 110.67
46 XK 501 | GDP C4-Cb-N7 -2.44 106.80 110.67
46 YM 501 | GDP C4-C5-N7 | -2.44 106.80 110.67
44 VB 501 | GTP C5-C6-N1 2.44 119.47 113.25
44 XF 501 | GTP 06-C6-C5 -2.44 120.09 126.53
44 YF 501 | GTP 06-C6-CH -2.44 120.09 126.53
44 QF 501 | GTP C8-NT7-C5h 2.44 108.61 104.26
44 NJ 501 | GTP 06-C6-CH -2.44 120.09 126.53
44 ZF 501 | GTP C5-C6-N1 2.44 119.47 113.25
44 UB 501 | GTP 06-C6-C5 | -2.44 120.09 126.53
44 ZD 501 | GTP C5-C6-N1 2.44 119.46 113.25
44 RJ 501 | GTP 06-C6-Ch -2.44 120.10 126.53
44 TD 501 | GTP 06-C6-CH -2.44 120.10 126.53
44 SP 501 | GTP 06-C6-CH -2.44 120.10 126.53
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44 XB 501 | GTP 06-C6-CH -2.44 120.10 126.53
44 0J 501 | GTP 06-C6-CH -2.44 120.10 126.53
44 7J 501 | GTP 06-C6-C5H -2.44 120.10 126.53
44 RH 501 | GTP 06-C6-Ch -2.44 120.10 126.53
44 WJ 501 | GTP 06-C6-Ch -2.44 120.10 126.53
44 7B 501 | GTP C5-C6-N1 2.44 119.45 113.25
42 1C 2601 | ADP N3-C4-N9 2.43 131.31 127.17
44 ON 501 | GTP 06-C6-CH -2.43 120.11 126.53
44 SL 501 | GTP 06-C6-C5H -2.43 120.11 126.53
44 XH 501 | GTP 06-C6-CH -2.43 120.11 126.53
44 OH 501 | GTP C5-C6-N1 2.43 119.45 113.25
44 B 501 | GTP 06-C6-C5 -2.43 120.11 126.53
44 QF 501 | GTP 06-C6-Ch -2.43 120.11 126.53
44 TN 501 | GTP 06-C6-Ch -2.43 120.12 126.53
44 XD 501 | GTP 06-C6-CH -2.43 120.12 126.53
44 OH 501 | GTP 06-C6-C5H -2.43 120.12 126.53
44 QJ 501 | GTP 06-C6-Ch -2.43 120.12 126.53
44 WN 501 | GTP 06-C6-Ch -2.43 120.12 126.53
44 VP 501 | GTP C5-C6-N1 2.43 119.43 113.25
44 NB 501 | GTP 06-C6-CH -2.43 120.13 126.53
44 TL 501 | GTP 06-C6-CH -2.43 120.13 126.53
46 VG 501 | GDP C4-C5-N7 -2.43 106.83 110.67
46 PQ 501 | GDP C3-C2-C1’ 2.42 106.04 101.46
44 XJ 501 | GTP 06-C6-Ch -2.42 120.14 126.53
46 UC 501 | GDP 06-C6-C5 | -2.42 120.14 126.53
44 VL 501 | GTP 06-C6-C5H -2.42 120.15 126.53
44 SB 501 | GTP 06-C6-C5H -2.42 120.15 126.53
44 QD 501 | GTP 06-C6-CH -2.42 120.15 126.53
44 YH 501 | GTP 06-C6-C5H -2.42 120.15 126.53
44 PL 501 | GTP 06-C6-C5H -2.42 120.16 126.53
44 XN 501 | GTP 06-C6-Ch -2.42 120.16 126.53
44 WF | 501 | GTP 06-C6-C5 | -2.41 120.16 126.53
46 VI 501 | GDP C4-ChH-NT7 -2.41 106.84 110.67
44 \A 501 | GTP C8-NT7-C5h 2.41 108.56 104.26
44 NH 501 | GTP 06-C6-C5H -2.41 120.16 126.53
44 YD 501 | GTP 06-C6-C5H -2.41 120.16 126.53
46 QM 501 | GDP C4-C5-N7 -241 106.85 110.67
44 ZP 501 | GTP C5-C6-N1 241 119.39 113.25
44 YN 501 | GTP 06-C6-Ch -2.41 120.17 126.53
46 QE 501 | GDP C3-C2-C1’ 2.41 106.02 101.46
44 UF 501 | GTP 06-C6-CH -2.41 120.17 126.53
44 SF 501 | GTP 06-C6-CH -2.41 120.18 126.53
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44 ulJ 501 | GTP 06-C6-CH -2.41 120.18 126.53
44 PF 501 | GTP 06-C6-CH -2.41 120.18 126.53
44 VP 501 | GTP 06-C6-CH -2.40 120.19 126.53
44 UL 501 | GTP 06-C6-Ch -2.40 120.19 126.53
44 ND 501 | GTP 06-C6-Ch -2.40 120.19 126.53
44 NF 501 | GTP 06-C6-C5 -2.40 120.19 126.53
44 VN 501 | GTP 06-C6-CH -2.40 120.20 126.53
44 QH 501 | GTP 06-C6-CH -2.40 120.20 126.53
44 NL 501 | GTP 06-C6-CH -2.40 120.20 126.53
44 Zp 501 | GTP 06-C6-CH -2.40 120.20 126.53
43 C3 2001 | ANP C5-C4-N9 -2.40 103.20 105.81
44 YJ 501 | GTP 06-C6-Ch -2.40 120.20 126.53
44 TF 501 | GTP 06-C6-C5 -2.40 120.20 126.53
44 YL 501 | GTP 06-C6-CH -2.40 120.20 126.53
44 UN 501 | GTP 06-C6-CH -2.40 120.21 126.53
44 RF 501 | GTP 06-C6-C5H -2.40 120.21 126.53
44 WD 501 | GTP 06-C6-Ch -2.40 120.21 126.53
44 SD 501 | GTP 06-C6-Ch -2.39 120.21 126.53
44 VB 501 | GTP 06-C6-C5h -2.39 120.21 126.53
46 QG 501 | GDP C3-C2’-C1’ 2.39 105.99 101.46
44 SN 501 | GTP 06-C6-C5H -2.39 120.22 126.53
44 VF 501 | GTP 06-C6-C5H -2.39 120.22 126.53
44 QP 501 | GTP 06-C6-CH -2.39 120.23 126.53
42 1D 2601 | ADP N6-C6-N1 -2.39 113.06 118.38
44 ZD 501 | GTP 06-C6-Ch -2.39 120.24 126.53
44 OH 501 | GTP C8-NT7-C5h 2.38 108.51 104.26
44 OL 501 | GTP 06-C6-C5H -2.38 120.24 126.53
44 7B 501 | GTP 06-C6-CH -2.38 120.24 126.53
46 7C 501 | GDP C4-Ch-N7 -2.38 106.89 110.67
46 OM 501 | GDP C4-Cb-N7 -2.38 106.90 110.67
44 OD 501 | GTP 06-C6-C5 | -2.38 120.25 126.53
44 SH 501 | GTP 06-C6-C5 | -2.38 120.25 126.53
44 OF 501 | GTP 06-C6-C5 -2.38 120.25 126.53
44 ZN 501 | GTP 06-C6-CH -2.37 120.26 126.53
46 OK 501 | GDP C4-C5-N7 -2.37 106.91 110.67
44 PP 501 | GTP 06-C6-CH -2.37 120.27 126.53
44 WL 501 | GTP 06-C6-CH -2.37 120.28 126.53
46 NE 501 | GDP C2’-C3-C4’ 2.37 107.18 102.61
44 RP 501 | GTP 06-C6-Ch -2.36 120.29 126.53
46 NO 501 | GDP C3-C2-C1’ 2.36 105.92 101.46
44 UD 501 | GTP 06-C6-CH -2.36 120.31 126.53
44 UP 501 | GTP 06-C6-CH -2.36 120.31 126.53
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44 NB 501 | GTP C3-C2-C1’ 2.36 105.92 101.46
42 1A 2601 | ADP N3-C4-N9 2.36 131.17 127.17
44 ZF 501 | GTP 06-C6-CH -2.35 120.33 126.53
46 0]0) 501 | GDP 06-C6-C5 | -2.35 120.33 126.53
44 YH 501 | GTP | O2A-PA-O3A | 2.35 113.62 107.27
46 PC 501 | GDP C4-C5-N7 -2.35 106.95 110.67
46 VI 501 | GDP 06-C6-CH -2.34 120.36 126.53
46 SI 501 | GDP C4-C5-N7 -2.34 106.96 110.67
46 NE 501 | GDP C4-Ch-N7 -2.33 106.98 110.67
46 0Q 501 | GDP C3-C2-C1’ 2.33 105.87 101.46
46 PO 501 | GDP | C3-C2-C1” | 2.33 105.86 101.46
44 NN 501 | GTP 06-C6-Ch -2.33 120.39 126.53
46 VC 501 | GDP C3-C2’-C1’ 2.32 105.86 101.46
46 00 501 | GDP C4-C5-N7 -2.32 106.99 110.67
46 YC 501 | GDP C3-C2-C1’ 2.32 105.85 101.46
46 0oC 501 | GDP C3-C2-C1’ 2.32 105.84 101.46
44 ZH 501 | GTP 06-C6-Ch -2.31 120.44 126.53
44 XD 501 | GTP | O2A-PA-O3A | 2.30 113.49 107.27
44 OL 501 | GTP | O3G-PG-03B | 2.30 112.34 104.64
46 VG 501 | GDP 06-C6-CH -2.29 120.48 126.53
44 RH 501 | GTP | O2A-PA-O3A | 2.29 113.47 107.27
44 RN 501 | GTP 06-C6-CH -2.29 120.49 126.53
46 SM 501 | GDP C3-C2-C1’ 2.28 105.78 101.46
43 C3 2001 | ANP C4-Cb-N7 2.28 113.19 110.58
46 PG 501 | GDP C3-C2-C1’ 2.28 105.77 101.46
44 0J 501 | GTP C3-C2-C1’ 2.27 105.75 101.46
46 SO 502 | GDP 06-C6-CH -2.27 120.55 126.53
46 M 501 | GDP C3-C2-C1’ 2.26 105.75 101.46
46 72C 501 | GDP C2-C1’-N9 | -2.26 106.97 113.25
42 1B 2601 | ADP CH-C6-N6 2.26 128.87 123.29
44 TH 501 | GTP | O2B-PB-O3A | 2.25 113.35 107.27
44 QN 501 | GTP C3-C2’-C1’ 2.24 105.70 101.46
46 OM 501 | GDP 06-C6-C5H -2.24 120.62 126.53
46 TC 501 | GDP C3-C2-C1’ 2.24 105.69 101.46
44 SP 501 | GTP C3-C2-C1’ 2.23 105.68 101.46
46 oG 501 | GDP 06-C6-CH -2.23 120.64 126.53
46 YO 501 | GDP 06-C6-CH -2.22 120.67 126.53
46 SK 501 | GDP C3-C2-C1’ 2.21 105.65 101.46
44 QL 501 | GTP C3-C2’-C1’ 2.21 105.64 101.46
44 QD 501 | GTP | O2A-PA-O3A | 2.21 113.24 107.27
44 PJ 501 | GTP C3-C2-C1’ 2.21 105.64 101.46
46 NG 502 | GDP C3-C2-C1’ 2.21 105.64 101.46
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43 1C 2602 | ANP | O1B-PB-N3B | -2.20 108.53 111.77
44 RP 501 | GTP | O2A-PA-O3A | 2.20 113.22 107.27
46 ucC 501 | GDP C4-C5-N7 -2.20 107.18 110.67
44 QD 501 | GTP | O2B-PB-O3A | 2.20 113.22 107.27
46 QQ 501 | GDP 06-C6-Ch -2.20 120.72 126.53
44 QD 501 | GTP C3-C2-C1’ 2.20 105.62 101.46
46 NE 501 | GDP 06-C6-CH -2.20 120.73 126.53
44 UN 501 | GTP | O3G-PG-0O3B | 2.20 112.00 104.64
46 OK 501 | GDP 06-C6-CH -2.19 120.75 126.53
44 PD 501 | GTP C3-C2-C1’ 2.19 105.60 101.46
43 C2 2001 | ANP C4-N9-C1’ 2.18 131.74 126.63
44 TP 501 | GTP | O2A-PA-O3A | 2.18 113.17 107.27
46 PI 502 | GDP C3-C2’-C1’ 2.18 105.59 101.46
43 1C 2602 | ANP | O1G-PG-N3B | -2.18 108.56 111.77
46 ™ 502 | GDP C3-C2’-C1’ 2.18 105.59 101.46
46 WO 501 | GDP C3-C2-C1’ 2.18 105.58 101.46
46 RC 501 | GDP C3-C2-C1’ 2.18 105.58 101.46
46 0Q 501 | GDP 06-C6-Ch -2.18 120.78 126.53
42 1D 2601 | ADP N3-C4-N9 2.17 130.87 127.17
46 WA 501 | GDP 06-C6-CH -2.17 120.80 126.53
44 PF 501 | GTP C3-C2-C1’ 2.17 105.57 101.46
44 PF 501 | GTP C2-C1’-N9 | -2.17 107.21 113.25
46 SE 501 | GDP C3-C2-C1’ 2.17 105.57 101.46
44 TF 501 | GTP C3-C2-C1’ 2.17 105.56 101.46
44 PJ 501 | GTP | O3G-PG-O3B | 2.16 111.89 104.64
46 UG 501 | GDP 06-C6-C5 -2.16 120.82 126.53
44 YP 501 | GTP C3-C2-C1’ 2.16 105.55 101.46
46 Uuo 501 | GDP 06-C6-CH -2.16 120.83 126.53
46 QM 501 | GDP 06-C6-CH -2.16 120.83 126.53
46 SI 501 | GDP C2-C3-C4’ 2.16 106.78 102.61
46 72G 501 | GDP 06-C6-Ch -2.16 120.83 126.53
46 OM 501 | GDP | C3-C2-C1" | 2.16 105.54 101.46
