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1 Overall quality at a glance (i)

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

The reported resolution of this entry is 3.80 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 Percentile Ranks Value
Rfrec NN (— 072
Clashscore - 37
Ramachandran outliers D 6.4%
Sidechain outliers D (2.4%
RSRZ outliers NN . 1%
Worse Better
I Percentile relative to all X-ray structures
[I Percentile relative to X-ray structures of similar resolution
Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Rfree 130704 1212 (4.00-3.60)
Clashscore 141614 1288 (4.00-3.60)
Ramachandran outliers 138981 1243 (4.00-3.60)
Sidechain outliers 138945 1237 (4.00-3.60)
RSRZ outliers 127900 1121 (4.00-3.60)

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

Mol | Chain | Length Quality of chain
1 AA 559 L 33% 53% 10% = -
1 Aa 559 L 79% 17% ..
1 BA 559 < 33% 53% 10% = o
1 Ba 559 = 79% 17%
2 AB 527 < 33% 52% 12%

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

Mol | Chain | Length Quality of chain
z
2 Ab 527 80% 17%
.
L e
2 BB 527 33% 52% 12%
=
2 Bb 527 80% 17% ..
%
B o me
3 AD 528 38% 49% 9%
-
3 Ad 528 82% 13%
%
i o me
3 BD 528 37% 50% 9%
i
3 Bd 528 82% 13%
%
. s Ee———
4 AE 562 38% 47% 8% - 6%
z
4 Ae 562 80% 13% - 6%
%
. S R
4 BE 562 37% 48% 8% + 6%
z
4 Be 562 80% 13% - 6%
3%
B
5 AG 590 31% 46% 9% 14%
=
I
5 Ag 590 73% 13% - 14%
%
B
5 BG 590 32% 45% 9% 14%
i
I
5 Bg 590 72% 13% . 14%
%
I L e
6 AH 550 34% 49% 10% - 6%
i
6 Ah 550 79% 14% . 6%
%
. P ——
6 BH 550 34% 49% 10% - 6%
= -
6 Bh 550 79% 14% - 6%
%
. S R
7 AQ 568 37% 45% 10% - 8%
= —
7 Aq 568 79% 12% . 8%
3%
- . R
7 BQ 568 37% 45% 10% - 8%
2
7 Bq 568 79% 12% . 8%
3%
- L ]
8 AZ 546 38% 51% 8% -
-
8 Az 546 83% 14%

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

Mol | Chain | Length Quality of chain
3%
8 BZ 546 = 39% 50% 8% -
3%
8 Bz 546 - 83% 14%

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
10 | BEF AG 1002 - - X -
10 | BEF BG | 4002 - - X -
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2 Entry composition (i)

There are 11 unique types of molecules in this entry. The entry contains 128780 atoms, of which
0 are hydrogens and 0 are deuteriums.

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

e Molecule 1 is a protein called T-COMPLEX PROTEIN 1 SUBUNIT ALPHA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S
1 AA 537 4060 2539 710 791 20 0 0 0

Total C N O S
1 Aa 537 4060 2539 710 791 20 0 0 0

Total C N O S
1 BA 537 4060 2539 710 791 20 0 0 0

Total C N O S
1 Ba 537 4060 2539 710 791 20 0 0 0

e Molecule 2 is a protein called T-COMPLEX PROTEIN 1 SUBUNIT BETA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S
2 AB p17 3927 2455 679 779 14 0 0 0

Total C N O S
2 Ab p17 3927 2455 679 779 14 0 0 0

Total C N O S
2 BB p17 3927 2455 679 779 14 0 0 0

Total C N O S
2 Bb p17 3927 2455 679 779 14 0 0 0

e Molecule 3 is a protein called T-COMPLEX PROTEIN 1 SUBUNIT DELTA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S
3 AD 515 3938 2459 694 768 17 0 0 0

Total C N O S
3 Ad 515 3938 2459 694 768 17 0 0 0

Total C N O S
3 BD o15 3938 2459 694 768 17 0 0 0

Total C N O S
3 Bd o15 3938 2459 694 768 17 0 0 0
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There are 4 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
AD 345 ASP GLY | engineered mutation | UNP P39078
Ad 1345 ASP GLY | engineered mutation | UNP P39078
BD 3345 ASP GLY | engineered mutation | UNP P39078
Bd 4345 ASP GLY | engineered mutation | UNP P39078

e Molecule 4 is a protein called T-COMPLEX PROTEIN 1 SUBUNIT EPSILON.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S
4 AB 028 4068 2550 699 798 21 0 0 0

Total C N O S
4 Ae 028 4068 2550 699 798 21 0 0 0

Total C N O S
4 BE 028 4068 2550 699 798 21 0 0 0

Total C N O S
4 Be 028 4068 2550 699 798 21 0 0 0

e Molecule 5 is a protein called T-COMPLEX PROTEIN 1 SUBUNIT GAMMA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S
5 | AG 509 3014 2454 686 748 26 0 0 0

Total C N O S
b | Ag 509 3014 2454 686 748 26 0 0 0

Total C N O S
5 | BG 509 3014 2454 686 748 26 0 0 0

Total C N O S
5 | B 509 3014 2454 686 748 26 0 0 0

There are 224 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment | Reference
AG 901 GLY - insertion | UNP P39077
AG 902 SER - insertion | UNP P39077
AG 903 GLY - insertion | UNP P39077
AG 904 SER - insertion | UNP P39077
AG 905 GLY - insertion | UNP P39077
AG 906 TRP - insertion | UNP P39077
AG 907 SER - insertion | UNP P39077
AG 908 HIS - insertion | UNP P39077
AG 909 PRO - insertion | UNP P39077

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

Chain | Residue | Modelled | Actual | Comment | Reference
AG 910 GLN - insertion | UNP P39077
AG 911 PHE - insertion | UNP P39077
AG 912 GLU - insertion | UNP P39077
AG 913 LYS - insertion | UNP P39077
AG 914 GLY - insertion | UNP P39077
AG 915 SER - insertion | UNP P39077
AG 916 GLY - insertion | UNP P39077
AG 917 LYS - insertion | UNP P39077
AG 918 ARG - insertion | UNP P39077
AG 919 ARG - insertion | UNP P39077
AG 920 TRP - insertion | UNP P39077
AG 921 LYS - insertion | UNP P39077
AG 922 LYS - insertion | UNP P39077
AG 923 ASN - insertion | UNP P39077
AG 924 PHE - insertion | UNP P39077
AG 925 ILE - insertion | UNP P39077
AG 926 ALA - insertion | UNP P39077
AG 927 VAL - insertion | UNP P39077
AG 928 SER - insertion | UNP P39077
AG 929 ALA - insertion | UNP P39077
AG 930 ALA - insertion | UNP P39077
AG 931 ASN - insertion | UNP P39077
AG 932 ARG - insertion | UNP P39077
AG 933 PHE - insertion | UNP P39077
AG 934 LYS - insertion | UNP P39077
AG 935 LYS - insertion | UNP P39077
AG 936 ILE - insertion | UNP P39077
AG 937 SER - insertion | UNP P39077
AG 938 SER - insertion | UNP P39077
AG 939 SER - insertion | UNP P39077
AG 940 GLY - insertion | UNP P39077
AG 941 ALA - insertion | UNP P39077
AG 942 LEU - insertion | UNP P39077
AG 943 GLY - insertion | UNP P39077
AG 944 SER - insertion | UNP P39077
AG 945 GLY - insertion | UNP P39077
AG 946 HIS - insertion | UNP P39077
AG 947 HIS - insertion | UNP P39077
AG 948 HIS - insertion | UNP P39077
AG 949 HIS - insertion | UNP P39077
AG 950 HIS - insertion | UNP P39077
AG 951 HIS - insertion | UNP P39077

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

Chain | Residue | Modelled | Actual | Comment | Reference
AG 952 HIS - insertion | UNP P39077
AG 953 HIS - insertion | UNP P39077
AG 954 GLY - insertion | UNP P39077
AG 955 SER - insertion | UNP P39077
AG 956 GLY - insertion | UNP P39077
Ag 1901 GLY - insertion | UNP P39077
Ag 1902 SER - insertion | UNP P39077
Ag 1903 GLY - insertion | UNP P39077
Ag 1904 SER - insertion | UNP P39077
Ag 1905 GLY - insertion | UNP P39077
Ag 1906 TRP - insertion | UNP P39077
Ag 1907 SER - insertion | UNP P39077
Ag 1908 HIS - insertion | UNP P39077
Ag 1909 PRO - insertion | UNP P39077
Ag 1910 GLN - insertion | UNP P39077
Ag 1911 PHE - insertion | UNP P39077
Ag 1912 GLU - insertion | UNP P39077
Ag 1913 LYS - insertion | UNP P39077
Ag 1914 GLY - insertion | UNP P39077
Ag 1915 SER - insertion | UNP P39077
Ag 1916 GLY - insertion | UNP P39077
Ag 1917 LYS - insertion | UNP P39077
Ag 1918 ARG - insertion | UNP P39077
Ag 1919 ARG - insertion | UNP P39077
Ag 1920 TRP - insertion | UNP P39077
Ag 1921 LYS - insertion | UNP P39077
Ag 1922 LYS - insertion | UNP P39077
Ag 1923 ASN - insertion | UNP P39077
Ag 1924 PHE - insertion | UNP P39077
Ag 1925 ILE - insertion | UNP P39077
Ag 1926 ALA - insertion | UNP P39077
Ag 1927 VAL - insertion | UNP P39077
Ag 1928 SER - insertion | UNP P39077
Ag 1929 ALA - insertion | UNP P39077
Ag 1930 ALA - insertion | UNP P39077
Ag 1931 ASN - insertion | UNP P39077
Ag 1932 ARG - insertion | UNP P39077
Ag 1933 PHE - insertion | UNP P39077
Ag 1934 LYS - insertion | UNP P39077
Ag 1935 LYS - insertion | UNP P39077
Ag 1936 ILE - insertion | UNP P39077
Ag 1937 SER - insertion | UNP P39077

Continued on next page...
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Chain | Residue | Modelled | Actual | Comment | Reference
Ag 1938 SER - insertion | UNP P39077
Ag 1939 SER - insertion | UNP P39077
Ag 1940 GLY - insertion | UNP P39077
Ag 1941 ALA - insertion | UNP P39077
Ag 1942 LEU - insertion | UNP P39077
Ag 1943 GLY - insertion | UNP P39077
Ag 1944 SER - insertion | UNP P39077
Ag 1945 GLY - insertion | UNP P39077
Ag 1946 HIS - insertion | UNP P39077
Ag 1947 HIS - insertion | UNP P39077
Ag 1948 HIS - insertion | UNP P39077
Ag 1949 HIS - insertion | UNP P39077
Ag 1950 HIS - insertion | UNP P39077
Ag 1951 HIS - insertion | UNP P39077
Ag 1952 HIS - insertion | UNP P39077
Ag 1953 HIS - insertion | UNP P39077
Ag 1954 GLY - insertion | UNP P39077
Ag 1955 SER - insertion | UNP P39077
Ag 1956 GLY - insertion | UNP P39077
BG 3901 GLY - insertion | UNP P39077
BG 3902 SER - insertion | UNP P39077
BG 3903 GLY - insertion | UNP P39077
BG 3904 SER - insertion | UNP P39077
BG 3905 GLY - insertion | UNP P39077
BG 3906 TRP - insertion | UNP P39077
BG 3907 SER - insertion | UNP P39077
BG 3908 HIS - insertion | UNP P39077
BG 3909 PRO - insertion | UNP P39077
BG 3910 GLN - insertion | UNP P39077
BG 3911 PHE - insertion | UNP P39077
BG 3912 GLU - insertion | UNP P39077
BG 3913 LYS - insertion | UNP P39077
BG 3914 GLY - insertion | UNP P39077
BG 3915 SER - insertion | UNP P39077
BG 3916 GLY - insertion | UNP P39077
BG 3917 LYS - insertion | UNP P39077
BG 3918 ARG - insertion | UNP P39077
BG 3919 ARG - insertion | UNP P39077
BG 3920 TRP - insertion | UNP P39077
BG 3921 LYS - insertion | UNP P39077
BG 3922 LYS - insertion | UNP P39077
BG 3923 ASN - insertion | UNP P39077

Continued on next page...
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Chain | Residue | Modelled | Actual | Comment | Reference
BG 3924 PHE - insertion | UNP P39077
BG 3925 ILE - insertion | UNP P39077
BG 3926 ALA - insertion | UNP P39077
BG 3927 VAL - insertion | UNP P39077
BG 3928 SER - insertion | UNP P39077
BG 3929 ALA - insertion | UNP P39077
BG 3930 ALA - insertion | UNP P39077
BG 3931 ASN - insertion | UNP P39077
BG 3932 ARG - insertion | UNP P39077
BG 3933 PHE - insertion | UNP P39077
BG 3934 LYS - insertion | UNP P39077
BG 3935 LYS - insertion | UNP P39077
BG 3936 ILE - insertion | UNP P39077
BG 3937 SER - insertion | UNP P39077
BG 3938 SER - insertion | UNP P39077
BG 3939 SER - insertion | UNP P39077
BG 3940 GLY - insertion | UNP P39077
BG 3941 ALA - insertion | UNP P39077
BG 3942 LEU - insertion | UNP P39077
BG 3943 GLY - insertion | UNP P39077
BG 3944 SER - insertion | UNP P39077
BG 3945 GLY - insertion | UNP P39077
BG 3946 HIS - insertion | UNP P39077
BG 3947 HIS - insertion | UNP P39077
BG 3948 HIS - insertion | UNP P39077
BG 3949 HIS - insertion | UNP P39077
BG 3950 HIS - insertion | UNP P39077
BG 3951 HIS - insertion | UNP P39077
BG 3952 HIS - insertion | UNP P39077
BG 3953 HIS - insertion | UNP P39077
BG 3954 GLY - insertion | UNP P39077
BG 3955 SER - insertion | UNP P39077
BG 3956 GLY - insertion | UNP P39077
Bg 4901 GLY - insertion | UNP P39077
Bg 4902 SER - insertion | UNP P39077
Bg 4903 GLY - insertion | UNP P39077
Bg 4904 SER - insertion | UNP P39077
Bg 4905 GLY - insertion | UNP P39077
Bg 4906 TRP - insertion | UNP P39077
Bg 4907 SER - insertion | UNP P39077
Bg 4908 HIS - insertion | UNP P39077
Bg 4909 PRO - insertion | UNP P39077

Continued on next page...
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Chain | Residue | Modelled | Actual | Comment | Reference
Bg 4910 GLN - insertion | UNP P39077
Bg 4911 PHE - insertion | UNP P39077
Bg 4912 GLU - insertion | UNP P39077
Bg 4913 LYS - insertion | UNP P39077
Bg 4914 GLY - insertion | UNP P39077
Bg 4915 SER - insertion | UNP P39077
Bg 4916 GLY - insertion | UNP P39077
Bg 4917 LYS - insertion | UNP P39077
Bg 4918 ARG - insertion | UNP P39077
Bg 4919 ARG - insertion | UNP P39077
Bg 4920 TRP - insertion | UNP P39077
Bg 4921 LYS - insertion | UNP P39077
Bg 4922 LYS - insertion | UNP P39077
Bg 4923 ASN - insertion | UNP P39077
Bg 4924 PHE - insertion | UNP P39077
Bg 4925 ILE - insertion | UNP P39077
Bg 4926 ALA - insertion | UNP P39077
Bg 4927 VAL - insertion | UNP P39077
Bg 4928 SER - insertion | UNP P39077
Bg 4929 ALA - insertion | UNP P39077
Bg 4930 ALA - insertion | UNP P39077
Bg 4931 ASN - insertion | UNP P39077
Bg 4932 ARG - insertion | UNP P39077
Bg 4933 PHE - insertion | UNP P39077
Bg 4934 LYS - insertion | UNP P39077
Bg 4935 LYS - insertion | UNP P39077
Bg 4936 ILE - insertion | UNP P39077
Bg 4937 SER - insertion | UNP P39077
Bg 4938 SER - insertion | UNP P39077
Bg 4939 SER - insertion | UNP P39077
Bg 4940 GLY - insertion | UNP P39077
Bg 4941 ALA - insertion | UNP P39077
Bg 4942 LEU - insertion | UNP P39077
Bg 4943 GLY - insertion | UNP P39077
Bg 4944 SER - insertion | UNP P39077
Bg 4945 GLY - insertion | UNP P39077
Bg 4946 HIS - insertion | UNP P39077
Bg 4947 HIS - insertion | UNP P39077
Bg 4948 HIS - insertion | UNP P39077
Bg 4949 HIS - insertion | UNP P39077
Bg 4950 HIS - insertion | UNP P39077
Bg 4951 HIS - insertion | UNP P39077

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

Chain | Residue | Modelled | Actual | Comment | Reference
Bg 4952 HIS - insertion | UNP P39077
Bg 4953 HIS - insertion | UNP P39077
Bg 4954 GLY - insertion | UNP P39077
Bg 4955 SER - insertion | UNP P39077
Bg 4956 GLY - insertion | UNP P39077

e Molecule 6 is a protein called T-COMPLEX PROTEIN 1 SUBUNIT ETA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S
6 AH 519 3962 2495 678 770 19 0 0 0

Total C N O S
6 Ah 519 3962 2495 678 770 19 0 0 0

Total C N O S
6 BH 519 3962 2495 678 770 19 0 0 0

Total C N O S
0 Bh 519 3962 2495 678 770 19 0 0 0

e Molecule 7 is a protein called T-COMPLEX PROTEIN 1 SUBUNIT THETA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S
7 AQ 523 3981 2509 680 766 26 0 0 0

Total C N O S
7 Aq 523 3981 2509 680 766 26 0 0 0

Total C N O S
7 BQ 523 3981 2509 680 766 26 0 0 0

Total C N O S
7 Bq 523 3981 2509 680 766 26 0 0 0

e Molecule 8 is a protein called T-COMPLEX PROTEIN 1 SUBUNIT ZETA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S
8 AZ 531 4089 2570 708 794 17 0 0 0

Total C N O S
8 Az 531 4089 2570 708 794 17 0 0 0

Total C N O S
8 BZ 531 4089 2570 708 794 17 0 0 0

Total C N O S
8 Bz 531 4089 2570 708 794 17 0 0 0
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e Molecule 9 is ADENOSINE-5-DIPHOSPHATE (three-letter code: ADP) (formula:
C1oH15N5010P2).

oo OH

Mol | Chain | Residues Atoms ZeroOcc | AltConf
w1 YT |
[ [ [wmevot |
[ et ot o |
e [ [wmevot o |
e [ 1 [meNot |
| o w oo |
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I S TN
IR S
NS
M [ wreNot |
e [ weNor e |

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
w1 [ CYDT 0 |
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e o weN ot |
e [ Y oE e |
[ [ weYot e |
IS I
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e Molecule 10 is BERYLLIUM TRIFLUORIDE ION (three-letter code: BEF) (formula: BeFs).
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BEF
F3

F

BEBe™ F Ft

F

F2

Mol | Chain | Residues Atoms ZeroOcc | AltConf
10 | AA 1 Toial Ble g 0 0
10 | AB 1 Toial Ble 1; 0 0
10 | AD 1 Toial Ble 1; 0 0
10 | AE 1 Toial Ble 1; 0 0
10 | AG | Toial Ble 1; 0 0
10 | AH 1 Toial Ble 1; 0 0
10 | AQ | Toial Ble g 0 0
10 | AZ 1 Toial Ble 1;,: 0 0
10 | Aa | Toial Ble g 0 0
10 | Ab 1 Toial Ble 1; 0 0
10 | Ad | Toial Ble 1; 0 0
10 | Ae 1 Toial Ble 1; 0 0
10 | As | Toial Ble 1; 0 0
10 | Ah 1 Toial Ble 1; 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
10 | Aq 1 Toial Ble 1; 0 0
10 | Az 1 Toial Ble 1; 0 0
10 | BA | Toial Ble 1; 0 0
10 | BB | TOFI Ble 1; 0 0
10 | BD 1 Toial Ble 1; 0 0
10 | BE 1 Toial Ble I; 0 0
10 | BG 1 Toial Ble 1; 0 0
10 | BH 1 Toial Ble 1; 0 0
10 | BQ 1 Toial Ble 1; 0 0
10 | BZ 1 Toial Ble I; 0 0
10 | Ba 1 Toial Eie 1; 0 0
10 | Bb 1 Toial Ble g 0 0
10 | Bd 1 Toial Ble g 0 0
10 | Be 1 Toial Ble 1; 0 0
10 | Be 1 Toial Ble 1; 0 0
10 | Bh 1 Toial Ble 1; 0 0
10 | Bq 1 Toial Ble 1; 0 0
10 | Bz 1 Toial Ble 1; 0 0

e Molecule 11 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
11| AA | Toltal N{g 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf

11 | AB 1 Toltal N{g 0 0

11 | AD 1 Toltal N{g 0 0

11 AE 1 Toltal N{g 0 0

11 | AG 1 Toltal N{g 0 0

11 | AH 1 Toltal hgg 0 0

11| AQ 1 Toltal N{g 0 0

11 | Az 1 Total -~ Mg 0 0
11

11 | Aa 1 Total -~ Mg 0 0
11

11 | Ab 1 Toltal N{g 0 0

11 | Ad 1 Toltal N{g 0 0

11 Ac 1 Total -~ Mg 0 0
11

11 | Ag 1 Total - Mg 0 0
11

11 | An 1 Toltal N{g 0 0

11 | Aq 1 Total - Mg 0 0
11

1| Az 1 Total = Mg 0 0
11

11 | BA 1 Toltal l\gg 0 0

11 | BB 1 Total = Mg 0 0
11

11 | BD 1 Toltal l\gg 0 0

11 | BE 1 Total = Mg 0 0
11

11 | BG 1 Tolta“l l\gg 0 0

1 | BH 1 Toltal hgg 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf

11 | BQ | Toltal N{g 0 0

11 | BZ | Total - Mg 0 0
1 1

11 Ba 1 Total - Mg 0 0
1 1

11 Bb 1 Total - Mg 0 0
1 1

11 Bd 1 Total -~ Mg 0 0
1 1

11 | Be 1 Total -~ Mg 0 0
1 1

1 Bg 1 Total Mg 0 0
1 1

11 | Bh 1 Total -~ Mg 0 0
1 1

1 Bq 1 Total Mg 0 0
1 1

11 | Bz 1 Toltal N{g 0 0
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3 Residue-property plots (i)

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

first graphic for a chain summarises the proportions of the various outlier classes displayed in the

second graphic. The second graphic shows the sequence view annotated by issues in geometry and

electron density. Residues are color-coded according to the number of geometric quality criteria

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

A red dot above a residue indicates a poor fit to the electron density (RSRZ > 2). Stretches of 2
or more consecutive residues without any outlier are shown as a green connector. Residues present