44 QN 501 | GTP | O2A-PA-O3A | 2.16 113.10 107.27
44 RF 501 | GTP | O3G-PG-0O3B | 2.16 111.86 104.64
46 WC 501 | GDP C8-N7-Cb 2.15 108.09 104.26
46 SE 501 | GDP 06-C6-CH -2.15 120.86 126.53
44 TL 501 | GTP C3-C2-C1’ 2.15 105.53 101.46
46 VO 501 | GDP 06-C6-Ch -2.15 120.87 126.53
44 TD 501 | GTP C3-C2’-C1’ 2.15 105.52 101.46
46 WI 501 | GDP 06-C6-C5 -2.14 120.87 126.53
44 ZH 501 | GTP C3-C2-C1’ 2.14 105.52 101.46
44 VL 501 | GTP C3-C2-C1’ 2.14 105.52 101.46
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46 RG 501 | GDP 06-C6-CH -2.14 120.88 126.53
46 PO 501 | GDP 06-C6-CH -2.14 120.88 126.53
46 XI 501 | GDP 06-C6-CH -2.14 120.88 126.53
42 1B 2601 | ADP N3-C4-N9 2.14 130.81 127.17
46 VK 501 | GDP 06-C6-Ch -2.14 120.89 126.53
46 QC 501 | GDP 06-C6-C5 -2.14 120.89 126.53
46 TG 502 | GDP 06-C6-CH -2.14 120.89 126.53
44 SF 501 | GTP C3-C2-C1’ 2.13 105.50 101.46
44 WL 501 | GTP C3-C2-C1’ 2.13 105.50 101.46
46 PC 501 | GDP C3-C2-C1’ 2.13 105.49 101.46
44 RH 501 | GTP | O2B-PB-O3A | 2.13 113.03 107.27
46 PE 501 | GDP 06-C6-Ch -2.13 120.91 126.53
46 PQ 501 | GDP 06-C6-C5 -2.13 120.92 126.53
44 QF 501 | GTP C3-C2-C1’ 2.13 105.49 101.46
44 UP 501 | GTP C3-C2-C1’ 2.13 105.49 101.46
46 NM 501 | GDP 06-C6-C5H -2.13 120.92 126.53
46 QI 501 | GDP 06-C6-C5 | -2.12 120.93 126.53
46 pPC 501 | GDP 06-C6-C5 | -2.12 120.93 126.53
42 1D 2601 | ADP C5-C4-N9 2.12 108.12 105.81
46 SK 501 | GDP 06-C6-CH -2.12 120.93 126.53
46 ™ 502 | GDP 06-C6-C5H -2.12 120.94 126.53
46 OE 501 | GDP 06-C6-C5H -2.12 120.94 126.53
44 ND 501 | GTP C3-C2-C1’ 2.12 105.47 101.46
44 UN 501 | GTP C3-C2-C1’ 2.12 105.47 101.46
46 YE 501 | GDP 06-C6-C5 | -2.12 120.95 126.53
46 RK 501 | GDP 06-C6-C5 -2.11 120.95 126.53
46 X0 501 | GDP 06-C6-CH -2.11 120.95 126.53
44 YB 501 | GTP C3-C2-C1’ 2.11 105.46 101.46
46 UM 501 | GDP 06-C6-CH -2.11 120.95 126.53
46 TC 501 | GDP 06-C6-CH -2.11 120.96 126.53
46 VC 501 | GDP 06-C6-C5 | -2.11 120.96 126.53
46 WM | 501 | GDP 06-C6-C5 | -2.11 120.96 126.53
46 Ol 501 | GDP 06-C6-C5 -2.11 120.96 126.53
46 XC 501 | GDP 06-C6-CH -2.11 120.96 126.53
46 RI 502 | GDP 06-C6-CH -2.11 120.97 126.53
46 YK 501 | GDP 06-C6-CH -2.11 120.97 126.53
46 VG 501 | GDP C3-C2-C1’ 2.11 105.45 101.46
46 ZC 501 | GDP 06-C6-C5 | -2.11 120.97 126.53
46 YM 501 | GDP 06-C6-Ch -2.11 120.97 126.53
46 XK 501 | GDP 06-C6-C5 -2.11 120.97 126.53
46 XM 502 | GDP 06-C6-CH -2.11 120.97 126.53
44 UL 501 | GTP | O3G-PG-0O3B | 2.11 111.70 104.64
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44 XH 501 | GTP C3-C2-C1’ 2.11 105.45 101.46
44 WJ 501 | GTP | O2A-PA-O3A | 2.11 112.97 107.27
44 VI 501 | GTP | O3G-PG-0O3B | 2.11 111.69 104.64
44 UF 501 | GTP C3-C2-C1’ 2.11 105.44 101.46
44 UH 501 | GTP | C3-C2-Cl’" | 2.11 105.44 101.46
46 XA 501 | GDP 06-C6-C5 -2.10 120.98 126.53
44 SB 501 | GTP C3-C2-C1’ 2.10 105.44 101.46
46 ZE 501 | GDP 06-C6-CH -2.10 120.98 126.53
44 YF 501 | GTP C3-C2-C1’ 2.10 105.44 101.46
46 XG 501 | GDP 06-C6-CH -2.10 120.98 126.53
46 Z0 501 | GDP C3-C2-C1’ 2.10 105.44 101.46
46 TI 501 | GDP 06-C6-Ch -2.10 120.98 126.53
46 ZK 501 | GDP 06-C6-C5 -2.10 120.98 126.53
46 70 501 | GDP 06-C6-CH -2.10 120.99 126.53
46 SI 501 | GDP 06-C6-CH -2.10 121.00 126.53
46 SC 502 | GDP 06-C6-CH -2.10 121.00 126.53
46 NG 502 | GDP 06-C6-C5 | -2.09 121.00 126.53
46 SM 501 | GDP 06-C6-C5 | -2.09 121.01 126.53
44 NL 501 | GTP C3-C2-C1’ 2.09 105.42 101.46
46 RC 501 | GDP 06-C6-CH -2.09 121.01 126.53
44 WN 501 | GTP C3-C2-C1’ 2.09 105.42 101.46
44 YP 501 | GTP | O2A-PA-O3A | 2.09 112.92 107.27
46 TE 501 | GDP 06-C6-C5H -2.09 121.02 126.53
46 Z1 501 | GDP 06-C6-Ch -2.09 121.02 126.53
46 SG 502 | GDP 06-C6-C5 | -2.09 121.02 126.53
46 UK 501 | GDP 06-C6-C5 -2.09 121.02 126.53
44 NJ 501 | GTP C3-C2-C1’ 2.09 105.41 101.46
44 PP 501 | GTP C3-C2-C1’ 2.09 105.41 101.46
46 NO 501 | GDP 06-C6-CH -2.08 121.03 126.53
46 PG 501 | GDP 06-C6-CH -2.08 121.03 126.53
44 WD 501 | GTP C3-C2-C1’ 2.08 105.40 101.46
42 1D 2601 | ADP C5-C6-N6 2.08 128.43 123.29
44 SN 501 | GTP C3-C2’-C1’ 2.08 105.39 101.46
46 QM 501 | GDP C3-C2’-C1’ 2.08 105.39 101.46
46 ZM 501 | GDP 06-C6-CH -2.08 121.05 126.53
44 WJ 501 | GTP C3-C2-C1’ 2.07 105.39 101.46
46 VM 501 | GDP 06-C6-CH -2.07 121.06 126.53
46 PI 502 | GDP 06-C6-C5 | -2.07 121.06 126.53
46 WO 501 | GDP 06-C6-Ch -2.07 121.06 126.53
46 XC 501 | GDP C3-C2’-C1’ 2.07 105.38 101.46
44 PH 501 | GTP C3-C2’-C1’ 2.07 105.38 101.46
46 PK 501 | GDP 06-C6-CH -2.07 121.07 126.53
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46 NI 501 | GDP 06-C6-CH -2.07 121.07 126.53
46 WE 501 | GDP 06-C6-CH -2.07 121.07 126.53
44 ON 501 | GTP C3-C2-C1’ 2.07 105.38 101.46
46 QQ 501 | GDP | C3-C2-C1’ | 2.07 105.38 101.46
44 SJ 501 | GTP | C3-C2-C1" | 2.07 105.37 101.46
44 RN 501 | GTP C3-C2’-C1’ 2.07 105.37 101.46
46 oC 501 | GDP 06-C6-CH -2.07 121.08 126.53
46 WG 502 | GDP 06-C6-CH -2.07 121.08 126.53
46 QE 501 | GDP 06-C6-CH -2.06 121.09 126.53
46 TO 501 | GDP 06-C6-CH -2.06 121.09 126.53
44 YN 501 | GTP | O3G-PG-O3B | 2.06 111.55 104.64
46 YG 501 | GDP 06-C6-C5 | -2.06 121.09 126.53
44 QH 501 | GTP C3-C2’-C1’ 2.06 105.36 101.46
46 RO 501 | GDP 06-C6-CH -2.06 121.10 126.53
44 ZF 501 | GTP C3-C2’-C1’ 2.06 105.35 101.46
44 YL 501 | GTP | O3G-PG-0O3B | 2.06 111.53 104.64
44 NH 501 | GTP C3-C2-C1’ 2.06 105.35 101.46
44 ZB 501 | GTP | C3-C2-C1’ | 2.06 105.35 101.46
46 QC 501 | GDP C3-C2’-C1’ 2.06 105.35 101.46
46 ZK 501 | GDP C3-C2’-C1’ 2.06 105.35 101.46
46 RI 502 | GDP C3-C2’-C1’ 2.06 105.35 101.46
46 UG 501 | GDP C3-C2-C1’ 2.06 105.35 101.46
44 ZL 501 | GTP C3-C2-C1’ 2.05 105.35 101.46
46 XE 501 | GDP 06-C6-Ch -2.05 121.12 126.53
44 YD 501 | GTP | O3G-PG-0O3B | 2.05 111.51 104.64
46 PE 501 | GDP C3-C2-C1’ 2.05 105.34 101.46
46 NK 501 | GDP 06-C6-C5H -2.05 121.12 126.53
44 7P 501 | GTP C3-C2-C1’ 2.05 105.34 101.46
44 XD 501 | GTP | O2B-PB-O3A | 2.05 112.81 107.27
44 uJ 501 | GTP C3-C2-C1’ 2.05 105.34 101.46
46 QK 501 | GDP 06-C6-C5 | -2.05 121.13 126.53
44 SH 501 | GTP | C3-C2-C1’” | 2.05 105.33 101.46
46 QO 501 | GDP 06-C6-C5H -2.04 121.14 126.53
44 NN 501 | GTP C3-C2-C1’ 2.04 105.33 101.46
46 TK 501 | GDP 06-C6-C5H -2.04 121.14 126.53
44 YN 501 | GTP C3-C2-C1’ 2.04 105.33 101.46
46 YC 501 | GDP 06-C6-CH -2.04 121.14 126.53
44 WJ 501 | GTP | O2B-PB-O3A | 2.04 112.79 107.27
46 ucC 501 | GDP C5-C6-N1 2.04 118.45 113.25
44 XD 501 | GTP C3-C2-C1’ 2.04 105.32 101.46
46 VE 501 | GDP 06-C6-CH -2.04 121.15 126.53
46 UE 501 | GDP 06-C6-CH -2.04 121.15 126.53
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
42 1B 2601 | ADP C3-C2’-CT1’ 2.04 105.32 101.46
46 RE 501 | GDP 06-C6-Ch -2.04 121.16 126.53
46 WC 501 | GDP 06-C6-Ch -2.03 121.16 126.53
44 YH 501 | GTP C3-C2-C1’ 2.03 105.31 101.46
44 RP 501 | GTP | O2B-PB-O3A | 2.03 112.76 107.27
43 C2 2001 | ANP C1’-N9-C8 -2.03 122.59 127.09
46 OK 501 | GDP Ch-C6-N1 2.03 118.42 113.25
46 QM 501 | GDP C2’-C3-C4’ 2.03 106.53 102.61
46 TE 501 | GDP C3’-C2-CY1’ 2.03 105.30 101.46
44 7J 501 | GTP C3’-C2-CY1’ 2.03 105.30 101.46
44 OL 501 | GTP | C3-C2-C1’ | 2.03 105.30 101.46
46 Ol 501 | GDP | C3-C2-C1’ | 2.03 105.30 101.46
44 VL 501 | GTP | O3G-PG-O3B | 2.02 111.42 104.64
46 VO 501 | GDP C2’-C3-C4’ 2.02 106.52 102.61
44 QJ 501 | GTP C3’-C2-CY1’ 2.02 105.29 101.46
44 YD 501 | GTP C3’-C2-CY1’ 2.02 105.29 101.46
46 NC 501 | GDP 06-C6-ChH -2.02 121.20 126.53
46 RM 501 | GDP 06-C6-C5H -2.02 121.20 126.53
46 WK 501 | GDP 06-C6-Ch -2.02 121.20 126.53
44 TN 501 | GTP C3’-C2-CY1’ 2.02 105.28 101.46
44 SH 501 | GTP | O3G-PG-O3B | 2.01 111.39 104.64
44 OH 501 | GTP C3’-C2-C1’ 2.01 105.27 101.46
44 TP 501 | GTP C3’-C2-CY1’ 2.01 105.27 101.46
44 TB 501 | GTP C3-C2-CY1’ 2.01 105.26 101.46
44 7D 501 | GTP C3-C2-C1’ 2.01 105.26 101.46
46 Ul 501 | GDP 06-C6-Ch -2.01 121.23 126.53
46 UI 501 | GDP Ch-C6-N1 2.00 118.36 113.25
46 OG 501 | GDP Ch-C6-N1 2.00 118.36 113.25
44 7D 501 | GTP | O3G-PG-O3B | 2.00 111.36 104.64
46 QG 501 | GDP 06-C6-Ch -2.00 121.25 126.53
44 VD 501 | GTP C3-C2-C1’ 2.00 105.25 101.46
44 XL 501 | GTP C3-C2-C1’ 2.00 105.25 101.46
44 SL 501 | GTP C3’-C2-CY1’ 2.00 105.25 101.46