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

e Molecule 1: T-COMPLEX PROTEIN 1 SUBUNIT ALPHA

%

Chain AA: ®

10%

53%

33%

S

0sa

9%d

144!
£%S

152

6EA

Sev
YEW
el

1€T

LeN

Sl

3

613

L1D
91D
ST1
¥14

o
—
=

0TS
64

ON

26y

06d

4548

21es
1Ty
0TZH

802V
L0TH
9021

coey

86TA

6971

L9TH

FITI

C9TL
T9TH

6STI

i

SSTL

0821
6.2D

L.T3
9,24

€L21
[k}
T.L2d

692

¥ve1
£VEN

TVEW
0%€S

LEET

€eelL
ceey
T€€Y

62e1
8ced
Lced

sceda

i

LO¥S
90%1

70va

20¥1
T0%S

66€d
86EN
L6€4
96€Q
S6€T
vees

T6EN

68€D
88€Y

98€1

€8€S

9.€D
SLex
vLe1
€LET
CLET

0.L€3

S9€N

£9ed

T9EA
09€d

LS€T
95€D

£G€S

TS€4

67€L
8ved
Lved

E€EVT

TEVI

621
PXa4
9¢vd
STHA

€C¥D
{4470

0zvd

6T7A

9T¥D

€TV
(45749

0T¥d
60%A

8873
L8%Y

S8%0

€87V
[45414

08%&
6.%S

8¥5a

S¥SI

e Molecule 1: T-COMPLEX PROTEIN 1 SUBUNIT ALPHA

€%S1
2vsa

%

Chain Aa: :

17%

79%

RLDWIDE

SPDB

PROTEIN DATA BANK

W


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

wwPDB X-ray Structure Validation Summary Report 4V8R

Page 20

88TTH

78111

8LTIN

9STT1

EVTTA
[440%

LETTI

SETTA

0ETTYH

6TTTH

9TTTA

€60Td

8.L0Td
LLOTH

€L0T1

290TA
T90TL

9501a

TSOTH
0s0Ta

E€¥0TS

020TI

€T0T1
CT0TL

0T0TS
600TY

900TN

66CTL

1621V

%8214

28211

L

vL21d
® 0.211

9921

vse1v

19211

6%CT1
wvmaa
ﬁwmﬂz
8ETTY
hmmﬁu
8CCTA

L1211

s1C1d
vﬁm.ﬂ L
momﬂm
S0CTA
¥0ZIN
€0CTA

102
00ZTA
mJﬁam
96T1TI
S6773d

€6TTA

T6TIN
06TTH

987 TN

8.Ly1d

69%Ta

SOFIN

SGPTT

0EFIN

LIFIN
9T¥1D

L0¥1S

vov1a

00v1d

C8ETS

T8ETS
08ETH

8LETS
LLETL
9LETD

89€Td

6EETS

SEETV

9CETT

ozeTd

96718

T-COMPLEX PROTEIN 1 SUBUNIT ALPHA

e Molecule 1

10%

53%

33%

Chain BA:

CTLOET

€50€T
CS0EN

050ed

9%0ed

7v0eT
E€¥0€S

TY0EN

6E0EA

SE0EY
YE0EW
€E0EL

T€0€T

LTOEN

S20ET

k

6T0EN

L10€D
9T0€D
STOET
y10€d

CT0EL

0T0€S
600€Y

900EN

LY1€ES
ovTEL
svies
vvieT
EVTEN
cvied
TVIEN
(4508

F

9ETEY
SETEd

€eT€T
CETEY

oJﬁmﬁ
LTTEL
wJﬁmH
TCTEH
0CTEI
6TTEN

LTTEN

siin

ETTEN
CTIEY
TrTEY
OTTEN
mJﬁmq
€07€I
NJmm>
wmmmh
€60€d
260€Y
060€b
mw“wa

980€T

¥80€A
€80€T
NmeH
8.L0ed
LLOEH

SLOEA

€L0ET

V1CeL

212es
TTCEN
0TZ€D

80CEY
L0zeN

08TEA
6LIEN
8LIEN

oL1ed

TLIEV

69T€I
89T€I
L9TEN

S9TES
YoTEN
€9T€S
C¢9TEL
T9TEX

Llzed

€LTET
TLzEd
T.Lzed

69zed
89z€d
L9zed
992ed

® %9zCel

T92€h
09CZEA

LSTeEY
9GTEN

YScev

9€TeY
SETEN
veced
EETEN

TeCED
0€TES

92TED
SCTEN

2TTER

0zeed

6TCEA

Lyeed

Theet
EVEEN

TYEEN
0beES

LEEET

6TEEY
8TEEA

9TEEN
STEET

0T€EL

80€€eN
NOMMA
eoged
COoEET
TOEED

86CEL
L62€T
96CEA
S6CEN
62D

262D

68CEL
88CEL
L8TEN

S8CTEA

€8ced

T82EA
082Z€eI
6.2€D

60VEA
80VEA
L0¥ES
90V€T

70ved

20veET
TOvES

66€£€d
86EEW
Leeed
96€ed
S6€€T
V6EES

T6EEN

68€ED
88€EY

98€ET

E€B8EES

9.L€€D
SLeexd
VLEET
€LeeT
® CTLEEIL

0Lg€d

S9EEN

£9€ED

TOEEA
09€€d

LSEET
9G€€D

€5€ES

TSE€d

6VEEL
8veed

6.LV€S

9LVEN

vLVEN
€LVET

0L¥ES
69%€d

99%EY

8EVEL
LEVEY

€EVET

TEVEL

9T¥ED

€TPeT
CIVEL

0TPEN

£vSel
cvsea
TPSEL
0vSeY

8ESET

9ESEN

€E5€T
CESET
TESEY
0€SES
625eN
8CSET
LTS€ES
9TSEN
STSEA
YTsen

2esel
TTSEL
0zsed
615€d
8TG€T
LISEA

€TG€T
215ed
TTS€d
OTSEA
60S€T
80G€N

905€Y
SO0SET
Y0s€e1
£05ed
20S€T

667EN

LBYEX
96%€S

v6ved

® 88%eN
L8YEY

58%€d

£8¥eY
[45%234

08%€X

8¥5ed

SPSET

O

R LDWIDE
PROTEIN DATA BANK

W



4V8R

17%

79%

wwPDB X-ray Structure Validation Summary Report

T-COMPLEX PROTEIN 1 SUBUNIT ALPHA

3%

e Molecule 1

Page 21
Chain Ba

881N

8171

8LIVN

9GTY1

EVITA
cviva

LETYVI

SETYAE

0ETYY

(195728

9TTVA

€607

8L0%d
LLOVH

€L0%1

2907A
T90%L

9507

TS0%Y
0507

E€Y0¥S

020vI

€107 1
(410729

0T0%s
60074

9007N

ozevd

66271

11444

¥82vd

[4:147)
v.L2vd
0L2%1

9927

1441

@ TS2¥1

6¥CY1
wwﬂwa
ﬂ¢MW=
8ETHY
hmﬂ¢H
8TTYA

L1271

STCva
wﬁmwh
mo“ﬁm
S0ZYA
Y0ZvN
€0CTA

T0ZYA
002%A
mewm
96TVI
S61vd

€617

T6TYN
06170

6977

SOPTN

SSPYT

0EVTN

LIPPN
15770

LO%¥S

vovva

00774

+

2T8EVS
T8EVS
08EVH

8LEVS

LLEVL
9LEVD

89€¥%d

EVETN
B6EEVS
SEETVY

92EYT

12%

52%

T-COMPLEX PROTEIN 1 SUBUNIT BETA

33%

%
B

e Molecule 2
Chain AB:

0S8
8¥%S
S¥1
472!

£%a

6€d

oo}
3}
(&}

vex

6CTA

D
[
n

121

<
[l
=

N
o
<I

—
[
%]

o
(3]
I.-.‘

0 O N~ DO =N w0 ©
© 0 0 Lol e o)) o o
[N=N} AU = e

8TV

o
o
o=

© N~
I“‘UI

Sy
o

6714

9vIN

EVIS
CYIN

+

9€TL
SGETT

€ETA

€TV
8¢1s
SeTYd
[aaxcs

1211
0TI

8110
L11d
9TTH

74958

T11d

60TT

by
=1
-
~

oo}
[}
=

o0
<)
=

il
~
=

SLTH

TSeH

6vTH
8%Cl

S¥CI
o ¥¥ed

ved

8€T1

9€TL

veTY

CET1
TeeI
0€TH

9veT

SEED
veen

ceed

@ 62ed

veed
£2ED

TCEL

61€7T
8TEV

9T€Y
ST1€ed
YTEA

21ed
T1€4

80€H
L0€d
90€T

Y0eEN
€0€T

8624
L6271
962h
S6cd
v62d

1821
082D
6.24

08EY

8L

9LEL
SLed

€LEL

0.L€4

0EVA

128

{44728
TCYN

(354
81¥d

STV

88%A
L8¥1

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W

T-COMPLEX PROTEIN 1 SUBUNIT BETA

e Molecule 2



wwPDB X-ray Structure Validation Summary Report 4V8R

Page 22

S8TTIA
78111

89710
€91TS

1S114

17%
|

VT

15451

9ETTL
SETTT

€ET1a
CETTT

8C11S

PITId

1111d

660TS

¥601s

880TA

LL0TT
9L0TA

80%

SSOTIW

0S0TS
6701V

97071

LEOTT

SEO0TS

61074

STOTY

%
B

€107d

v

S00TI
0070

Chain Ab

Te€Td

EiZax

EVCTA
(4745’

6€21d

LETTL

SETTN

€ETTI

F

T2CIN

6121
8T¢T4d
PARAS]
9121

[424 %8

oregrd

101D

S6TTI

68TTN

L8118

ETSTN
c¢1s1a

00STS
S67TY
6871d
€L91a
29%18
09714
SS7TT
2¢SyIs
9Ty
LIPTL
€TV
90%1D
20PT1
TOVTA
00%TL
66€TYH
L6€Td
V6ETL
06ETA
T8€Td
LLETT
€9€Td

CT9ETD
TOETV

TSETH

6VETD

LEETT

EEETS

8TSTY

T-COMPLEX PROTEIN 1 SUBUNIT BETA

-

e Molecule 2

52%

33%

%
B

Chain BB

c¢Loed
690€T
890ed
L90€T
TO0EV

850EN

950EA

¥S0€D
€S90€L

T50€S
0S0€S

8%0€S

S¥0eT
A
€¥0€a

6€0€d
8E0ED

9€0EL
SE0ES
veoen
€E0EA
2e0€eT

6C0EA

L20ET

YC0EA

cToeY
T20€ES
020€T

8TOEY

0T0EA
600€D

L00€D
900€d

00ED

ovIeEn

€v1es
CYIEN

L

9ETEL
SETET

E€ETEA

TETEY

8CIES

Se1ed

YLOEV
€LOEY

29T€S

09TEL
6STEL
8STEN
LSTEY
9GT€I
SSTEH
PSTel
€57€T
2S57ed

057€eY
6v1ed

TLTEN
0Lzex
69CEN
892eN
L9zed

j243 1

29ced
T92€1

89CET
PAIAS

S9CeL
Ysces
£52ed

TSCEN

6vcen

8ETET

9ETEL

Yecev

CETET
T€CEL
0€TEN
mwmw<
9¢CEeT

£22ed

T2TEN
0ZTEN

¥icet

€1CET

13345

9beeT

SEEED

2ceeed

62EEA

veeed
€TEED

TZeel

6TEET
8TEEV

9T€EYd
STEET
YIEEA

Z1eed
T1EEd

082€D
6.Lzed

SLgen

TIVEN
0TVEA
60VEN
80v€d

S0VED

F

TOvEA

86EEL

96€€X

v6EEL
€6eeb
T6EES
T6EET

68EES
88€ET
L8EEY
98€ed
G8EEH

28EEY

08EEY

8.L€€d

9LEEL
SLe€0

€LEEL

0Le€Yd

89EEA

99€EL
G9€ED
YoEEY
€9€€d

T9eEY

639€ED

SGEEN

€5€ed

T9€ED
oseed
6YEED
8VEET

29ves

6SVET
8SVEN

9SPEA
GSPET

2aves

SYvEV
YrPeT
EYPEL
(4747409

0vPeT
6ETED

LEVET

YEVEY

0EVEA

LTYES

L

2TYEL
TTYEN

6IVEY
81ved

STVEA

(452

LTGEY

Y19ET

TTSEA
0T5eY
60S€T
80S€T
LOSEA
90S€d
S0SEY

867EA
LETEA

veveN
£67ET

e Molecule 2

T6VER

88VEN
L8YET

T-COMPLEX PROTEIN 1 SUBUNIT BETA

2%

17%

80%

Chain Bb

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8R

Page 23

S8TYY
78171

897%0
€97¥S
TST%d
eid578
1574544

9ETHL
SETHT

€ETHA
(4574

8C1¥S

425728

T11%a

6607S

760%S

880%A

LL0%T
9.L0%A

SS0%W

0S0%S
6V07V

9%071

LEOYT

SEOVS

61074

STO%Y

€10%d

+

S00VI
70070

9TETA
STEVA

F

0ZEVA

0TEYQA

F

062V1
68271

|

£8CL
[4:147\8

082D

€LTVI

ovTvd

EVCTA
(474728

6€C7A

LETHL

SETYN

€ETVI

13447\

®
61C¥D
81Cvd
L1C3
154708

(42472

(2478

T0Z%D

S6TVI

68TVN

L81¥S

ETSIN
215%a

00S%S
S6vvY
68%vd
€LY7A
297S
09%%4
SSY1
CSvYS
474728
PAS AN
157728
90%%0
[dva)
TOvvA
00%%L
66E7Y
L6€%d
veevL
06E7A
T8€Vd
LLEVT
€9€7d
C9EYD

ToEYY

TSEVD

6YEYD

LEEYT

EEETS

TEEVT

8TEVL
LTEYS

8Ts7Yd

T-COMPLEX PROTEIN 1 SUBUNIT DELTA

e Molecule 3

9%

49%

38%

%
B

Chain AD

€Ld
CTLH
TLT

89
994

S91
79I

C9H

09a

89S

Tvd
(75
6€1

SEL

£ea

TEA
0€s
624

Sl

ozA
614

114
0TL

8¥13

9v1a

6€TD
8ETH

9€TT
SETT
YETL

CETA
1€1S

62T
8CTY

9C1S

¥e1d
€CTS

121V

61TI

L11d
9TTH
STTI
0TT1

90TY

Y011

68V

188

8y
£8Y

T8A

SERR
RN

pAAN

68TA

6974

99TX
S9Th

2911

I

LSTS
9GTL

PSTY

2STH
TSTA

671D

S.20
LTI
€LTN

TL21
0LZA

8924

9923
S9Tx
%921

29

€5CI
2SCI

0SZN

8%CL

9¥%ed
Sved
vved
eved
(4443

(4443

L12d
9121l

ovel 2073
6e€d | 9omi
-
P0%1
9€eT €070
SEEa covd
Peey TO¥I
€EET 007A
zeed | |
TEEN LBEY
e e
8zeT ¥6€1
12€D | |
9zeN 68€d
vzel L8ET
gzed | 9gel
cced G8EN
o“mm
91€l 78€D
STEQA 08€Y
[ ovied 6LET
ETEN 8LEN
| zien LiE
TIEW 9.€S
0T€I GLEA
€0EH
TOoET
00€T
86CN P9el
| e £9eA
96TV T9EH
362a o T9EA
624 ® 09¢I
8GES
1628
06231
682h [ ]
wﬂw I vsea
982A r
82N 0SEA
mmwo mﬂmq
08¢ SPea
6L PET
8.T1 o572
LLTA Thea
9Le) | Tved

78YA

8%D
08%Q

LLya

2hcs

TLYN
TL¥S

6971

3

S97A

29vs
TOVN
09%1

LTss

¥ZsI
€2Sa

TesI

918X
STSA

C1SS

0T8T

S0SL

T-COMPLEX PROTEIN 1 SUBUNIT DELTA

€0SA

008d

L6VI

0671
6871

e Molecule 3

13%

82%

4%
.

Chain Ad

O

R LDWIDE
PROTEIN DATA BANK

W



4V8R

wwPDB X-ray Structure Validation Summary Report

Page 24

[a%4 %]
T1e1a
012TI
60CTI

66TTH

e

S8TIN

€6211
26211

0LTT1

99TTA

F

LSTTS

9vT1a

+

(410’8
TT0Td
OTOTL

SSETS

TS€Td

8EETT

0EETD

TCETI

80€TT

90€TS

TOETV

S62Ta

%9211

ovZTh

6ECTd

T-COMPLEX PROTEIN 1 SUBUNIT DELTA

LETTI

TETTH
0€2Td

92C1d

jZ445)

(44453

02ZTI
61CTV

91CTL
STCT1

8TSTY

e¢zsta

GOST.L

98% 1Y

® I8%II

F

LL71d

€LYTH

0LyTYd

99%TA

€9¥TI

09911

LYP11

(0774900

eevTd

0T#11

80714
L0%1d

T

S8ET
78ETN
€8ETN

VLETL

B6SETH

95€Td

9%

50%

37%

%
B

e Molecule 3
Chain BD

ANMmA
890EN
290D
990€X
S90€T
790€T

C90EH

090€d
6S0EN
mmmmm
250€y
T50€S
0S0€L

8¥0€I
LYOEN
9¥0eN
mﬂ“m&
cvoeN
Tv0ed
0%0€D
6E0ET

SE0ET

£€0€d

TEOEA
0€0€S
mNﬁmﬁ
S2OET
YCOEN

0Z0EA
6T0€d

Trogd
0T0EL

677€D
8¥1ed

oviea

6ETED
BETEN

9€TET
SETET
YETET

CTETEA
TETES

621N
8CTEY

€CTES

TCIEV

6TT€T

L17ed
9TTEH
S ._”mm I
0TT€T

90TEY

Y0T€T
€07€T
NJMm<
860€T
NQMm>
260€D

680EY

thMm
¥80€EV
E€80EY

T80EA

6L0EA

LLOEW
9.0€Y

v.L0EA
€L0€d
CTLOEH

967€T
S6TEY
v61€I
T6T€ET
68TEA

S8TEN
y81€d

Z8T€ES

08T€N
6L1€T
8LTEA
LLIES

SLTEA
vLIEY
€LTET

TLIEV

697€d

99T€EX
S97€D

291€I

3

LST€S
9GTEL

YSTEY

cSeTeY
TSTEA

8.TEI
LLTEN
9.TeN
S.2€0
vLTel
€LTEN

TLzeT
0.LZEA

892€Y

992€d
S92EN
¥92eT

(448

632€h

LSTEX
96zed
SGZEN

€GCeI
[4{4°38

0GZEN

8YCEL

ovced
Sveed
Yveed
e£vced
(4445

® S§ETed

YECET

ceTey
Teeen
0gzed
622eN
8cTeYd
LTTEL

2TTES

eveeyd
zheed

oveel
6EEEL

9€EET
Seeea
YEEEY
EEEET
geeed
rTeeen

® 8Ceel
LT€ED
9TEEN

veeet
€geed
geeed

oceed

9T€ET
STEEd

ETEEA

TTEEN
0TEET

€0EEH
20eET

00€ET

86CEN

96CEY
§62ed
v62eYd

T62€S
06zeA
682eb
@® 88CEIl

B
3

[ ]
@® S8CEA
78TEN
€8TED

08zeN

60%ED
80veY

T8EED
08€eY
B6LEET
8LEEA
LLEEA
9.LE€S
SLEEA

€LE€d

Y9gEL
€9EEA
29€eY

09€€T

8GEES

vseea

0SEEN

6¥EET

Sheed
vheeT

78YEA

18%€D
08ved

LLyEd

v.LvEd

TLYEN
TLYES

69%€T

3

S9VEA

29ves
TOvEN
09%€T

0EYEY

9TYES
SCYeET
veved

2ehes
Tevel
ozgvea
61VET
8Tved
L1%ed

CIVEY
TIPEI

LTS€ES

YCSer
€25ed

T2SET

8TSEI

9TSEN
STSEA

CISES

0TSET

S0SEL

T-COMPLEX PROTEIN 1 SUBUNIT DELTA

€0GEA

005€d

L6YET

06¥EL
68VEL

13%
o

82%

+

3%

e Molecule 3
Chain Bd

91CVL
STCYT

[ax470]
11eva
(%4728
602V

66TH)

S8TYN
781%d

18T¥1

0LT¥1

® 991%A

R LDWIDE

PROTEIN DATA BANK

LSTPS

9vTva

+

0eTHY

L

(4402}

+

(4102t
11074
0TO%.L

e



wwPDB X-ray Structure Validation Summary Report 4V8R

Page 25

6SEVN

9GEVa
SGEVS

TSEVE

L

8EEVT

0€ETD

TCEVI

80€%T

90€YS

TOEVV

S627a

€6271
14314729

6.LTV)

y9Cy1
€9CY1

(el447]

® 6€Thd

LeTv1
|
TETHN
ogzva
|

92¢hd

X445

{4448

(44748
(15474

82S7Y

2Tsva

S0SPL

9877

14214729

LLYYE

€LVVH

(Vh7474:

99%7A

€9%¥1

09%%1

VA4

(074747

€evva

0T¥¥1

80774
PX0j747CS

S8EVI
78EYN
€8EYN

T-COMPLEX PROTEIN 1 SUBUNIT EPSILON

e Molecule 4

6%

[} w © N oo
w0 gmmm
< n><

8%

47%

oo
[}
E4

38%

%
B

Chain AE

798

191

Ll

9€D

seb

]
8eTh
LETI

3
i

€ETY
TETH

0€TT
6211

1218
9CTY

TTIA

STTI

€11Q

SOTA

€071

10TV
00TI

YL
€LI

TLQ
0L1

894

9124

45438

012N

0TV

S02A

[4vacy

0024

7618

082X

8.td
L,T3
9.24
S.zd
%.2D

9%

{4428

vy
TN
0¥CI
6€CT

LETS

S€TS
veer

9CTH

eI
@® €qTl
ceea

0zza
61CA

9€EET

veeT
EEEH

TEEV
0eed

secem
eed
€2eD
{44538
T2EN
0ZEA

CIVN
11%S

6074

L0%4

L9€d
99€4

€9EA

1984

8SEL

90S%

667
8671

6871
88%D

6.L%1
9.1
eLYY
0L%4
VovI
970
09%%
LSv3
¥SvA

i 4
(474

6L

855D

Ll

6€9T
8€SI

9esd
SESH

T-COMPLEX PROTEIN 1 SUBUNIT EPSILON

e Molecule 4

2%

6%

.