There are no chirality outliers.
All (633) torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
42 1D 2601 | ADP | C5-05-PA-O1A
43 1A 2602 | ANP | PB-N3B-PG-0O1G
43 1A 2602 | ANP | PG-N3B-PB-O1B
43 1A 2602 | ANP | PA-O3A-PB-O2B
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Mol | Chain | Res | Type Atoms

43 1A 2602 | ANP | C5-05-PA-O1A
43 1A 2602 | ANP | C5-05-PA-O2A
43 1A 2602 | ANP | C5-05-PA-O3A
43 1B 2602 | ANP | PB-N3B-PG-0O1G
43 1B 2602 | ANP | PG-N3B-PB-O1B
43 1B 2602 | ANP | PB-O3A-PA-O¥

43 1B 2602 | ANP | C5-05-PA-O2A
43 1B 2602 | ANP | C5-05-PA-O3A
43 1B 2602 | ANP | 04’-C4’-C5’-05’

43 1B 2602 | ANP | C3-C4’-C5-05’

43 1C 2602 | ANP | PB-N3B-PG-0O1G
43 1C 2602 | ANP | PG-N3B-PB-O1B
43 1C 2602 | ANP | PA-O3A-PB-O2B
43 1C 2602 | ANP | C5-05-PA-O3A
43 1C 2602 | ANP | 04’-C4’-C5’-05’

43 1D 2602 | ANP | PB-N3B-PG-0O1G
43 1D 2602 | ANP | PG-N3B-PB-O1B
43 1D 2602 | ANP | PG-N3B-PB-O3A
43 1D 2602 | ANP | PA-O3A-PB-O2B
43 1D 2602 | ANP | C5-05-PA-O1A
43 1D 2602 | ANP | C5-05-PA-O3A
43 1D 2602 | ANP | 04’-C4’-C5’-05’

43 Co 2001 | ANP | PB-N3B-PG-0O1G
43 C1 2001 | ANP | PB-N3B-PG-0O1G
43 C2 2001 | ANP | PB-N3B-PG-0O1G
43 C3 2001 | ANP | PB-N3B-PG-0O1G
44 NB 501 | GTP | C5-05-PA-O3A
44 NB 501 | GTP | C5-0O5-PA-O1A
44 NB 501 | GTP | C5-05-PA-O2A
44 NH 501 | GTP | C5-05-PA-O1A
44 NJ 501 | GTP | PB-O3B-PG-03G
44 NL 501 | GTP | C5-05-PA-O3A
44 NL 501 | GTP | C5-05-PA-O1A
44 OD 501 | GTP | C5-05-PA-O3A
44 OD 501 | GTP | C5-05-PA-O1A
44 OD 501 | GTP | C5-05-PA-O2A
44 OH 501 | GTP | C5-0O5-PA-O3A
44 OH 501 | GTP | C5-05-PA-O1A
44 OH 501 | GTP | C5-05-PA-O2A
44 0J 501 | GTP | C5-05-PA-O3A
44 0J 501 | GTP | C4-C5-0O5-PA