13%

80%

Chain Ae

15114
8ETTH
PeTT1
6TTTL
€117
LOTTT
C80T.L
89014
90TV
svoTa
9011
€701D
CY0TH

LEOTN

SEOTH

TOETA

€621
T6TTA

28Ty
18¢1d

€LTTL
cLTT1

€921
[4° 1%

L5210

0821S

LYTTH

S¥CT1

EVTTA

0€TTA
62214

LTTTh

® <dtcida

45428

CITTIH
TICTA

® L0TTvV
90CTa

76118

TL11S

O

R LDWIDE
PROTEIN DATA BANK

W



4V8R

wwPDB X-ray Structure Validation Summary Report

|

Page 26

12s1d

8T1STD

Y1510
€15Ta

80STS
LOSTI

V6vTL

YOV1I

[4A%

0SPTW

9€VTA
SEVIN

TEYTH

L2¥T1

STPTI
YIVTIN

L

Yo7 TA
00%1d
L6ETD

CTEETN

06€TA

0LETS

Y9€Td

C9ETI

8YETD

SYETM

SEETT

8CETA
LTETA

S9STI

S¥STO

€73T0

0%STT

9¢ST4d

T-COMPLEX PROTEIN 1 SUBUNIT EPSILON

e Molecule 4

. 6%

8%

48%

37%

%
B

Chain BE

¥o0€es
T90€T
8G0EY
LS0EA
9G0€S
SS0€Y

E£G0EY

TS0€I
0S0€H

LY0€1

+

Sv0€d
YV0€T

CY0EH

8E0EN

9E0ED
Se0ed
veoea
E£E0EN

CYIEH

8eTeD
LETET

3
il

EETEY
TETED

0ETET
621€T

LTT€S

[442N

STTET

€11€ed

0TTES

SOTEA

L80€D
980€d
S80EN

€80€T
C80EL
T80€T
080€d

9L0€S

L

¥.L0€T
€LOET
cTLOEN
TL0€Q
0L0€T

890€Y

912¢€Y

® ¥ITeEN

0TZEN

LOTEY

S0ZEA

20ozed

00zed
66T€Y

v61€S
€6TEA
(435208
88T€ET

Y8TEY
E8TEY

T8T€T
08TET
6.LT€4

SL1€71
vL1€d

TLIEN
TLIES

697€S
897€I

€9T€d
c9otTed
T9T€T
09TEN
6STES
8S9TEI
LSTEY
98TET
GSTEN

E€GTEY
{455k

8YTEN

9¥TeT
SPTEN
YPIel
E€VTEd

[ 1eed
08TeN
8.zed
LLzed
9.Lzed
S.Lzed
.2€0

oLeey
69C€T
892€N
L9TEA

v9ces
€92€D
c9ced

LETES

SETES

9VEEA

eveen
cveey
Tveed
0vEET

8EEEN

9€EET

veee
EEEEH

Teeey
0€eed

Sceen
veeed
€CEED
(44588
TZEEN
0ZEEA
61€EQ

9TEEY

creed

0TE€ET

80eed
L0gENA
90ged
SogeNn

CIVEN
T17€S

607

L0ved
90%€0
SOYEL

L

00v€d

i

96€€d
S6€€T
¥6€€1
£6€€T
TEEEN
T6€€d
06€€d
68EEN

LBEEL
98EED

v8eed

18€€X
08eeT
6.Le€d
8LEES
LLEED

SLEED
vLeeT
€LEEN

L9g€d
99€€d

E€9EEN

T9geY

89€EL

bseer

€GEEH
cseed
TSEET
0Geed

8YEED
LYEED

90SeN

667N
86%€T

8EVEY
LEVES
9EVEA

veEVEN
EEVET
CEVEN

0EVEA

LTYET

SThed

£2CVeET

147,

85S€D

+

TSGET
0ssex

9vSeYd
izcion)
YPSET

6€S9€T
8ESEL

9egeb
SESEN

T-COMPLEX PROTEIN 1 SUBUNIT EPSILON

€ESED

8TSEA
LTSEA
9zsed
GZSET
vesed
oracioyy
CTSEW

8159€D

71590
€19€ed
CTSEN
T18€D
0TS€ET
B60SEN

e Molecule 4

%
i

6%

13%

80%

Chain Be

TST%a
8ETHY
YETVT
6TT7L
€117
L0T%1
280%L
890%Y4
9Y0FY
Svova
7vov1
€¥07D
CYOvH

LEOTN

SE0TD

mm“¢q
8CTEVA
hNMﬂh
ﬁOMw>
€627
1431478

LST¥0

082Z¥S

PAL478

74741

P47

0ETYA
(4474

LTTvd

ceeva

j4%4720

(42471
12247

F

L0THY
902Hd

v61¥s

TLI¥S

O

R LDWIDE
PROTEIN DATA BANK

W



~
=
<t
[ ] pLY 0%1S 902 02N 0T¥d 28yl
[ 1) €Ld | | socy 692M | | 1871
| vhsr1 | TLH 9ETI $0ZA 892a 90%A I
€550 Lo | eeTn | gozk SOVN
- [ | 0LA vETd [ ZEEL | vovd 8.9
= orsT 690 €ET1 I TEEA £07Y [ | o
Q [ | X | | ZETY $9zd | osed 207A SLYH W 98111
ahw. 925¥4 S 891 | 1era 6670 ® €921 62EY | | [ | — 88110
et [ | %91 0ETL | 86TI | | g9z 8ZET 66EY [ ® ©8ITH
1299 £9Y 6211 1613 1921 Lz [ | 1171 £81TYH
>y I | zoH 092N [ ] 96€1 0L7b . [ ]
M 5 199 1 yzea S6EN | e9%s TLTTH
81579 EN 09a — 6 89%'1 < [ ]
s [ | 9szd £650 1971 3 L9TTM
m 71590 < | sszn 81€Y [ 9974 << — [ ]
= £15%Q = 7523 LT€T | teed | sovI = 29T TN
wn [ | M £33 9TEA 06EN $9%d M [ |
805%S | esTh gTEsS 68€1 £9%0 95TTh
m L0571 < TScd [ | 8geT 29%D 0g3A < [ |
1 [ | @) 0S21 425} 1880 | T9vd | 6zsh @) 1€T1Q
M $6YL 6vcd TTEN | osed 099V 8258 0ETTL
= [ | B — L ote1 38€es | eeuN B [ |
= Y9VvI M 60€T o. 8570 ° M STITT
= | e9vbn Lz 80€4 1851
> 29vvH D © | when LOEH | 9svT zesy D
[ | m > £HTA 90€h 1861 SSPL | TesT | m
m 0SFM < | ched ® SO0EV | | | $SPY 0251 TTTTT
= [ | - 172d $0ET L1€D £5vd 6151 ) | OTTTA
= 9etha op! | oven £0ea 9.8V zavI N 601Td
m [0 — et z0gs 18D 1990 — [ |
= [ | 8£21 T0EA 0LEN 0sva S60TL
+ 1EHPY Z, LETH [ | 6960 [ | Z [ |
n [] m 9gzy 8623 e 8981 faaal 161 m 680TA
> skt gees | el 1984 | ewvd | | | ° [ |
< [ | = HETW ® 9621 | 9988 THvA TTS) = M 19019
) STHPI O ee) -G 994 199 0TSA (@) | o090ta |
% HTPHH " | geed ® ©6T1 [ | OvM | 60sS ~ 6S0TN
* A, TETH £62L 19€D | eswd 8050 o, 850TL
m | ogen | — 8evh 2050 25071
=) $0PHA < 62TA LEVT 908) < | 950TA
o [ | &3 822a LSEA | oewh S0ST &3 S50TT
ot 3 g 682V o osen SEvE 70SA 3 %5019
= [ | 9zZN sged | vev1 | €053 [ ]
= L6€%h A R [ ] $SET £evh) 208d A LBOTH
] = = ) Ceem tom = ]
26£7I S 1223 agzd ° 1€V 00SM o €€0Ta
| TecvH 0zz1 820 oy
06€¥7a ﬂ_u 6TZA oI 6%ED [ | ﬂ_u
| [ [ erey even L1271 [
0LEYS 1128 1820 1%Ea [ |
R 912a 08zA 9%€S izass 367 e /o-
{ w SR | are1 6.2b I 1 v67H 0 &
Y9EVd < “n $TCA | sued TTHH £67a <2 ..
| g9evn | = (@) €120 et €€ [ | | zewA | = =10)
I~ Smﬂ % < |z 9,23 | evea 91%9 16%1 % <
[\l 112D Nt T9Ed 55
o 8VEYD e . m oted | oven ¥Ivd l e) . m
20 [ | ° M < 6021 6e€Y €198 M <
< svERN = 9Lt Lt 80231 | geeN zI91 v8vI =
[a W) [ ] 98571 ® @) | s [ | L02d 124 LEEA 1158 | esvd ) O