44 OL 501 | GTP | C5-05-PA-O3A
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44 OL 501 | GTP | C5-05-PA-O1A
44 ON 501 | GTP | C5-0O5-PA-O3A
44 ON 501 | GTP | C5-05-PA-O2A
44 PF 501 | GTP | C5-05-PA-O3A
44 PF 501 | GTP | C5-05-PA-O1A
44 PH 501 | GTP | C5-05-PA-O3A
44 PH 501 | GTP | C5-0O5-PA-O1A
44 PH 501 | GTP | C5-05-PA-O2A
44 PJ 501 | GTP | C5-0O5-PA-O3A
44 PJ 501 | GTP | C5-05-PA-O1A
44 PJ 501 | GTP | C5-05-PA-O2A
44 PP 501 | GTP | C5-05-PA-O3A
44 PP 501 | GTP | C5-05-PA-O1A
44 QD 501 | GTP | C5-05-PA-O3A
44 QD 501 | GTP | C5-05-PA-O1A
44 QD 501 | GTP | C5-05-PA-O2A
44 QF 501 | GTP | C5-0O5-PA-O3A
44 QF 501 | GTP | C5-05-PA-O2A
44 QL 501 | GTP | C5-05-PA-O3A
44 QL 501 | GTP | C5-05-PA-O2A
44 QN 501 | GTP | C5-05-PA-O3A
44 QN 501 | GTP | C5-05-PA-O1A
44 QN 501 | GTP | C5-05-PA-O2A
44 QP 501 | GTP | C5-05-PA-O1A
44 QP 501 | GTP | C5-05-PA-O2A
44 RH 501 | GTP | C5-05-PA-O3A
44 RH 501 | GTP | C5-05-PA-O1A
44 RH 501 | GTP | C5-05-PA-O2A
44 RJ 501 | GTP | C5-0O5-PA-O1A
44 RL 501 | GTP | C5-0O5-PA-O3A
44 RL 501 | GTP | C5-05-PA-O2A
44 RN 501 | GTP | C5-05-PA-O3A
44 RN 501 | GTP | C5-05-PA-O1A
44 RN 501 | GTP | C5-05-PA-O2A
44 RP 501 | GTP | C5-0O5-PA-O3A
44 RP 501 | GTP | C5-05-PA-O1A
44 RP 501 | GTP | C5-05-PA-O2A
44 SF 501 | GTP | C5-0O5-PA-O3A
44 SF 501 | GTP | C5-05-PA-O1A
44 SH 501 | GTP | PB-O3B-PG-03G
44 SH 501 | GTP | C5-05-PA-O3A
44 SH 501 | GTP | C5-05-PA-O1A
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44 SH 501 | GTP | C5-05-PA-O2A
44 TH 501 | GTP | C5-0O5-PA-O3A
44 TH 501 | GTP | C5-05-PA-O1A
44 TJ 501 | GTP | C5-05-PA-O3A
44 TJ 501 | GTP | C5-05-PA-O1A
44 TJ 501 | GTP | C5-05-PA-O2A
44 TP 501 | GTP | C5-05-PA-O3A
44 TP 501 | GTP | C5-0O5-PA-O1A
44 TP 501 | GTP | C5-05-PA-O2A
44 UD 501 | GTP | C5-0O5-PA-O3A
44 UD 501 | GTP | C5-05-PA-O1A
44 UD 501 | GTP | C5-05-PA-O2A
44 UH 501 | GTP | C5-05-PA-O3A
44 UH 501 | GTP | C5-0O5-PA-O1A
44 UH 501 | GTP | C5-05-PA-O2A
44 UL 501 | GTP | C5-0O5-PA-O3A
44 UL 501 | GTP | C5-05-PA-O1A
44 UN 501 | GTP | C5-05-PA-O3A
44 UN 501 | GTP | C5-0O5-PA-O1A
44 VD 501 | GTP | C5-05-PA-O3A
44 VD 501 | GTP | C5-05-PA-O2A
44 \A 501 | GTP | C5-0O5-PA-O3A
44 \A 501 | GTP | C5-0O5-PA-O1A
44 VJ 501 | GTP | C5-05-PA-O2A
44 VL 501 | GTP | C5-05-PA-O1A
44 WH 501 | GTP | C5-05-PA-O3A
44 WH 501 | GTP | C5-05-PA-O1A
44 WH 501 | GTP | C5-05-PA-O2A
44 WJ 501 | GTP | C5-0O5-PA-O3A
44 WJ 501 | GTP | C5-0O5-PA-O1A
44 WL 501 | GTP | C5-0O5-PA-O3A
44 WL 501 | GTP | C5-05-PA-O1A
44 WL 501 | GTP | C5-05-PA-O2A
44 WN 501 | GTP | C5-05-PA-O1A
44 WN 501 | GTP | C5-05-PA-O2A
44 WN 501 | GTP | O4’-C4’-C5-05’
44 XF 501 | GTP | C5-0O5-PA-O3A
44 XF 501 | GTP | C5-05-PA-O1A
44 XH 501 | GTP | C5-05-PA-O3A
44 XH 501 | GTP | C5-0O5-PA-O1A
44 XH 501 | GTP | C5-05-PA-O2A
44 XL 501 | GTP | C5-05-PA-O3A
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44 XL 501 | GTP | C5-05-PA-O1A
44 XL 501 | GTP | C5-05-PA-O2A
44 YB 501 | GTP | C5-0O5-PA-O3A
44 YB 501 | GTP | C5-05-PA-O1A
44 YB 501 | GTP | C5-05-PA-O2A
44 YF 501 | GTP | C5-0O5-PA-O1A
44 YH 501 | GTP | C5-05-PA-O3A
44 YH 501 | GTP | C5-0O5-PA-O1A
44 YH 501 | GTP | C5-05-PA-O2A
44 YJ 501 | GTP | C5-05-PA-O1A
44 YL 501 | GTP | C5-0O5-PA-O3A
44 YL 501 | GTP | C5-05-PA-O1A
44 YL 501 | GTP | C5-05-PA-O2A
44 YP 501 | GTP | C5-05-PA-O3A
44 YP 501 | GTP | C5-05-PA-O1A
44 YP 501 | GTP | C5-05-PA-O2A
44 7D 501 | GTP | C5-05-PA-O1A
44 ZH 501 | GTP | C5-05-PA-O3A
44 ZH 501 | GTP | C5-0O5-PA-O1A
44 ZH 501 | GTP | C5-05-PA-O2A
44 ZN 501 | GTP | C5-0O5-PA-O1A
46 OE 501 | GDP | 0O4’-C4’-C5’-05’
46 OM 501 | GDP | 0O4’-C4’-C5-05’
46 PQ 501 | GDP | C5-05-PA-O1A
46 QG 501 | GDP | C5-05-PA-O1A
46 RE 501 | GDP | 0O4’-C4’-C5-05’
46 UE 501 | GDP | PA-O3A-PB-O2B
46 VI 501 | GDP | C5-05-PA-O3A
46 VI 501 | GDP | C5-05-PA-O2A
46 VI 501 | GDP | 0O4’-C4’-C5-05’
46 VM 501 | GDP | C5-05-PA-O3A
46 VM 501 | GDP | C5-05-PA-O2A
46 WC 501 | GDP | C5-05-PA-O3A
46 WC 501 | GDP | C5-05-PA-O2A
46 WC 501 | GDP | 0O4’-C4’-C5-05’
46 WC 501 | GDP | (C3-C4’-C5-05’
46 YE 501 | GDP | 0O4’-C4’-C5-05’
46 ZM 501 | GDP | C5-05-PA-O1A
43 1A 2602 | ANP | C3-C4’-C5-05’
43 1C 2602 | ANP | C3-C4’-C5-05’
43 1D 2602 | ANP | C3-C4’-C5-05’
44 OD 501 | GTP | O4’-C4’-C5-05’
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44 OL 501 | GTP | 0O4’-C4’-C5-05’
44 OL 501 | GTP | C3-C4’-C5-05’
44 WF 501 | GTP | O4-C4-C5-05’
44 WN 501 | GTP | C3-C4’-C5-05’
46 OE 501 | GDP | C3-C4’-C5-05’
46 OM 501 | GDP | C3-C4’-C5-05’
46 RE 501 | GDP | C3-C4’-C5-05’
46 TK 501 | GDP | 0O4’-C4’-C5-05’
46 TK 501 | GDP | (C3-C4’-C5-05’
46 Uvo 501 | GDP | 0O4’-C4’-C5-05’
46 VI 501 | GDP | C3-C4’-C5-05’
46 WE 501 | GDP | 0O4’-C4’-C5-05’
46 WE 501 | GDP | C3-C4’-C5-05’
46 YE 501 | GDP | C3-C4’-C5-05’
46 YI 501 | GDP | 0O4’-C4’-C5-05’
46 YI 501 | GDP | (C3-C4’-C5-05’
46 YM 501 | GDP | 04’-C4-C5-05’
46 YM 501 | GDP | C3-C4’-C5-05%’
43 1B 2602 | ANP | C4-C5-05-PA
42 1A 2601 | ADP | C3-C4’-C5-05’
42 1B 2601 | ADP | 04’-C4’-C5’-05’
42 1B 2601 | ADP | C3-C4’-C5-05’
42 1C 2601 | ADP | 04’-C4’-C5-05%’
42 1C 2601 | ADP | C3-C4’-C5-05%’
43 1A 2602 | ANP | 04’-C4’-C5-05%’
43 C3 2001 | ANP | 0O4-C4’-C5-05’
44 OD 501 | GTP | C3-C4’-C5-05
44 SF 501 | GTP | 0O4’-C4’-C5-05’
44 WF 501 | GTP | C3-C4’-C5-05’
44 WL 501 | GTP | O4’-C4-C5-05’
44 WL 501 | GTP | C3-C4’-C5-05’
46 RG 501 | GDP | 0O4’-C4’-C5-05’
46 RG 501 | GDP | C3-C4’-C5-05’
46 SG 502 | GDP | 0O4’-C4’-C5-05’
46 SG 502 | GDP | (C3-C4’-C5-05’
46 Uuo 501 | GDP | (C3-C4’-C5-05’
46 XO 501 | GDP | 0O4’-C4’-C5-05’
46 XO 501 | GDP | C3-C4’-C5-05’
46 YC 501 | GDP | 0O4’-C4’-C5-05’
46 YC 501 | GDP | C3-C4’-C5-05
46 7G 501 | GDP | 0O4’-C4’-C5-05’
46 7G 501 | GDP | (C3-C4’-C5-05’
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44 QL 501 | GTP | C4-C5-05-PA

42 1A 2601 | ADP | 04’-C4’-C5’-05’

43 C3 2001 | ANP | C3-C4’-C5-05’

44 SF 501 | GTP | C3-C4’-C5-05’

46 WA 501 | GDP | C3-C4’-C5-05’

46 XG 501 | GDP | C3-C4’-C5-05’

43 C0 2001 | ANP | C4’-C5-0O5-PA

44 PP 501 | GTP | C3-C4’-C5-05’

44 QP 501 | GTP | C3-C4’-C5-05

44 RF 501 | GTP | (C3-C4-C5-05

44 SD 501 | GTP | C3-C4’-C5-05’

44 \A 501 | GTP | C3-C4’-C5-05

46 PE 501 | GDP | C3-C4’-C5-05’

46 RM 501 | GDP | C3-C4’-C5-05’

46 RO 501 | GDP | (C3-C4’-C5-05’

46 SO 502 | GDP | (C3-C4’-C5-05’

46 XC 501 | GDP | C3-C4’-C5-05’

46 XM 502 | GDP | C3-C4’-C5-05%’

46 YO 501 | GDP | C3-C4’-C5-05

42 1D 2601 | ADP | 04’-C4’-C5-0O5’

44 UL 501 | GTP | C3-C4’-C5-05’

44 XL 501 | GTP | C3-C4’-C5-05’

46 0C 501 | GDP | (C3-C4’-C5-05’

46 00 501 | GDP | C3-C4’-C5-05’

46 VO 501 | GDP | C3-C4’-C5-05’

46 WA 501 | GDP | 0O4’-C4’-C5-05’

46 XC 501 | GDP | 0O4’-C4’-C5-05’

46 XG 501 | GDP | 0O4’-C4’-C5-05’

44 RF 501 | GTP | 0O4’-C4’-C5-05’

44 WJ 501 | GTP | C3-C4’-C5-05’

46 PE 501 | GDP | 04’-C4-C5-05’

44 UD 501 | GTP | C4’-C5-05-PA

44 XL 501 | GTP | C4’-C5-0O5-PA

44 NL 501 | GTP | PB-O3B-PG-O1G
44 OD 501 | GTP | PB-O3B-PG-0O1G
42 1D 2601 | ADP | C3-C4’-C5-05’

44 ND 501 | GTP | C3-C4-C5-05’

44 QP 501 | GTP | 04-C4-C5-05’

46 YO 501 | GDP | 0O4’-C4’-C5-05’

44 ND 501 | GTP | PA-O3A-PB-O1B
44 OD 501 | GTP | PA-O3A-PB-O1B
44 QP 501 | GTP | PA-O3A-PB-O1B
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44 WN 501 | GTP | PA-O3A-PB-O1B
44 YF 501 | GTP | PA-O3A-PB-O1B
44 ZF 501 | GTP | PA-O3A-PB-O1B
43 C1 2001 | ANP | C4’-C5-05-PA
43 C2 2001 | ANP | C4’-C5-05-PA
43 C3 2001 | ANP | C4’-C5-0O5-PA
44 NB 501 | GTP | C4-C5-0O5-PA
44 SD 501 | GTP | 0O4’-C4’-C5-05’
46 RO 501 | GDP | 0O4’-C4’-C5-05’
44 ON 501 | GTP | C4’-C5-0O5-PA
44 QF 501 | GTP | C4’-C5-05-PA
44 RL 501 | GTP | C4’-C5-05-PA
44 SH 501 | GTP | C4-C5-0O5-PA
44 VD 501 | GTP | C4-C5-0O5-PA
44 ZH 501 | GTP | C4-C5-05-PA
46 RM 501 | GDP | 0O4’-C4’-C5-05’
44 QD 501 | GTP | C4’-C5-05-PA
44 RN 501 | GTP | C4’-C5-05-PA
44 XH 501 | GTP | C4’-C5-05-PA
44 NH 501 | GTP | C3-C4’-C5-05
44 0J 501 | GTP | C3-C4’-C5-05’
44 PP 501 | GTP | 0O4’-C4’-C5-05’
44 \A 501 | GTP | O4’-C4-C5-05’
46 Ol 501 | GDP | C3-C4’-C5-05’
46 OK 501 | GDP | C3-C4’-C5-05’
46 TI 501 | GDP | C3-C4’-C5-05’
44 NJ 501 | GTP | PB-O3B-PG-O1G
44 RF 501 | GTP | PB-O3B-PG-O1G
44 WF 501 | GTP | PB-O3B-PG-O1G
44 YJ 501 | GTP | PB-O3B-PG-0O1G
46 PC 501 | GDP | PA-O3A-PB-O3B
46 YC 501 | GDP | PA-O3A-PB-O2B
44 QL 501 | GTP | C3-C4’-C5-05
44 YB 501 | GTP | C3-C4’-C5-05
46 NC 501 | GDP | (C3-C4’-C5-05’
46 NG 502 | GDP | (C3-C4’-C5-05’
46 QM 501 | GDP | (C3-C4’-C5-05’
46 SO 502 | GDP | 04’-C4-C5-05’
46 XM 502 | GDP | 04’-C4’-C5-05’
44 YL 501 | GTP | C4’-C5-0O5-PA
43 1A 2602 | ANP C2’-C1’-N9-C8
43 1B 2602 | ANP C2’-C1’-N9-C8
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43 1C 2602 | ANP C2’-C1’-N9-C8
43 1D 2602 | ANP C2’-C1’-N9-C8
42 1A 2601 | ADP | PB-O3A-PA-O2A
42 1C 2601 | ADP | PB-O3A-PA-O2A
44 NJ 501 | GTP | PG-O3B-PB-0O1B
44 NN 501 | GTP | PG-O3B-PB-O1B
44 OF 501 | GTP | PA-O3A-PB-O1B
44 OL 501 | GTP | PG-O3B-PB-O1B
44 OL 501 | GTP | PA-O3A-PB-O2B
44 PD 501 | GTP | PA-O3A-PB-O2B
44 PH 501 | GTP | PG-O3B-PB-0O1B
44 PN 501 | GTP | PG-O3B-PB-0O1B
44 RD 501 | GTP | PG-O3B-PB-O1B
44 RD 501 | GTP | PA-O3A-PB-O2B
44 RP 501 | GTP | PB-O3A-PA-O2A
44 SB 501 | GTP | PG-O3B-PB-O1B
44 SL 501 | GTP | PA-O3A-PB-O2B
44 SN 501 | GTP | PG-O3B-PB-0O1B
44 TB 501 | GTP | PA-O3A-PB-O2B
44 TD 501 | GTP | PG-O3B-PB-O1B
44 TD 501 | GTP | PA-O3A-PB-O2B
44 TF 501 | GTP | PG-O3B-PB-O1B
44 TF 501 | GTP | PA-O3A-PB-O2B
44 TJ 501 | GTP | PB-O3A-PA-O2A
44 TN 501 | GTP | PA-O3A-PB-O2B
44 UB 501 | GTP | PA-O3A-PB-O1B
44 UF 501 | GTP | PG-O3B-PB-O1B
44 UL 501 | GTP | PG-O3B-PB-O1B
44 UP 501 | GTP | PA-O3A-PB-O2B
44 VB 501 | GTP | PA-O3A-PB-O2B
44 VP 501 | GTP | PA-O3A-PB-O2B
44 WJ 501 | GTP | PB-O3A-PA-O2A
44 7D 501 | GTP | PA-O3A-PB-O2B
44 ZF 501 | GTP | PG-O3B-PB-O1B
44 7P 501 | GTP | PA-O3A-PB-O2B
44 PH 501 | GTP | C4’-C5-05-PA
44 RH 501 | GTP | C4’-C5-05-PA
44 RP 501 | GTP | C4’-C5-05-PA
44 UH 501 | GTP | C4’-C5-05-PA
44 YP 501 | GTP | C4’-C5-0O5-PA
43 1D 2602 | ANP | PB-O3A-PA-O1A
44 ND 501 | GTP | O4’-C4’-C5-05’

Continued on next page...



Page 112

Full wwPDB EM Validation Report

EMD-25381, 75QC

Continued from previous page...

Mol | Chain | Res | Type Atoms
44 WJ 501 | GTP | 0O4’-C4’-C5-05’
46 0oC 501 | GDP | 0O4’-C4’-C5-05’
46 00 501 | GDP | 0O4’-C4’-C5-05’
46 SC 502 | GDP | C3-C4’-C5-05’
46 VO 501 | GDP | 04’-C4-C5-05’
46 YG 501 | GDP | C3-C4’-C5-05’
42 1A 2601 | ADP | C5-05-PA-O1A
42 1A 2601 | ADP | C5-05-PA-O2A
42 1A 2601 | ADP | C5-05-PA-O3A
42 1B 2601 | ADP | C5-05-PA-O1A
42 1B 2601 | ADP | C5-05-PA-O2A
42 1B 2601 | ADP | C5-05-PA-O3A
42 1C 2601 | ADP | C5-05-PA-O1A
42 1C 2601 | ADP | C5-05-PA-O2A
42 1C 2601 | ADP | C5-05-PA-O3A
42 1D 2601 | ADP | C5-05-PA-O2A
42 1D 2601 | ADP | C5-05-PA-O3A
43 1B 2602 | ANP | C5-05-PA-O1A
43 1C 2602 | ANP | C5-05-PA-O1A
44 ND 501 | GTP | C5-05-PA-O3A
44 ND 501 | GTP | C5-0O5-PA-O1A
44 ND 501 | GTP | C5-05-PA-O2A
44 NH 501 | GTP | C5-0O5-PA-O3A
44 NH 501 | GTP | C5-05-PA-O2A
44 NJ 501 | GTP | C5-05-PA-O1A
44 NN 501 | GTP | C5-0O5-PA-O1A
44 0J 501 | GTP | C5-05-PA-O2A
44 OP 501 | GTP | C5-05-PA-O2A
44 PD 501 | GTP | C5-05-PA-O1A
44 PF 501 | GTP | C5-05-PA-O2A
44 PP 501 | GTP | C5-05-PA-O2A
44 QP 501 | GTP | C5-05-PA-O3A
44 RD 501 | GTP | C5-05-PA-O1A
44 RJ 501 | GTP | C5-05-PA-O3A
44 RJ 501 | GTP | C5-05-PA-O2A
44 SB 501 | GTP | C5-05-PA-O1A
44 SD 501 | GTP | C5-0O5-PA-O3A
44 SD 501 | GTP | C5-05-PA-O1A
44 SD 501 | GTP | C5-05-PA-O2A
44 TH 501 | GTP | C5-0O5-PA-O2A
44 TL 501 | GTP | C5-0O5-PA-O1A
44 UL 501 | GTP | C5-05-PA-O2A
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44 UN 501 | GTP | C5-05-PA-O2A
44 VF 501 | GTP | C5-05-PA-O1A
44 VH 501 | GTP | C5-05-PA-O2A
44 VL 501 | GTP | C5-05-PA-O3A
44 VL 501 | GTP | C5-05-PA-O2A
44 WD 501 | GTP | C5-05-PA-O3A
44 WD 501 | GTP | C5-0O5-PA-O1A
44 WD 501 | GTP | C5-05-PA-O2A
44 WJ 501 | GTP | C5-05-PA-O2A
44 WN 501 | GTP | C5-0O5-PA-O3A
44 XB 501 | GTP | C5-05-PA-O1A
44 XF 501 | GTP | C5-05-PA-O2A
44 YJ 501 | GTP | C5-05-PA-O3A
44 YJ 501 | GTP | C5-05-PA-O2A
44 7D 501 | GTP | C5-05-PA-O3A
44 ZF 501 | GTP | C5-05-PA-O1A
44 ZJ 501 | GTP | C5-0O5-PA-O3A
44 7J 501 | GTP | C5-05-PA-O1A
44 7J 501 | GTP | C5-05-PA-O2A
44 ZN 501 | GTP | C5-05-PA-O3A
44 ZN 501 | GTP | C5-05-PA-O2A
44 7P 501 | GTP | C5-05-PA-O1A
46 NM 501 | GDP | C5-05-PA-O1A
46 NO 501 | GDP | C5-05-PA-O1A
46 PO 501 | GDP | C5-05-PA-O1A
46 RE 501 | GDP | C5-05-PA-O3A
46 RK 501 | GDP | C5-05-PA-O1A
46 TE 501 | GDP | C5-05-PA-O1A
46 XE 501 | GDP | C5-05-PA-O1A
46 ZE 501 | GDP | C5-05-PA-O1A
46 ZK 501 | GDP | C5-05-PA-O1A
44 OH 501 | GTP | C4’-C5-05-PA
44 PJ 501 | GTP | C4’-C5-0O5-PA
44 PP 501 | GTP | C4-C5-0O5-PA
44 TH 501 | GTP | C4-C5-05-PA
44 TJ 501 | GTP | C4’-C5-05-PA
44 TP 501 | GTP | C4’-C5-05-PA
44 UL 501 | GTP | C4’-C5-05-PA
44 UN 501 | GTP | C4’-C5-05-PA
44 VL 501 | GTP | C4’-C5-0O5-PA
44 WH 501 | GTP | C4-C5-0O5-PA
44 WL 501 | GTP | C4-C5-05-PA

Continued on next page...
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Mol | Chain | Res | Type Atoms
44 YH 501 | GTP | C4-C5-05-PA
44 ZN 501 | GTP | C4-C5-0O5-PA
44 NH 501 | GTP | O4-C4-C5-05’
44 YB 501 | GTP | 04’-C4-C5-05’
44 OoP 501 | GTP | C4’-C5-05-PA
44 WJ 501 | GTP | C4-C5-0O5-PA
42 1B 2601 | ADP | PB-O3A-PA-O2A
42 1D 2601 | ADP | PB-O3A-PA-O2A
44 NJ 501 | GTP | PA-O3A-PB-O2B
44 NL 501 | GTP | PA-O3A-PB-O2B
44 NN 501 | GTP | PA-O3A-PB-O1B
44 OopP 501 | GTP | PA-O3A-PB-O2B
44 PL 501 | GTP | PA-O3A-PB-O2B
44 QH 501 | GTP | PA-O3A-PB-O2B
44 QJ 501 | GTP | PA-O3A-PB-O2B
44 RH 501 | GTP | PB-O3A-PA-O2A
44 SB 501 | GTP | PA-O3A-PB-O2B
44 SD 501 | GTP | PA-O3A-PB-O2B
44 SF 501 | GTP | PA-O3A-PB-O2B
44 TH 501 | GTP | PB-O3A-PA-O2A
44 TL 501 | GTP | PA-O3A-PB-O2B
44 UF 501 | GTP | PA-O3A-PB-O2B
44 ulJ 501 | GTP | PA-O3A-PB-O2B
44 VF 501 | GTP | PA-O3A-PB-O2B
44 VH 501 | GTP | PB-O3A-PA-O2A
44 VN 501 | GTP | PA-O3A-PB-O2B
44 WD 501 | GTP | PA-O3A-PB-O2B
44 XB 501 | GTP | PA-O3A-PB-O2B
44 XJ 501 | GTP | PA-O3A-PB-O2B
44 XN 501 | GTP | PA-O3A-PB-O2B
44 YB 501 | GTP | PA-O3A-PB-O1B
44 YD 501 | GTP | PA-O3A-PB-O2B
44 YN 501 | GTP | PA-O3A-PB-O2B
44 7B 501 | GTP | PA-O3A-PB-O2B
44 7J 501 | GTP | PA-O3A-PB-O2B
44 ZN 501 | GTP | PA-O3A-PB-O2B
46 QE 501 | GDP | (C3-C4’-C5-05’
43 1C 2602 | ANP | C4’-C5-0O5-PA
44 QN 501 | GTP | C4’-C5-05-PA
44 YJ 501 | GTP | C4’-C5-0O5-PA
44 OF 501 | GTP | C4-C5-0O5-PA
44 QH 501 | GTP | C4-C5-05-PA

Continued on next page...
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44 WB 501 | GTP | C4-C5-05-PA
46 PK 501 | GDP | PA-O3A-PB-O1B
44 XL 501 | GTP | O4-C4-C5-05’
46 NE 501 | GDP | C3-C4’-C5-05’
43 1A 2602 | ANP C2-C1’-N9-C4
44 PN 501 | GTP | C4-C5-0O5-PA
44 RF 501 | GTP | C4-C5-0O5-PA
44 TB 501 | GTP | C4-C5-0O5-PA
44 UB 501 | GTP | C4’-C5-0O5-PA
44 uJ 501 | GTP | C4’-C5-0O5-PA
44 UP 501 | GTP | C4’-C5-05-PA
44 VH 501 | GTP | C4’-C5-05-PA
44 \A 501 | GTP | C4-C5-0O5-PA
46 VM 501 | GDP | C4-C5-05-PA
43 1A 2602 | ANP | PB-O3A-PA-O2A
46 Ol 501 | GDP | 0O4’-C4’-C5-05’
46 OK 501 | GDP | 04’-C4-C5-05’
46 Z0 501 | GDP | C3-C4’-C5-05%’
44 NB 501 | GTP | PA-O3A-PB-O2B
44 ND 501 | GTP | PA-O3A-PB-O2B
44 PF 501 | GTP | PG-O3B-PB-O1B
44 PH 501 | GTP | PA-O3A-PB-O2B
44 PN 501 | GTP | PA-O3A-PB-O2B
44 PP 501 | GTP | PA-O3A-PB-O2B
44 QH 501 | GTP | PG-O3B-PB-0O1B
44 QP 501 | GTP | PA-O3A-PB-O2B
44 RJ 501 | GTP | PG-O3B-PB-O1B
44 RJ 501 | GTP | PA-O3A-PB-O2B
44 SL 501 | GTP | PG-O3B-PB-O1B
44 TB 501 | GTP | PG-O3B-PB-O1B
44 VF 501 | GTP | PA-O3A-PB-O1B
44 WB 501 | GTP | PA-O3A-PB-O2B
44 WD 501 | GTP | PA-O3A-PB-O1B
44 yAp 501 | GTP | PA-O3A-PB-O2B
44 PF 501 | GTP | C4-C5-05-PA
44 SP 501 | GTP | C4’-C5-05-PA
43 1D 2602 | ANP 04’-C1-N9-C8
46 SE 501 | GDP | C3-C4’-C5-05’
46 SK 501 | GDP | C3-C4’-C5-05’
46 TI 501 | GDP | 0O4’-C4’-C5-05’
46 UK 501 | GDP | (C3-C4’-C5-05’
44 NF 501 | GTP | C4-C5-05-PA