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8R

Page 28

o*
61€TY

9TETA

TIETH
0TETT

€6CTL

T621d
06CTA

88CT1

98Z1h
|
28CT1
|
LLTT3
|
€LTT1
CTLTTI

99214
S9CTH
yoctd

o e

09CTN
® 6SCIL

9vCT1

6€CTA

LETTH

2eTTd

12213

® TTeid
®

1

9121
S12T1

002TI

® L6114

ZveTa

OVETA

8EETN

9EETI

veerv

6CETY

@® 8TSISs

8TSTD

91STS

66711

86%1D

96%1S

98%1D

08714

8L¥1D

SLYTH

S9PTI

B6SVIN

SEVTE

T-COMPLEX PROTEIN 1 SUBUNIT GAMMA

e Molecule 5

2%

14%

9%

45%

32%

Chain BG

€L0€d
CLOEH

0L0€EA
690€d

S90€T
790€T
E€90EY

T90€D
090€d

¥50€D

8%0€T

TPOEN

Tv0€d

B6E0ET
8E0ED

9€0€eyd
SE0ET
ve0eA
€€0ed
CE0EY
TEOEA

8TOEY
SC0eT
0ZOEY
LT0€D
9TOEL
STOEL

v10€d
£10€d

vviea
ovres
9€TET
€ETET
CETEY
TETEQ
0ETEL

9CTEN

€zTeD
2TIEL
114528
0CTEL
B6TTEA
81Ted
L1TEH
9TT€I

vITEd
€TTER
CITEl
TT1€T
OTTEA
60TEd

L0T€D

v0T1€T
€0TET

660€T
860€T
L60€T
960€EA
S60EL
Y60€EL
€60EL

T60€d

880€d

S80€D

£80€Y4
2T80€Ss
T80€T

6L0€ET
8LOEW

9.L0€X

YLOEY

60C€T
80TeN
L0zed
90TEA
S0ced
70TEA

20zeYd

66TEA

L6TED

T8TEA
T8TEL
08TEN
6LTEA
8LIEY

9L1€T

250

F

0LTEN

F

99T€EH
S9TEI
TITEA

T9TEL
091€D
6GTEL
8GT€ES
LSTEV
9ST€D

7STET

TSTEN

LYTEN

SPTEA

T.T84
0.LzEN
69TEM
892ed

vozed
€9C€T

T9ZEL
09ZEN

L

95¢€d

vSced
€5CEN

TSced
® 0szel
6¥vced

i

S¥TeT

EVTEN

Tvced

6€ced

LETEH
9eced
SETES
VETEN
€ETEN

TE€CEH

bl
3

62TEN
82Ted

2eeed
Teeen
0zeeT
6TCEA

LTTES
912ed

vicen
€12ed

112€D

LEEEA

CEEEL
TEEEA

6CEEY
8CZEEL
Lceed

veeea

8T€EY
LTEET
9TEEA
STEES

CTEED
T1EEN

60€€T
80EEA
LOEEH
90€ED

Y0eeT
£0eea
C0gES
TogEA

862€d

962€T

® ¥6Cel

Llzged

TLEED
0LEEN
69€€d
L9ged
Soged

TOEED

LSEEA

G5eEd
YSEET

L

67€ED

Lveea

€VeET

Tveed

B6EEEY

0Tved

90¥EA
SOPEN

€0VEY
[40j4 N

66EEY

96€€T
S6EEN
veeed
£6€€d
26EET

06EEN
68€€T
88€ET
1L8€Ed

SB8EES

T8€EET

LLEED
9LEEY

Z8YEL
T87EL
8.L%€D
SLYEH
cLyed

TLYET
0.%Eb

89%€T
L9%€T
99%€d

voved
£9¥ed
29%€D

09%eY

8SvED
LSYET

SSPEL
vsved
€5ved
[4ciZan
19%€0
0sved

YrveEY

(474728
Tvved
(0747200

8EVED
LEVET

SEVET

£EVED

TEVEY
0evEN

LTET
veves
TCYEN
STPED
vived
E€TVeES

CIveT
T1%€Ss

0ESEA

8CSES

2esed

T-COMPLEX PROTEIN 1 SUBUNIT GAMMA

02seT
615€T

S67EA
Y6veEN
£67€Q

e Molecule 5

T67€L

¥8YEL

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8R

Page 29

@ 981¥%1
@ §81¥%d
15728
€814

14%

TLITH

L9T¥M

(4215728

13%
-

9ST¥D
(574541

TETVA
0ETVL

S2Tv1

TTT%1

60T7d

S60%.L

680%A

T90%D

72%

650N
8507.L
L5071

SS071
75070

PAZ 0701

2%
B

Chain Bg

62EVY

61EVY

9TEVA
|

TTERH

0TEYT
|

€621

T62Hd
06C7A

88C%1

98Z%h

8Tyl

LLTvAa

€LTYVT

TLTYI

99¢vd
S9CvN
T4

1

09CHN
6SChL

Tyl

6€TYA

LETVH

C¢ETYd

VX447 8

1144720

912

8TS¥Ss

8TS%D

918¥S

66771
86%%D

9677S

98%¥D

08%7d

8LY¥D

SLYYH

SOVPI

6SYYN

8EEVN

9EEVI

veevy

T-COMPLEX PROTEIN 1 SUBUNIT ETA

e Molecule 6

6%

10%

49%

34%

%
B

Chain AH

CS1s
TSTH

EVTT

6ETH

LETA

SETT

EETA

TETH

SCTI

L1174
9TT1

ETTA

OTTH
60TH

86TT

96Ta
S61d

BTN

06Ta

98TA

98TV

[4:3%]
T8TH

B6LTA

1823

S8CTA
820

2821
T8¢y
08231
6,24
8.C1

*

€Ly

6GCA
89¢H
Lsey

9vCA
SveN

€VTS

eI
oveH
6€2d

9€Cd

veTH

£5€d

6.€4
8.LET

€LEL

0LED

g9ed
79€T

G674

T6TN

68¥D

99PN

YovI
€973

6574

95PN

i

1153728

8¢¥s
LTYA
92va

vl
€2V0

Tews
(4718
61va

9T3SN
SCSL
2SI

0ZSA

T-COMPLEX PROTEIN 1 SUBUNIT ETA

8191
L1SI

iA%:AN
€TS8V

e Molecule 6

3%

6%

14%

79%

Chain Ah

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8R

Page 30

16114

68111

28110

LYTTI

SYTTA
YYiTY

L0773

70111

COTTL
T601d
8L0Td

SLOTA
v.,01Q

9901
T90TL
85070
0507a

€V0TL

810Ta

€T0T1

TT0TA
0TOTI

€EETS

YTeIn

6TETS

TIEIN
0TETY

00€TD

T6CIN

[ ]
® 0921

6YCTd

VA4S

e ¥vCll

[aZ4 %!

TETTH

ommﬁm
veetd
€CTTL
[444 %’}

ommﬁm
momﬁz
20TTA
10211
002TH
66TTI

LBTTH

91ST1

L8VIN
98%1d

vev1d

6LYTA

9.¥13a

F

T-COMPLEX PROTEIN 1 SUBUNIT ETA

CT9ETA

9YETT

e Molecule 6

vvera
€VETd

oveTa
B6EETS
8EETL

6%

10%

49%

34%

%
B

Chain BH

CSTES
TSTEN

EVIET

6ETEN

LETEA

SETET

EETEA

TeETEN

Se1el

L11€d
9T1€T

ETTEA

OTTEA
60TEN

vot1eT
€0TEL

T0TEA

860EL

960€Q

v60€EA
€60€d

T60€Q

980€1

€80€71
C80EL

080€Y
6.L0EV

LLOEH
9L0EA
SLOEA

€LOET
CLOET

86TET

967€d
S6TEQ

Z6TEN

06TEA

961€d

|

€LTEY

89Z€h

99zed

v9geEA
€9CEH
29ced

6SCEA
85ced
LSTEY

9YCEA
SYTEN

£vTes

Tveel
ovzexd
6€Ted

9€TEL

veETEN

62ced
8CTED

9TTER
seees
veeed

B6TCEY

SYeEEH
vveed
eveed
cveen
TveEEL
oveea
6EEES

LEEEL
9EEES
seeed
veeel
€EEES
CEEED

0EEEA
62EEY

LTEET
9TEEN
Sceed

ECEEN
ceeea

s

8TEEA
L1E€Y
9T€€D

ereed
[43308

60€ed
80€EY
Loged
90ged
SOEED
voeeL
€0EEY
C0EET

662€1
862€d
L62€T
962€N
S6C€S
v62eT
€6CEA
® T6CEL

06zeY

1,8T€d

S8TEN

98€E€T

S8EEA
v8eed
£€8eed
28eeY

€LEEL

0LEED

F

S9€€4d

F

Toeey

89€ED
LSEET
9geed
SSEEN

€5eed
cseed
TGeeT

8YEEL

68VED
88VET
L8VEN

v8ved

T8%€EA
08%ED

8LVEM
LLvEN
9.L%€d

CLYEH

69%€4
89V€T

99VEN

7ovel

F

8VVEA

TEVET

8C¥ES
LTHER

veve
€T7ED

0ozven
61ved
8TVEN

9TVEL
STPEV

GTSEL
YCSeT

0TSEA

8TS€T

VISEL

ETSEY
c¢1sed
T amm.—.
80SEN
L0SET

S0SEN
Y0SET

CTOSEA
T0S€ET
00SEY
66ved
867€d

e Molecule 6

96VEA
Seved

® T6%EN

T-COMPLEX PROTEIN 1 SUBUNIT ETA

4%

6%

.

14%

79%

Chain Bh

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8R

Page 31

66TV1

L6TYN

16174

68171

281%0

+

(41574

® 671¥%S

LYIVI

SYIvA
vvivy

L0793

%0191

[40)572%

T60%a

|
8207d

|
SL07A
2070

S907a

T90%L

85070

0507

E€Y0VL

8107

€107

TT07A

0T0%I

6EEYS
@® S8EEVL

€EETS
YTevn
6TEYS

TIEPN
0TEYY

@ 00€%D

T6CTYN
182vd
LLTYT
0L2¥1

L9TYA

672y

VAZ47CS

j4%474)

L]
@ Tyl
[ ]

zETHY
ommwm
Yeevd
€TThL
(444728

® 02zvd

[} momws
[4v47')
T0Z¥I
002¥D

91871

I

L87FN
98%vd

vevva

6LYVA

9.vva

(44748

09%%a

€SP71

CEVRY

(4474728

86ETH

TBETS

€8€7d

8LEVT

LLEVT
9.LEVT

+

T-COMPLEX PROTEIN 1 SUBUNIT THETA

89€7D

9VEYT

e Molecule 7

vveva
EVEVd

0veva

8%

.

b
©
B3

10%

45%

37%

oo
-
>~

19a
99N
S9L
V91

(4228

© o
0 0
=4

©
e
=

SSI
Y81

2SN

8%d

Eizl
S¥S

€71

6EH

N o o m
o™ M 2
H o<

0eX

8¢I

sca

€N

TCA

©
-~
o

6d

(44!
1A%

8ETL
LETA

N o O~ WO
S O o SO0 OO d
[Nl AN NANN
b= nHEK>>NX

SETH
veTY
EETN

8¢TI

921d
SCTA

€eTs
® 2Tl

611S
8TTI
L1T1

v118
ETTA

TIT1
OTTT
60Td
80T

€0TA

00TL

961

¥6I
€631

064

L8
98A
S81
v8n
€83

08d

8LA

€4
cL1
TLI

69V
89V

0671
68TA

98TA

€8TS
Z8TA

6L1S

LLTT
9.1

vL18

TLIN

691S

L9T1

€971

0971
6STT

SSTa

[414¢

0STI

8¥1D

SYTIH

L8TH

® v8ZI

28Ty
1824

8.LTx
L.2S

€LTNH
[k

oLey
69N

19271

S9ZA
792l

29Ty
1921

LSV
9621

%521

z¢sed

8y

Yeen
€I

912S
STZH

ETTN

8vel
Lved

SvED

cved
TveT
oved

8EEY

9€€d
SEEA

€€ED

Teed
0€eY

8Ted

9zeN

(440}

@ 61¥1
9T¥D

Y1vd

(4578

6073
80%A

S0%A

£0%a

TOPI

L6€1
96€d

v6€T
€6EN

88€D
18€Y

G8€I

@ €8ELl

867D
L6¥)
96VA

6LV
8.L¥1

SLv1
2578

TLVA
€971
[4°1 A%
T9%d

6S7A

L

eitid g

0S¥X
(14728

Eld]
SvP1

L
it

(4

LEVA
9EYN

YeVL
£eVY

TEVI

62va
8TVI

9ThL

YT

SPSI
TPSI

vsa
T%SI

8ESA

9€SL

vesy
€egd
CESL

0€SA

9zsd

1251

L1SI
9TSN

Y198
¢TSI
1180
0TSy
60SA

90Sa

20sa

6671

T-COMPLEX PROTEIN 1 SUBUNIT THETA

e Molecule 7

4%

8%

12%

79%

Chain Aq

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8R

Page 32

T611d

18111

8LT1T1

9.11Q

CITIN

TOTIN

960TIW

680TL

LSOTN

€50TH

LT0TH

L

9T0Th
STOTH
1014

OTOTN

e ¥vveETl
€veTd

8EETV

CEETT

6CETT

SCETS

0TETT

Y6CTH

68T

€82Th

99211

14445
eveTd

LETTA

® 9TCTN

(45428

90218

-

S6VTT

C8YTH

09%1d

8SVTA

i444%!