Continued on next page...
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44 RJ 501 | GTP | C4-C5-05-PA
44 VB 501 | GTP | C4-C5-0O5-PA
44 YN 501 | GTP | C4’-C5-05-PA
46 NC 501 | GDP | 04’-C4-C5-05’
44 SH 501 | GTP | PB-O3B-PG-O1G
44 SH 501 | GTP | PB-O3B-PG-02G
46 NI 501 | GDP | PA-O3A-PB-O2B
46 PK 501 | GDP | PA-O3A-PB-O2B
46 PK 501 | GDP | PA-O3A-PB-O3B
46 VM 501 | GDP | PA-O3A-PB-O3B
46 XI 501 | GDP | PA-O3A-PB-O2B
44 RL 501 | GTP | C3-C4’-C5-05
46 NG 502 | GDP | 0O4’-C4’-C5’-05’
46 QM 501 | GDP | 0O4’-C4’-C5-05’
46 VG 501 | GDP | (C3-C4’-C5-05’
43 1B 2602 | ANP 04’-C1’-N9-C8
43 1C 2602 | ANP 04’-C1-N9-C8
44 PH 501 | GTP | C3-C4’-C5-05’
44 WH 501 | GTP | C3-C4’-C5-05
46 TC 501 | GDP | C3-C4’-C5-05’
46 ucC 501 | GDP | (C3-C4’-C5-05’
44 VP 501 | GTP | C4-C5-05-PA
43 1B 2602 | ANP | PB-O3A-PA-O2A
42 1A 2601 | ADP | PB-O3A-PA-O1A
42 1B 2601 | ADP | PB-O3A-PA-O1A
42 1C 2601 | ADP | PB-O3A-PA-O1A
44 NB 501 | GTP | PA-O3A-PB-O1B
44 NJ 501 | GTP | PA-O3A-PB-O1B
44 NN 501 | GTP | PA-O3A-PB-O2B
44 OD 501 | GTP | PA-O3A-PB-O2B
44 PD 501 | GTP | PA-O3A-PB-O1B
44 PH 501 | GTP | PA-O3A-PB-O1B
44 PN 501 | GTP | PA-O3A-PB-O1B
44 PP 501 | GTP | PG-O3B-PB-0O2B
44 PP 501 | GTP | PA-O3A-PB-O1B
44 QH 501 | GTP | PG-O3B-PB-02B
44 QH 501 | GTP | PA-O3A-PB-O1B
44 QN 501 | GTP | PG-O3B-PB-0O2B
44 QN 501 | GTP | PB-O3A-PA-O2A
44 RH 501 | GTP | PB-O3A-PA-O1A
44 RJ 501 | GTP | PA-O3A-PB-O1B
44 SD 501 | GTP | PA-O3A-PB-O1B

Continued on next page...
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44 SN 501 | GTP | PA-O3A-PB-O1B
44 SN 501 | GTP | PA-O3A-PB-O2B
44 TB 501 | GTP | PA-O3A-PB-O1B
44 TD 501 | GTP | PA-O3A-PB-O1B
44 TL 501 | GTP | PG-O3B-PB-0O2B
44 TN 501 | GTP | PA-O3A-PB-O1B
44 UF 501 | GTP | PA-O3A-PB-O1B
44 ulJ 501 | GTP | PA-O3A-PB-O1B
44 UP 501 | GTP | PG-O3B-PB-02B
44 UP 501 | GTP | PA-O3A-PB-O1B
44 VB 501 | GTP | PA-O3A-PB-O1B
44 VH 501 | GTP | PB-O3A-PA-O1A
44 VP 501 | GTP | PG-O3B-PB-02B
44 WB 501 | GTP | PA-O3A-PB-O1B
44 WH 501 | GTP | PA-O3A-PB-O2B
44 WN 501 | GTP | PA-O3A-PB-O2B
44 XH 501 | GTP | PA-O3A-PB-O1B
44 XH 501 | GTP | PA-O3A-PB-O2B
44 XN 501 | GTP | PA-O3A-PB-O1B
44 YB 501 | GTP | PA-O3A-PB-O2B
44 YF 501 | GTP | PG-O3B-PB-02B
44 YF 501 | GTP | PA-O3A-PB-O2B
44 7B 501 | GTP | PG-O3B-PB-O1B
44 7B 501 | GTP | PA-O3A-PB-O1B
44 ZD 501 | GTP | PA-O3A-PB-O1B
44 ZF 501 | GTP | PA-O3A-PB-O2B
44 ZN 501 | GTP | PG-O3B-PB-02B
44 7P 501 | GTP | PG-O3B-PB-O1B
44 7P 501 | GTP | PA-O3A-PB-O1B
43 1A 2602 | ANP 04’-C1-N9-C8

44 UL 501 | GTP | 04’-C4-C5-05

46 0Q 501 | GDP | C3-C4’-C5-0%’

46 QO 501 | GDP | C3-C4’-C5-05’

46 XA 501 | GDP | C3-C4’-C5-05’

46 XK 501 | GDP | (C3-C4’-C5-05’

44 PL 501 | GTP | C4’-C5-05-PA

43 1A 2602 | ANP | PA-O3A-PB-O1B
43 1D 2602 | ANP | PA-O3A-PB-O1B
43 Co 2001 | ANP | PA-O3A-PB-O1B
46 NK 501 | GDP | C3-C4’-C5-05

46 QQ 501 | GDP | (C3-C4’-C5-05’

43 1D 2602 | ANP | C4’-C5-05-PA

Continued on next page...
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Mol | Chain | Res | Type Atoms

44 NH 501 | GTP | C4-C5-05-PA

44 XF 501 | GTP | C4-C5-0O5-PA

44 7B 501 | GTP | C4’-C5-05-PA

43 C3 2001 | ANP | PG-N3B-PB-0O3A
43 1A 2602 | ANP | PB-O3A-PA-O1A
44 NB 501 | GTP | PG-O3B-PB-0O2B
44 NJ 501 | GTP | PG-O3B-PB-02B
44 NL 501 | GTP | PA-O3A-PB-O1B
44 NN 501 | GTP | PG-O3B-PB-02B
44 OF 501 | GTP | PG-O3B-PB-02B
44 OL 501 | GTP | PG-O3B-PB-0O2B
44 PH 501 | GTP | PG-O3B-PB-O2B
44 PL 501 | GTP | PA-O3A-PB-O1B
44 QJ 501 | GTP | PA-O3A-PB-O1B
44 QN 501 | GTP | PB-O3A-PA-O1A
44 RD 501 | GTP | PG-O3B-PB-02B
44 SB 501 | GTP | PG-O3B-PB-0O2B
44 TD 501 | GTP | PG-O3B-PB-0O2B
44 TF 501 | GTP | PG-O3B-PB-02B
44 TH 501 | GTP | PB-O3A-PA-O1A
44 TL 501 | GTP | PA-O3A-PB-O1B
44 UB 501 | GTP | PA-O3A-PB-O2B
44 UF 501 | GTP | PG-O3B-PB-02B
44 UL 501 | GTP | PG-O3B-PB-0O2B
44 VB 501 | GTP | PG-O3B-PB-O2B
44 VN 501 | GTP | PA-O3A-PB-O1B
44 WH 501 | GTP | PA-O3A-PB-O1B
44 XB 501 | GTP | PA-O3A-PB-O1B
44 XD 501 | GTP | PG-O3B-PB-02B
44 XH 501 | GTP | PG-O3B-PB-O1B
44 XH 501 | GTP | PG-O3B-PB-0O2B
44 XJ 501 | GTP | PG-O3B-PB-0O2B
44 XJ 501 | GTP | PA-O3A-PB-O1B
44 YD 501 | GTP | PA-O3A-PB-O1B
44 YN 501 | GTP | PA-O3A-PB-O1B
44 7B 501 | GTP | PG-O3B-PB-02B
44 ZF 501 | GTP | PG-O3B-PB-02B
44 ZJ 501 | GTP | PA-O3A-PB-O1B
44 ZN 501 | GTP | PA-O3A-PB-O1B
46 SC 502 | GDP | 0O4’-C4’-C5-05’

46 7ZE 501 | GDP | (C3-C4’-C5-05’

There are no ring outliers.
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No monomer is involved in short contacts.

The following is a two-dimensional graphical depiction of Mogul quality analysis of bond lengths,
bond angles, torsion angles, and ring geometry for all instances of the Ligand of Interest. In
addition, ligands with molecular weight > 250 and outliers as shown on the validation Tables will
also be included. For torsion angles, if less then 5% of the Mogul distribution of torsion angles is
within 10 degrees of the torsion angle in question, then that torsion angle is considered an outlier.
Any bond that is central to one or more torsion angles identified as an outlier by Mogul will be
highlighted in the graph. For rings, the root-mean-square deviation (RMSD) between the ring
in question and similar rings identified by Mogul is calculated over all ring torsion angles. If the
average RMSD is greater than 60 degrees and the minimal RMSD between the ring in question and
any Mogul-identified rings is also greater than 60 degrees, then that ring is considered an outlier.
The outliers are highlighted in purple. The color gray indicates Mogul did not find sufficient
equivalents in the CSD to analyse the geometry.
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Ligand GDP QQ 501

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings




Page 181 Full wwPDB EM Validation Report EMD-25381, 7SQC

Ligand GDP NE 501

Torsions Rings

Ligand GTP ZN 501

Torsions Rings
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Ligand GTP PP 501

Torsions Rings

Torsions Rings
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Ligand GTP YJ 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP TM 502

Bond lengths

Torsions Rings

Torsions Rings
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Ligand ADP 1D 2601

Bond lengths Bond angles
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Torsions Rings

Ligand GTP XN 501

Torsions Rings
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Ligand GTP TJ 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP ZJ 501

Torsions Rings

Ligand GTP QP 501

Torsions Rings
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Ligand GDP WC 501

Bond lengths

Torsions Rings

Torsions Rings
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Ligand GDP TG 502

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP QD 501

Torsions Rings

Ligand GTP RF 501

Torsions Rings
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Ligand GDP VO 501

Bond lengths

Torsions Rings

Torsions Rings
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Ligand GTP ZD 501

Torsions Rings

Torsions Rings
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Ligand GDP RO 501

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP OG 501

Bond lengths

Torsions Rings

Ligand GTP WF 501

Torsions Rings
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Ligand GDP PQ 501

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP VK 501

Bond lengths

Torsions Rings

Torsions Rings
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Ligand GTP OF 501

Torsions Rings

Ligand GTP XF 501

Torsions Rings
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Ligand GTP TN 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP VE 501

Bond lengths

Torsions Rings

Torsions Rings
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Ligand GDP WG 502

Bond lengths

Torsions Rings

Ligand ANP C1 2001

Bond lengths Bond angles

Torsions Rings
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Ligand GDP QI 501

Bond lengths

Torsions Rings

Torsions Rings
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Ligand GTP RP 501

Torsions Rings

Ligand GTP SD 501

Torsions Rings
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Ligand GDP PI 502

Bond lengths

Torsions Rings

Torsions Rings
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Ligand GTP VB 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GTP TL 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand ADP 1C 2601

Bond lengths Bond angles
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Torsions Rings

Torsions Rings
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Ligand GTP VP 501

Torsions Rings

Torsions Rings
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Ligand GDP SI 501

Bond lengths

Torsions Rings

Torsions Rings
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Ligand GDP NK 501

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP OM 501

Bond lengths

Torsions Rings

Torsions Rings
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Ligand GDP SM 501

Bond lengths

Torsions Rings

Torsions Rings
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Ligand GTP NH 501

Torsions Rings

Ligand ADP 1B 2601

Bond angles
e
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Torsions Rings
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Ligand GDP YE 501

Bond lengths

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP VI 501

Bond lengths

Torsions Rings

Torsions Rings
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Ligand GTP SF 501

Torsions Rings

Ligand GTP RD 501

Torsions Rings
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Ligand GDP RM 501

Bond lengths

Torsions Rings

Torsions Rings
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Ligand GDP NO 501

Bond lengths

Torsions Rings

Torsions Rings
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Ligand GTP TH 501

Torsions Rings

Torsions Rings
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Ligand GTP WD 501

Torsions Rings

Torsions Rings
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Ligand GDP NI 501

Bond lengths

Torsions Rings

Torsions Rings
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Ligand GTP UD 501

Torsions Rings

Torsions Rings
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Ligand GDP SG 502

Bond lengths

Torsions Rings

Torsions Rings
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Ligand GTP YD 501

Torsions Rings

Bond lengths

Torsions Rings
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Ligand GDP TO 501
A
Bond lengths Bond angles
1 @ p by 1 @ p ?
\ S . / Sy "
o 'i;\. J . ° o _g -
|
© [
Torsions Rings
4.7 Other polymers (i)
There are no such residues in this entry.
4.8 Polymer linkage issues (i)
The following chains have linkage breaks:
Mol | Chain | Number of breaks
36 W6 1
36 W4 1
36 W5 1
36 W3 1
All chain breaks are listed below:
Model | Chain | Residue-1 | Atom-1 | Residue-2 | Atom-2 | Distance (A)
1 W6 43:UNK C 53:UNK N 8.65
1 W4 43:UNK C 53:UNK N 8.49
1 W5 43:UNK C 53:UNK N 8.22
1 W3 43:UNK C 53:UNK N 7.05



https://www.wwpdb.org/validation/2017/EMValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#polymer_linkage
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5 Map visualisation (i)

This section contains visualisations of the EMDB entry EMD-25381. These allow visual inspection
of the internal detail of the map and identification of artifacts.

No raw map or half-maps were deposited for this entry and therefore no images, graphs, etc.
pertaining to the raw map can be shown.

5.1 Orthogonal projections (i)

5.1.1 Primary map

The images above show the map projected in three orthogonal directions.

5.2 Central slices (i)

5.2.1 Primary map

X Index: 320 Y Index: 320 7 Index: 320


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_visualisation
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_projections
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#central_slices

Page 226 Full wwPDB EM Validation Report EMD-25381, 7SQC

The images above show central slices of the map in three orthogonal directions.

5.3 Largest variance slices (i)

5.3.1 Primary map

X Index: 389 Y Index: 388 7 Index: 354

The images above show the largest variance slices of the map in three orthogonal directions.

5.4 Orthogonal standard-deviation projections (False-color) (i)

5.4.1 Primary map

The images above show the map standard deviation projections with false color in three orthogonal
directions. Minimum values are shown in green, max in blue, and dark to light orange shades
represent small to large values respectively.

(3)
‘c
U-
L


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#largest_variance_slices
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_glow_std
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5.5 Orthogonal surface views (i)

5.5.1 Primary map

The images above show the 3D surface view of the map at the recommended contour level 0.2.
These images, in conjunction with the slice images, may facilitate assessment of whether an ap-
propriate contour level has been provided.

5.6 Mask visualisation (i)

This section was not generated. No masks/segmentation were deposited.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_views
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#masks
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6 Map analysis (i)

This section contains the results of statistical analysis of the map.

6.1 Map-value distribution (i)

Map-value distribution

— Voxel count

Recommended contour
& level 0.2

Voxel count (logl0)

CI T T T T I
0.0 0.5 1.0 L5 2.0

Map value

The map-value distribution is plotted in 128 intervals along the x-axis. The y-axis is logarithmic.
A spike in this graph at zero usually indicates that the volume has been masked.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_analysis
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_value_distribution
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6.2 Volume estimate (i)

Volume estimate

700000 -

600000 -

500000 -

400000 - — \olume
Recommended contour

level 0.2
300000 4

Vvolume (nm?3)

200000 -

100000 ~

——
D T T I I

]
0.0 0.5 1.0 1.5 2.0
Contour level

The volume at the recommended contour level is 8382 nm?; this corresponds to an approximate

mass of 7572 kDa.

The volume estimate graph shows how the enclosed volume varies with the contour level. The
recommended contour level is shown as a vertical line and the intersection between the line and
the curve gives the volume of the enclosed surface at the given level.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#volume_estimate

Page 230 Full wwPDB EM Validation Report EMD-25381, 7SQC

6.3 Rotationally averaged power spectrum (i)

Rotationally averaged power spectrum

—— Primary map RAPS
Reported resolution
3.80 A

Intensity (logl0)

y \

0.00 005 010 015 020 025 030 035
Spatial frequency (4~1)

*Reported resolution corresponds to spatial frequency of 0.263 A1


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#raps
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7 Fourier-Shell correlation (i)

Fourier-Shell Correlation (FSC) is the most commonly used method to estimate the resolution of
single-particle and subtomogram-averaged maps. The shape of the curve depends on the imposed
symmetry, mask and whether or not the two 3D reconstructions used were processed from a
common reference. The reported resolution is shown as a black line. A curve is displayed for the
half-bit criterion in addition to lines showing the 0.143 gold standard cut-off and 0.5 cut-off.

7.1 FSC (D

FSC

— Author-provided F5C
0.143

—— 05

== Half-bit
Reported resolution
3.80 A

Correlation

_{:}.2 T T T T T T T
0.00 005 010 015 020 025 030 0.35

Spatial frequency (41

*Reported resolution corresponds to spatial frequency of 0.263 At


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#fsc_validation
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#fsc_validation
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7.2 Resolution estimates (i)

Estimation criterion (FSC cut-off)

Resolution estimate (A)

0.143 | 0.5 Half-bit
Reported by author 3.80 - -
Author-provided FSC curve | 3.84 | 4.40 3.90
Unmasked-calculated™ - - -

*Resolution estimate based on FSC curve calculated by comparison of deposited half-maps.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#resolution_estimates
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8 Map-model fit (i)

This section contains information regarding the fit between EMDB map EMD-25381 and PDB
model 7SQC. Per-residue inclusion information can be found in section 7?7 on page ?7.

8.1 Map-model overlay (i)

The images above show the 3D surface view of the map at the recommended contour level 0.2 at
50% transparency in yellow overlaid with a ribbon representation of the model coloured in blue.
These images allow for the visual assessment of the quality of fit between the atomic model and
the map.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_model_fit
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_model_overlay
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8.2 Q-score mapped to coordinate model (i)

1.0

0.0
M <0.0

The images above show the model with each residue coloured according its QQ-score. This shows
their resolvability in the map with higher Q-score values reflecting better resolvability. Please
note: Q-score is calculating the resolvability of atoms, and thus high values are only expected at
resolutions at which atoms can be resolved. Low Q-score values may therefore be expected for
many entries.

8.3 Atom inclusion mapped to coordinate model (i)

1.0

0.0

The images above show the model with each residue coloured according to its atom inclusion. This
shows to what extent they are inside the map at the recommended contour level (0.2).

WO RLDWIDE

PROTEIN DATA BANK


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#qscore_mapped_model
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#ai_mapped_model
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8.4 Atom inclusion (i)

Atom inclusion

1.0
o
= 0.8
w
=
% —— Backbone atoms
n 0.6
£ All non-hydrogen
E atoms
=] Recommended contour
] R
o level 0.2
S 0.4
=
2
!
[}
o
E 0.2 1

0.0 . . . ;

T
0.0 0.5 1.0 1.5 2.0
Contour level

At the recommended contour level, 82% of all backbone atoms, 64% of all non-hydrogen atoms,
are inside the map.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#atom_inclusion_by_contour
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8.5 Map-model fit summary (i)

The table lists the average atom inclusion at the recommended contour level (0.2) and Q-score for

the entire model and for each chain.

Chain Atom inclusion Q-score
All  0.6440 . (0.3260
0A B 0.5400 . 0.2560
0B . 0.4840 . 0.2440
0C . 0.5440 . 0.2670
0D  0.5000 . (0.2480
OE B 0.5440 I 0.2550
OF B 0.5130 . 0.2510
0G B 0.5400 . 0.2570
0H . 0.4780 . 0.2400
01 0.7530 . (0.2350
0J 0.8020 . 0.2280
0K 0.7600 . (0.2400
OL 0.8620 I 0.2450
1A B 0.5250 . 0.1960
1B B 0.5370 . 0.1990
1C . 0.5270 . 0.1920
1D m 0.5300 . 0.1940
1F 0.8000 . 0.2010
1G 0.8680 . 0.2140
1H 0.7450 I 0.1940
11 0.7530 . 0.2010
1J 0.8720 . 0.2120
1K 0.8630 . 0.2140
1L 0.7900 . (0.2050
1M m 0.5180 . (0.1590
1N 0.8730 . 0.2110
10 0.8670 . 0.2140
1P 0.8090 . 0.2110
1Q B 0.5730 . 0.1800
1R 0.8830 . 0.2170
1S 0.8690 . 0.2170
1T 0.7910 . 0.2100
1U B 0.5590 . 0.1920
1V 0.8880 . 0.2210
1w 0.8490 . 0.2200

Continued on next page...

1.0

0.0
M <0.0
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Continued from previous page...

Chain Atom inclusion Q-score
1X 0.7850 . 0.2090
1Y B 0.5080 I 0.1750
2A B 0.6170 . 0.2240
2B B 0.6370 . (0.2410
2E . (0.3840 . 0.1550
2F . 0.3670 . (0.1730
2H m 0.5630 . 0.1400
21 m 0.5770 . 0.1450
2K e 0.6870 . 0.2350
2L B 0.5820 I 0.1640
2M B 0.5710 . 0.1580
2N B 0.6150 . (0.2020
20 w 0.6710 . (0.2340
2P w 0.7100 . 0.2490
2Q . 0.2700 I 0.0310
3A 0.7220 I 0.2550
3B B 0.6570 . 0.2240
3C e 0.7040 . (0.2400
3D B 0.6550 . (0.2270
3K B 0.6730 . (0.1890
3L w 0.7010 m 0.1910
3M w 0.6720 . 0.1830
3N B 0.6950 . 0.2070
30 B 0.6990 I (0.1990
3P e 0.6790 . (0.2040
4A 0.7290 . (0.2440
4B m 0.5910 . (0.1980
4C  0.6630 . 0.2030
4D 0.7240 . 0.2420
4E B 0.5880 . 0.1990
4F B 0.5070 . (0.1370
4G 0.7200 . (0.2420
4H B 0.5840 . 0.2070
41  0.6490 . 0.1980
4] a 0.7090 . 0.2410
4K B 0.5950 . 0.2070
4L . 0.4990 I 0.1540
5A e 0.6910 . 0.2210
5B e 0.6910 . (0.2220
5C e 0.6870 . (0.2270
5D e 0.6900 . 0.2280
6A m 0.6040 . 0.1940

Continued on next page...

WORLDWIDE

PROTEIN DATA BANK
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Continued from previous page...