8EVTD
SEVTL
0EVTT
® lTvid
eCrIv
0g7T1
ETVTIA
(45490

TI911

€0¥1a

9VSTI
€%STH
0ZST
6151a
8TSTA

€157

T-COMPLEX PROTEIN 1 SUBUNIT THETA

e Molecule 7

3%

8%

10%

45%

37%

Chain BQ

190€d
990€EN
S90€L
790€T

290€T
T90€X

6S0€T
8S0E€H

950€EA
SG0€T
730€1

CS0EN

8%0€d

9Y0EN
SY0€S

E€V0ET

TYOEN

B6E0EH

om“mm
€E0EV
CE0ET

0€0€N

8T0ET

S20ed

E€TOEN

T2oex

8TOEA

9T0ED

600€d

cyIeT
Tvied

8ETEL
LETEL

GETEY
YETEY
EETEN

8CTEL

octed
GTTEA

€CTES
[4q5°41

61TES
8TT€I
L17€1

v11€ES
ETTEA
CTTEN
TT1€T
0TTET
60TEA
80T€ED

€0TEA

00TEL
960EN

760€T
€60€X1

060€d

L80EW
980€EA
G80€T
780€A
mw“mx

080€d

wn“m>
€L0€Y
CTLOET
TLOEW

B690€EY
890€EY

TrCeN
0TZEA
60TEA
80ceY
L0TET
® 90TES

v0TeN
€0ZEN
® <cozed

® 06T€7T
mem>
mem>
€8T€S
Z8TEA

6L1€S

LLIET
9.1€d

vLies

TLIEN

697€S
89T€S
L9T€I

€9T€I

097€T
6SGTET

@ csied

0S7€I

8¥1€D

L8TEN

¥8Cel

28TeN
ﬂwmmm
8.LTeN
NNMWW
ELTEN
cLTed

0.LTEY
69CEN

L9TET

S9ZEA
¥9zeL

cozen
ﬂwmmﬁ
LGTEV
9GCZET

o %scel

[4ct4°]
T9CEL
® 08ced
6VCEA
8YCEY
LYTEA
ovTen
SYCEH

eveen

6€TET
8ETES

veced

STTED

@ ETTEN

8¥eeL
Lyeed

SYEED

cheed
TveeT
0beed

9€EED
SEEEA

€EEED

Teeer
ogeeyd

S62ED
Y6TeEN
€62ed

T6ecel
062€d

88CEN

{44750

61VET

9TVED

vived

(4540

607EX
80%EA

S0%EA

£0%€d

TOvET

LBEET
96€€d

v6€€T
E6EEN

88€ED
pmﬂmm
¥8EET
mwMMh
08e€Yd
® 6.EES

® Lleed

vLle€ed
€L€€D
cLeEN
TLEE4

v9€€ed

86%€D
L6YEN
96VEA

L

SSveEV

0S¥eN
(747488

9vheD
SYPeET

L
il

[

LEVEXR
9EVEN

vever
£eved

TEVEL

6cved
8CVEI

9TYEL

vTved

Eisions
YPSET

Zvsea
T9SeI

8ESEA

LTSET
9TGEN

crser
115€Q
0TgeN
60SEA

905€d

20sea

667EN

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8R

Page 33

T-COMPLEX PROTEIN 1 SUBUNIT THETA

e Molecule 7

8%

12%

79%

2%
u

Chain Bq

T61%d

1811

8L1%1

9L1%a

+

PSTYN
ESTPAI

VAZ57

+

6T1¥%S
(43578
TOTYN
9607
6807.L
LSO7N
€507
LTo%h
9T0%D

STO%Y
v10%4

0TOPN

® 8SEFA

ﬂmM¢m
vvev1
EvEVY

8EEVY

CEEVT

@® 62e¥v1

STeEYS

E
H

vawz
mewx
£8270
(414728

L1T%S

99¢Y1

vveva
P47

LETYN
9ETVA

9TTHW

€TV

8TSVA

8e¥¥D

SEVHL

0EVYT

Leyva

€Ty

(44741

1574728

(45470

1254748

£077a

CTEETN

06€7L

8LEVI

0LEVA

VST

€770

0TSV
6157

T-COMPLEX PROTEIN 1 SUBUNIT ZETA

e Molecule 8

8%

51%

38%

3%
[

Chain AZ

99N
S99

291
ToA
0934
65D

S91

TSN

8%

w
o+
I:I

DO = ANMm
RS S
AN O A

ved

CEA

82D
pxacs

oL

el
]
I>

TCA

611

L1V

€11

N~ N~ © 0 0 © [ o 0
< o o Mo B O = B>

11

TVTL

8ETI

9€Td

¥e1a

0ETH

621S

9zTY

SOTY

€01y
2011
1071
0013

86A
167
96D

0Ls

902a
S0TH
¥02d

20z
TOCH

66TH

76TA

1671

181Q
® 981V
e 381h

*

18TA

8LIA
LLTY

vi2T
@ €.Td

80TL
pAAN

*

862D

S62I
62
€624

682d

L8TH

9820
78CA

28TN
1824

6.2a
8.TI
® L.TI

SLTH

STPY
i450]
€Tvd
(45729
TI%I

L0¥X
90%T
S0PA

elud g
2ovA

16€d

S6EA
T6€eL
88€T
T8eD
T8€Y

08€I
6.LET

LIET
9,80

€Led

6S¥A
8S¥T

9S¥)

0S¥y
677

LY%d

Svva

(0448
B6EVN
8EYD
LEVA

Levd
9¢¥'1

v
€2T¥S
(44748

0zvI
(515728

LESD

T€50

T-COMPLEX PROTEIN 1 SUBUNIT ZETA

62ST
82ST

TSy
L1SI
A%t
€191
CTSA
0TSA
9081
oS3
€671
687A

887X
1874

e Molecule 8

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8R

Page 34

14%

83%

4%
L

Chain Az

TOCTH

96T1TI
S617d

MJmﬁs
L81TQ
98TTV

¥8TIV
|
SLTTL
|
CLTTd
|
891714
]
S9TTa
PoT1V
€971d
|

L717d

@ SPIIN
4425

CYTIN

LETTH

€ETTT

€80TD

890TI

€90T1

LS0TH

97071

147405,
]
9E0TN
SEOTL
]

0€0Th

3
i

v1074

0TOTV

S00T1

cvera
TveTd

8EETN

STETW

cTETY

8TETYH

YOETH
€0€Td

TOETI

L6TTN
96C2TI

L8TTH

08211

Tle1a

09zta

€SCTA

[izaN]
6ECTS

0ETTN

Leetd

LITTH
9121a

€0CTS
20TT1

SESTY

T€S1d

6.%10
whman
i 21499
€SPTA
2SPTT
Hmmﬁq
mwmﬂm
CYYIL

8EYTD

TETTW
0EVIN

S

LBETA

€LETd

69€Td

99ETA

e Molecule 8

v9eTd

09€TD

SGETA

T-COMPLEX PROTEIN 1 SUBUNIT ZETA

2%

8%

50%

39%

Chain BZ

990EN
$S90€3d

SG0€T

CS0EN

8Y0€d

STOEN

€70€T
Zv0el
T90€D
0v0eN
6€0€d

ve0ed

CEOEA

820€D
Leoed

¥ToeL
€C0EA

TCOEA

6T0€T

LTOEY

EVIET
ThIEN
Tviel

8ETET

9€TEL

YETEA

L

OETEW
6CTES

9gTed

€cred
czred

6TTEL
8TT€I

9TTEY
STTEd
YITEH
ETTEA

60TET
80T€Ed

SOTEY

€0TeY
20TET
@ T0T€T
00T€d

860EA
L60€ET
960€D

760€EA
€60EL

T60EL
L80€L

980€1
S80€H

€80€b
8.L0€Y
€LOEY

0L0€ES

60Ted
80TEL
L0TEL
90zed
S0TeN
Y0Ted

20TeT
TOZEH

B66TEN

Y6TEA

T61€7T

187ed
98TEV
S8TED

L

T8TEA

8LTEA
LLTEY

6.zed
8.LT€I
LLTET

S.Lzexn
v.Lcel
€LTEN

692€4

L9ozed
99zed

29CET

09zea
65ced
fefetasli]

SGTES

€GCER
c¢seed
TS92ed

6%CES

0ETEN

7443

TCCEH
oceed
612€D
812€D

912ed
ST2ET

€12eT

cveea
Tveed
@ 0¥een

LTEET

STEET
YIEET

CTEEH
TTEEN

60€€d
80EEA
L0gEa
90€€T

20gea

L

86Z€h

S62ET
v6zen
£62€4

682ed

L8TEN

[} mwmmo
28TEN
182X

0ZveT
oﬁmmta
STVEY
14540
€Tved
[45%°08
T HMMH
LOYEN
90%€T
SOVEA

€0vEY
(42
TOvEY

66€€T

Leged

mm“m>
amMMH
wwﬂnq
T8EED
T8EEN
08€ET
6LEET

LLegl
9LEED

€Leed

® 9seed

v3eeEN
€G9€€T
Nmﬂmc
8¥eeT
LyeeT
9VEED
Gheed
vhees
EVEET

88VEA
L8YeY

S8ved
78ved

08YEY
6.7ed
8.L%ed
LLYET

ELVEA

TLYEY
0L%ET
697EA
89%€d

99¥ed
S9ved

TOVEN

6SVEA
8SVET

9SVEN

0SeEY
677€d

Lyved

svvea

0¥PeEL
6EVEN
8EVED
LEVEN

LESED

T€5€d

T-COMPLEX PROTEIN 1 SUBUNIT ZETA

62S€T
82SeT

vesey

L1SET

v1ged

€1G8€T

CTSEA

0TSER

90S€T

vosed

€67€T

68YEN

e Molecule 8

14%

83%

3%
L

Chain Bz

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V8R

Page 35

E6TVIN

181%a
98TV

78Iy

SLTVL

891¥d

S91%A

YoTvyY
€917a

LYIvd

SPIVN
Yvivs

® CVIvN

LETYN

€ETVT

£80%0

890%1

€9071

LSOV

9%071

i470720

9E0VN

y10%4

(50} 4

S0071

Tveva

8EEYN

STEVI

[44574:

8TeVYd

+

YOETIH
€0€Yd

TOoEVI

L6THN
96ZV1

6ECYS

+

0E€TTN

LTeva

LTCVH
912¥a

€0TYSs
20gy1
TOCVH

96TVI
S61vd

[444729

0EVTN

+

L6E7A

T

€LEVd

69€vd

v9evd

09€¥D

GSEVA

cheva

O

R LDWIDE
PROTEIN DATA BANK

W



Page 36 wwPDB X-ray Structure Validation Summary Report 4V8R
4 Data and refinement statistics (i)
Property Value Source
Space group P1 Depositor
Cell constants 159.10A 162.54A 268.10A .
Depositor
a, b, c,a, B, 85.23° 81.15° 61.17°
. 89.95 - 3.80 Depositor
Resolution (4) 89.95 — 3.80 EDS
% Data completeness 91.5 (89.95-3.80) Depositor
(in resolution range) 91.6 (89.95-3.80) EDS
Rinerge (Not available) Depositor
Reym (Not available) Depositor
<I/o(I)>" 2.18 (at 3.78A) Xtriage
Refinement program CNS 1.3 Depositor
R R 0.248 , 0.284 Depositor
7 Phfree 0.236 , 0.272 DCC
Rree test set 10483 reflections (5.00%) wwPDB-VP
Wilson B-factor (A?) 112.3 Xtriage
Anisotropy 0.288 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.31,121.9 EDS
L-test for twinning? <|L] > =046, < L* > = 0.28 Xtriage
Estimated twinning fraction 0.024 for -h,-h+k,-1 Xtriage
F,F. correlation 0.91 EDS
Total number of atoms 128780 wwPDB-VP
Average B, all atoms (A?) 131.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.01% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.

2Theoretical values of < |L| >, < L? > for acentric reflections are 0.5, 0.333 respectively for untwinned datasets,

and 0.375, 0.2 for perfectly twinned datasets.
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5 Model quality (i)

5.1 Standard geometry (i)

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

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

. Bond lengths Bond angles
Mol | Chain | py/q7 #4|Z| >5 RMSZ 4 Z| >5
1 AA 0.64 0/4095 0.78 2/5521 (0.0%)
1 Aa 0.64 0/4095 0.78 2/5521 (0.0%)
1 BA 0.64 0/4095 0.78 2/5521 (0.0%)
1 Ba 0.64 0/4095 0.78 2/5521 (0.0%)
2 AB 0.69 0/3966 0.80 1/5344 (0.0%)
2 Ab 0.69 0/3966 0.80 1/5344 (0.0%)
2 BB 0.69 0/3966 0.80 1/5344 (0.0%)
2 Bb 0.69 0/3966 0.80 1/5344 (0.0%)
3 AD 0.61 0/3974 0.77 1/5355 (0.0%)
3 Ad 0.61 0/3974 0.77 1/5355 (0.0%)
3 BD 0.61 0/3974 0.77 1/5355 (0.0%)
3 Bd 0.61 0/3974 0.77 1/5355 (0.0%)
4 AE 0.67 0/4117 0.78 2/5539 (0.0%)
4 Ae 0.67 0/4117 0.78 2/5539 (0.0%)
4 BE 0.67 0/4117 0.78 2/5539 (0.0%)
4 Be 0.67 0/4117 0.78 2/5539 (0.0%)
5 AG 0.60 0/3957 0.74 0/5340
5 Ag 0.60 0/3957 0.74 0/5340
5 BG 0.60 0/3957 0.74 0/5340
5 Bg 0.60 0/3957 0.74 0/5340
6 AH 0.66 1/4010 (0.0%) 0.78 2/5412 (0.0%)
6 Ah 0.66 1/4010 (0.0%) 0.78 2/5412 (0.0%)
6 BH 0.66 1/4010 (0.0%) 0.78 2/5412 (0.0%)
6 Bh 0.66 1/4010 (0.0%) 0.78 2/5412 (0.0%)
7 AQ 0.62 0/4025 0.75 1/5426 (0.0%)
7 Aq 0.62 0/4025 0.75 1/5426 (0.0%)
7 BQ 0.62 0/4025 0.75 1/5426 (0.0%)
7 Bq 0.62 0/4025 0.75 1/5426 (0.0%)
8 AZ 0.65 0/4140 0.72 0/5594
8 Az 0.65 0/4140 0.72 0/5594
8 BZ 0.65 0/4140 0.72 0/5594
8 Bz 94.13 | 3/4140 (0.1%) 1.43 3/5594 (0.1%)
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Bond lengths Bond angles
RMSZ #|Z| >5 RMSZ #|Z| >5
All All 16.87 | 7/129136 (0.0%) | 0.80 | 39/174124 (0.0%)

Mol | Chain

Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying if
the center is modelled as a planar moiety or with the opposite hand.A planarity outlier is detected
by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms of a
sidechain that are expected to be planar.