Chain Atom inclusion Q-score
6B  0.6180 . 0.1960
6C . 0.3970 . 0.1440
6D . 0.4230 I (.1440
TA B 0.5030 . (0.1930
7B . 0.4930 . (0.1190
7C e 0.6530 . 0.1640
7D m 0.5050 . 0.1170
7E e 0.6800 . 0.1920
7F B 0.5140 I 0.1170
7G  0.5020 . 0.1970
7H B 0.5130 I (0.1170
71 . 0.4840 . 0.1910
7J m 0.5050 . 0.1170
K  0.4840 . 0.1940
7L B 0.5760 I 0.1690
8A B 0.5820 . 0.3630
8B B 0.5400 . 0.3770
8C  0.5920 . (0.3640
8D  0.4830 . (0.3420
9A  0.6690 . 0.2390
9B w 0.6670 . 0.2370
9C B 0.6660 . 0.2370
9D B 0.6630 . (0.2380
9E B 0.6750 I (0.1980
9F e 0.6980 . (0.2070
A0 B 0.6290 . 0.4090
Al  0.6200 = 0.3950
A2 B 0.6290 . 0.3990
A3 B 0.5850 . 0.3760
A4 B 0.5410 . (0.3830
BO B 0.6160 . 0.3210
B1 e 0.5950 . (0.3120
B2 m 0.5600 . 0.2890
Co m 0.5400 . 0.1880
C1 B 0.5560 . 0.2100
C2 B 0.5460 . 0.2190
C3 B 0.5400 . (0.2090
C4 B 0.5210 . (0.3220
DO B 0.6260 . (0.2920
D1  0.5580 . 0.1950
D2  0.6520 . 0.3340
D3 B 0.5550 . 0.1990

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

Chain Atom inclusion Q-score
D4  0.6080 . 0.2770
D5 B 0.5440 I 0.1860
D6 B 0.6460 . (0.3050
D7 B 0.5580 . (0.2030
EO B 0.5850 . (0.3760
E1l m 0.5530 . (0.3500
E2  0.5490 I 0.3600
E3 B 0.5510 . 0.3570
FO B 0.6840 . 0.3190
F1 B 0.6470 . (0.3340
F2 B 0.6580 . (0.3630
F3 B 0.6140 . 0.3190
GO m 0.5670 . 0.2200
G1 m 0.5920 . 0.2960
G2 B 0.5710 . 0.2330
G3 B 0.6090 . 0.3140
G4 B 0.5500 . (0.2130
G5 B 0.5820 . 0.2930
HO . 0.3990 . (0.1930
H1 . 0.2410 . 0.1130
H2 m 0.3150 . 0.1530
H3 . 0.3310 I 0.1250
H4 . (0.3410 . 0.1870
H5 . 0.2860 . (0.0920
H6 . 0.2860 I (0.1560
H7 . (0.2440 . (0.1220
10 m 0.5560 . 0.2240
I1 B 0.5340 I 0.1360
JO s 0.4800 I 0.1310
J1 B 0.5520 . 0.1390
J2 . 0.4750 . (0.1310
J3 B 0.5300 . (0.1440
KO  0.6420 . 0.2500
K1 m 0.5630 . 0.1780
K2 B 0.6340 . 0.2250
K3 B 0.5710 . 0.1740
LO B 0.5490 . (0.2310
L1  0.5720 . 0.2110
L2  0.5420 . (0.2260
L3 m 0.5490  0.1910
MO w 0.6470 . 0.3680
M1 B 0.6060 . 0.3740

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

Chain Atom inclusion Q-score
NO w 0.7290 . 0.2560
N1 e 0.7040 I 0.2880
N2 0.7390 . (0.2560
N3 e 0.6960 . (0.2900
NB e 0.7130 . (0.3830
NC B 0.6810 . (0.3730
ND  0.6820 . 0.3780
NE B 0.6770 . 0.3800
NF e 0.6940 . 0.3680
NG B 0.6770 . (0.3780
NH B 0.6870 . (0.4050
NI B 0.6840 . 0.4030
NJ w 0.7190 = 0.3980
NK  0.6960 = 0.3900
NL e 0.6930 . 0.3950
NM e 0.6950 . 0.3970
NN e 0.6940 . 0.3790
NO B 0.6710 . (0.3630
00 B 0.5110 . (0.2360
01 m 0.4970 . 0.2990
02 . 0.4280 m 0.2510
oC e 0.6800 . 0.3840
oD e 0.6890 . (0.3560
OE B 0.6290 . (0.3320
OF  0.6620 . (0.3690
OG  0.6650 . (0.3670
OH  0.7080  0.3710
Ol e 0.7020 . 0.3890
0J e 0.6900 . 0.4030
OK e 0.6910 . 0.3990
OL e 0.6980 . 0.3770
OM B 0.6510 . 0.3490
ON  0.6850  0.3910
00  0.6880 I 0.3890
OoP e 0.7000 . 0.3720
0Q e 0.6950 I 0.3810
PO 0.8150 . (0.3060
P1 0.8540 . 0.2960
P2 0.8140 . (0.3280
P3 0.8410 . 0.2890
pPC  0.6590 . 0.3690
PD e 0.6800 I 0.3460

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

Chain Atom inclusion Q-score
PE  0.6370 . 0.3440
PF B 0.6610 . 0.3700
PG e 0.6690 . (0.3700
PH e 0.6910 . (0.3580
PI  0.6720 . (0.3840
PJ e 0.6900 . (0.3930
PK  0.6690 I 0.3890
PL B 0.6980 . 0.3660
PM B 0.6570 . 0.3650
PN B 0.6680 . (0.3830
PO B 0.6740 . (0.3830
PP e 0.6900 I (0.3610
PQ  0.6590 I 0.3690
QO  0.6590 . 0.3700
Q1 B 0.6640 . 0.3680
QC e 0.6790 . 0.3750
QD e 0.7180 . (0.3690
QE B 0.6890 . (0.3820
QF  0.6660 . (0.3780
QG w 0.6840 m 0.3710
QH w 0.7110 . 0.3790
QI B 0.6870 . 0.3900
QJ e 0.6890 . (0.3950
QK e 0.6950 . 0.3910
QL e 0.7240 . (0.3950
QM e 0.6950 . (0.3940
QN e 0.6860 = 0.3960
QO B 0.6930 . 0.3910
QP e 0.7060 . 0.3690
QQ B 0.6720 . 0.3740
RO  0.6730 . 0.2110
R1 B 0.6580 . (0.2020
RC w 0.6730 . (0.3620
RD  0.6700 . 0.3440
RE B 0.6690 . 0.3700
RF B 0.6720 . 0.3660
RG e 0.6800 . (0.3740
RH e 0.6920 . (0.3830
RI e 0.6700 . (0.3850
RJ w 0.6730 I 0.3860
RK  0.6800 . 0.3760
RL B 0.6840 I 0.3650

Continued on next page...



Page 242

Full wwPDB EM Validation Report

EMD-25381, 7SQC

Continued from previous page...

Chain Atom inclusion Q-score
RM  0.6770 I 0.3850
RN e 0.6780 s 0.3850
RO e 0.6910 . (0.3880
RP  0.6820 . (0.3700
S0 B 0.6110 . (0.3880
S1 m 0.6250 . (0.4140
S2 m 0.5690 I 0.3540
S3 B 0.5980 . 0.3840
S5 0.9370 B 0.4940
SB B 0.6610 . (0.3740
SC B 0.6870 . (0.3600
SD B 0.6610 . (0.3600
SE w 0.6720 = 0.3700
SF  0.6780 m 0.3710
SG e 0.7110 . 0.3870
SH e 0.6940 s 0.4060

SI B 0.6900 . 0.4070
SJ B 0.6770 . 0.3970
SK e 0.7040 . (0.3900
SL  0.6850 I 0.3870
SM  0.6890 . 0.3880
SN B 0.6940 . 0.3900
SO e 0.7140 . (0.3980
SP B 0.6840 . (0.3860
TO  0.5060 . (0.3210
T1  0.5040 . (0.3220
T2  0.4870 . 0.3080
T3 . 0.3470 . 0.2280
TB  0.6840 . 0.4030
TC B 0.7030 . (0.3900
TD B 0.6580 . (0.3840
TE B 0.6640 . (0.3800
TF w 0.6740 . (0.3820
TG w 0.7110 . 0.3950
TH e 0.7200 . 0.4310
TI e 0.7040 . 0.4200
TJ e 0.6860 . (0.4200
TK e 0.7130 . (0.4100
TL e 0.6910 B 0.4110
™  0.6800 . 0.3980
TN  0.6890 . 0.4030
TO e 0.7060 . 0.3990
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TP w 0.7110 m 0.4130
uo B 0.5020 . (0.2450
U1 B 0.5330 . (0.2630
UB e 0.7090 . (0.4200
ucC e 0.7220 . 0.4020
UD e 0.6780  0.3910
UE w 0.6710 = 0.3950
UF B 0.6810 . 0.3920
UG e 0.7160 . 0.4120
UH e 0.7060 . 0.4230
Ul e 0.6860 . (0.4270
ulJ e 0.7150 . (0.4370
UK e 0.7290 m 0.4110
UL  0.6930 m 0.4050
UM e 0.6880 . 0.4210
UN e 0.6920 . 0.4200
Uuo e 0.7090 . (0.4040
UP e 0.6990 . 0.4120
VO 0.8200 . (0.2050
V1 0.8230 . 0.2010
VB w 0.7010 . 0.4250
VC e 0.6970 . 0.4080
VD e 0.6740 . 0.4120
VE e 0.6800 B 0.4110
VF e 0.7020 B 0.4160
VG e 0.7260 B 0.4410
VH  0.7000  0.4390
VI e 0.7070 . 0.4430
VvJ e 0.7120 B 0.4410
VK e 0.7200 . (0.4340
VL e 0.6980 . 0.4330
VM e 0.7030 . 0.4340
VN  0.7150 . 0.4340
VO w 0.7150 . 0.4290
VP e 0.6920 . 0.4250
WO 0.7960 . 0.2120
W1 0.8040 . (0.2130
W3 B 0.6500 . 0.4120
W4  0.6620 . (0.4420
W5 m 0.6030 . 0.4050
W6 m 0.5740 m 0.4070
W7 0.8700 . 0.4620
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W8 0.9020 = 0.4900
W9 0.8740 B 0.4470
WA e 0.6790 . 0.4160
WB e 0.6900 . 0.4070
WC B 0.6760 . 0.4010
WD e 0.6750 . (0.3970
WE  0.6530 I 0.3830
WF B 0.6850 . 0.4020
WG e 0.7030 . 0.4340
WH e 0.6970 . 0.4390
WI e 0.6920 . 0.4370
WJ e 0.7050 B 0.4310
WK w 0.7070 . 0.4330
WL  0.6920 . 0.4250
WM  0.6900 . 0.4210
WN e 0.6920 B 0.4110
WO e 0.6930 . 0.4170
X0 B 0.5450 . (0.2590
X1  0.5660 . (0.2810
X2 m 0.5630 I 0.2810
X3 m 0.5670 . 0.2800
XA e 0.6910 . 0.4230
XB e 0.7180 . (0.4180
XC  0.6900 . 0.4040
XD  0.6710 . 0.4010
XE e 0.6680  0.3910
XF w 0.7140 m 0.4130
XG e 0.7160 . 0.4390
XH e 0.7160 . 0.4450
XI e 0.7040 . (0.4400
XJ e 0.7250 . 0.4420
XK e 0.7070 B 0.4310
XL w 0.7010 . (0.4240
XM w 0.6970 . 0.4250
XN e 0.7050 . 0.4180
X0 e 0.7020 . 0.4200
YO0 B 0.5360 . 0.2770
Y1 B 0.5430 . (0.2920
Y2 B 0.5380 . 0.2720
Y3 m 0.5430 . 0.2920
Y4  0.5380 . 0.2730
Y5 B 0.5450 . 0.2950
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Chain Atom inclusion Q-score
Y6 m 0.5300 . 0.2740
Y7 B 0.5480 . 0.2930
YB e 0.6920 . 0.4190
YC e 0.7070 . 0.4050
YD B 0.6710 . (0.3890
YE  0.6650 . (0.3960
YF  0.6630 = 0.3950
YG e 0.7100 . 0.4130
YH B 0.7150 . 0.4390
YI e 0.7000 . (0.4340
YJ B 0.6900 . 0.4370
YK e 0.7200 B 0.4310
YL w 0.6970 . 0.4260
YM  0.6860 . 0.4230
YN B 0.6840 . 0.4190
YO e 0.7050 . 0.4080
YP B 0.7050 . 0.4210
Z0 B 0.5180 . (0.2220
Z1 B 0.5100 . (0.2150
72 m 0.5130 I 0.2160
73 m 0.5200 . 0.2190
7B B 0.6850 . 0.3750
7C B 0.6810 . (0.3670
7D  0.6620 . (0.3630
ZE B 0.6660 . 0.3770
7F e 0.6870 . (0.3840
7G  0.6920 . 0.3920
ZH e 0.6890 . 0.4040
71 e 0.6890 . 0.4080
ZJ e 0.6960 . 0.4020
ZK e 0.7010 . (0.3900
7L B 0.6870 . (0.3940
ZM  0.6840 . (0.4000
ZN e 0.6960 . 0.3970
70 B 0.6830 . 0.3730
7P e 0.6780 . 0.3770
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