Mol | Chain | #Chirality outliers | #Planarity outliers
8 AZ 0 1
8 Az 0 1
8 BZ 0 1
8 Bz 0 1
All All 0 4

The worst 5 of 7 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
8 Bz 4287 | MET | CG-SD | 4418.85 116.70 1.81
8 Bz 4287 | MET | CB-CG | 3613.95 117.16 1.51
8 Bz 4287 | MET | SD-CE | 2023.56 115.09 1.77
6 BH 3010 | ILE | CA-CB 9.25 1.67 1.54
6 AH 10 ILE | CA-CB 9.25 1.67 1.54

The worst 5 of 39 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(?)
8 Bz 4287 | MET | CG-SD-CE | -61.94 1.09 100.20
8 Bz | 4287 | MET | CA-CB-CG | -57.26 15.96 113.30
8 Bz 4287 | MET | CB-CG-SD | -37.01 1.38 112.40
3 BD 3017 | PRO N-CA-C -7.14 93.54 112.10
3 AD 17 | PRO N-CA-C -7.14 93.55 112.10

There are no chirality outliers.

All (4) planarity outliers are listed below:

Mol | Chain | Res | Type | Group

AZ 366 | TYR | Sidechain
Az 1366 | TYR | Sidechain
BZ 3366 | TYR | Sidechain
Bz 4366 | TYR | Sidechain

Co| Co| Co| Co
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5.2 Too-close contacts (i)

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 AA 4060 0 4220 345 0
1 Aa 4060 0 4220 0 0
1 BA 4060 0 4220 343 0
1 Ba 4060 0 4220 0 0
2 AB 3927 0 4030 361 0
2 Ab 3927 0 4030 0 0
2 BB 3927 0 4030 353 0
2 Bb 3927 0 4030 0 0
3 AD 3938 0 4109 292 0
3 Ad 3938 0 4109 0 0
3 BD 3938 0 4109 294 0
3 Bd 3938 0 4109 0 0
4 AE 4068 0 4163 363 5
4 Ae 4068 0 4163 0 0
4 BE 4068 0 4163 359 2
4 Be 4068 0 4163 0 0
5 AG 3914 0 4057 297 0
) Ag 3914 0 4057 0 0
) BG 3914 0 4057 295 0
) Bg 3914 0 4057 0 1
6 AH 3962 0 4045 357 0
6 Ah 3962 0 4045 0 1
6 BH 3962 0 4045 351 0
6 Bh 3962 0 4045 0 5
7 AQ 3981 0 4120 319 1
7 Aq 3981 0 4120 0 0
7 BQ 3981 0 4120 319 0
7 Bq 3981 0 4120 0 P
8 AZ 4089 0 4183 307 0
8 Az 4089 0 4183 0 1
8 BZ 4089 0 4183 302 0
8 Bz 4089 0 4183 0 0
9 AA 27 0 12 1 0
9 AB 27 0 12 2 0
9 AD 27 0 12 4 0
9 AE 27 0 12 2 0
9 AG 27 0 12 2 0

Continued on next page...


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

wwPDB X-ray Structure Validation Summary Report 4V8R

Page 40

Continued from previous page...

0
Q
=
0
<
o
F_U000000000000000000000000000000000000000000
>
n
0
£
S e S S S S S S S el e S D S L D S S S S S S S S S S S SIS S S SIS S SIS
=
O
~
o
-
SR N N N B S IS W TN R N R Il Fo W N B oS W IS TN B N R IS W F W N R N W [ W TN W [N R S W IS W TN R N R [N
/_“_I.__.‘V
~
L)
Q
e,
m00000000000000000000000000000000000000000O
=]
1
D= b= b= = o= b= = o= o= b= o= o= o= (b= o= b= b= (= o= o= b= = o= o b= (= D=
m222222222222222222222222222444444444444444
=
slloNn|c|lelc|o|wla|losl<mamolZ|loN|s|lelc|olwalosl<ma@olz|lN<|le|lo]| ol
%AAAAAAAAAAABBBBBBBBBBBBBBBBAAAAAAAAAAAAAAA
—_
MO999999999999999999999999999mmmmmmmmmmmmmmm

Continued on next page...

WO RLDWIDE

SPDRB
b
PROTEIN DATA BANK



Page 41

wwPDB X-ray Structure Validation Summary Report

4V8R

Continued from previous page...

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
10 Az 4 0 0 0 0
10 BA 4 0 0 0 0
10 BB 4 0 0 0 0
10 BD 4 0 0 0 0
10 BE 4 0 0 0 0
10 BG 4 0 0 2 0
10 BH 4 0 0 0 0
10 | BQ 1 0 0 0 0
10 BZ 4 0 0 0 0
10 Ba 4 0 0 0 0
10 Bb 4 0 0 0 0
10 Bd 4 0 0 0 0
10 Be 4 0 0 0 0
10 | Bg 1 0 0 0 0
10 Bh 4 0 0 0 0
10 | Bq 4 0 0 0 0
10 Bz 4 0 0 0 0
11 AA 1 0 0 0 0
11 AB 1 0 0 0 0
11 AD 1 0 0 0 0
11 AE 1 0 0 0 0
11 AG 1 0 0 0 0
11 AH 1 0 0 0 0
11 AQ 1 0 0 0 0
11 AZ 1 0 0 0 0
11 Aa 1 0 0 0 0
11 Ab 1 0 0 0 0
11 Ad 1 0 0 0 0
11 Ae 1 0 0 0 0
11 | Ag 1 0 0 0 0
11 Ah 1 0 0 0 0
11 | Aq 1 0 0 0 0
11 Az 1 0 0 0 0
11 BA 1 0 0 0 0
11 BB 1 0 0 0 0
11 BD 1 0 0 0 0
11 BE 1 0 0 0 0
11 BG 1 0 0 0 0
11 BH 1 0 0 0 0
11 | BQ 1 0 0 0 0
11 BZ 1 0 0 0 0
11 Ba 1 0 0 0 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
11 Bb 1 0 0 0 0
11 Bd 1 0 0 0 0
11 Be 1 0 0 0 0
11 | Bg 1 0 0 0 0
11 Bh 1 0 0 0 0
11 | Bq 1 0 0 0 0
11 Bz 1 0 0 0 0
All All 128780 0 132092 4783 9

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including
hydrogen atoms). The all-atom clashscore for this structure is 37.

The worst 5 of 4783 close contacts within the same asymmetric unit are listed below, sorted by
their clash magnitude.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
4:BE:3413:LYS:H 4:BE:3413:LYS:HE3 1.17 1.09
7:BQ:3257:ALA:HB2 | 7:BQ:3343: ARG:HH22 1.18 1.08
3:AD:141:LYS:HA 3:AD:409:GLY:HA2 1.39 1.05
T:AQ:257T:ALA:HB2 | 7:AQ:343:ARG:HH22 1.18 1.03
4:AE:413:LYS:HE3 4:AE:413:LYS:H 1.17 1.03

The worst 5 of 9 symmetry-related close contacts are listed below. The label for Atom-2 includes
the symmetry operator and encoded unit-cell translations to be applied.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
4:AE:462:ARG:CD | 6:Bh:4151:LYS:CE[1_465] 1.74 0.46
4:AE:460:LYS:N 6:Bh:4149:SER:O[1 _465] 1.81 0.39
4:BE:3174:GLU:OE2 | 7:Bq:4151: THR:CB|1_465| 1.88 0.32
4:AE:462:ARG:CD | 6:Bh:4151:LYS:CDJ[1_465] 2.01 0.19
7:AQ:514:GLU:OE2 | 6:Ah:1151:LYS:NZ[1_465] 2.10 0.10

5.3 Torsion angles (i)
5.3.1 Protein backbone (3)

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

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

Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
1 AA 531/559 (95%) 388 (73%) | 103 (19%)
1 Aa 531/559 (95%) 388 (73%) | 103 (19%)
1 BA 531/559 (95%) 388 (73%) | 103 (19%)
1 Ba 531/559 (95%) 388 (73%) | 103 (19%)
2 AB 515/527 (98%) 382 (74%) | 100 (19%)
2 Ab 515/527 (98%) 383 (74%) | 99 (19%)
2 BB 515/527 (98%) 382 (74%) | 100 (19%)
2 Bb 515/527 (98%) 382 (74%) | 100 (19%)
3 AD 511/528 (97%) 391 (76%) | 85 (17%)
3 Ad 511/528 (97%) 391 (76%) | 85 (17%)
3 BD 511/528 (97%) 391 (76%) | 85 (17%)
3 Bd 511/528 (97%) 391 (76%) | 85 (17%)
4 AE 526/562 (94%) 401 (76%) | 91 (17%)
4 Ae 526/562 (94%) 401 (76%) | 91 (17%)
4 BE 526/562 (94%) 401 (76%) | 91 (17%)
4 Be 526/562 (94%) 401 (76%) | 91 (17%)
5 AG 503,/590 (85%) 387 (T7%) | 85 (17%)
5 Ag 503,/590 (85%) 387 (T7%) | 85 (17%)
5 BG 503,/590 (85%) 387 (T7%) | 85 (17%)
5 Bg 503,/590 (85%) 387 (T7%) | 85 (17%)
6 AH 517/550 (94%) 389 (75%) | 91 (18%)
6 Ah 517/550 (94%) 389 (75%) | 91 (18%)
6 BH 517/550 (94%) 389 (75%) | 91 (18%)
6 Bh 517/550 (94%) 389 (75%) | 91 (18%)
7 AQ 515/568 (91%) 415 (81%) | 73 (14%)
7 Aq 515/568 (91%) 414 (80%) | 74 (14%)
7 BQ 515/568 (91%) 414 (80%) | 74 (14%)
7 Bq 515/568 (91%) 415 (81%) | 73 (14%)
8 AZ 527/546 (96%) 403 (76%) | 97 (18%)
8 Az 527/546 (96%) 403 (76%) | 97 (18%)
8 BZ 527/546 (96%) 403 (76%) | 97 (18%)
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Continued from previous page...
Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
8 Bz 527/546 (96%) 403 (76%) 97 (18%) 27 (5%) 23
All All 16580/17720 (94%) | 12623 (76%) | 2901 (18%) | 1056 (6%) 20

5 of 1056 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 AA 7 HIS
1 AA 335 ALA
1 AA 378 SER
2 AB 5 ILE
2 AB 15 ALA

5.3.2 Protein sidechains (1)

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

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 AA 450/471 (96%) 393 (87%) | 57 (13%) 23
1 Aa 450/471 (96%) 393 (87%) | 57 (13%) 23
1 BA 450/471 (96%) 393 (87%) | 57 (13%) 23
1 Ba 450/471 (96%) 393 (87%) | 57 (13%) 23
2 AB 431/441 (98%) 363 (84%) | 68 (16%) 17
2 Ab 431/441 (98%) 363 (84%) | 68 (16%) 17
2 BB 431/441 (98%) 363 (84%) | 68 (16%) 17
2 Bb 431/441 (98%) 363 (84%) | 68 (16%) 17
3 AD 443 /454 (98%) 388 (88%) | 55 (12%) 24
3 Ad 443 /454 (98%) 388 (88%) | 55 (12%) 24
3 BD 443 /454 (98%) 388 (88%) | 55 (12%) 24
3 Bd 443 /454 (98%) 388 (88%) | 55 (12%) 24
4 AE 454 /483 (94%) 404 (89%) | 50 (11%) 6| 29
4 Ae 454/483 (94%) 404 (89%) | 50 (11%) 6| 29
4 BE 454/483 (94%) 404 (89%) | 50 (11%) 6| 29

Continued on next page...
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Continued from previous page...
Mol | Chain Analysed Rotameric | Outliers | Percentiles
4 Be 454/483 (94% 404 (89%) | 50 (11%) 6| 29
D AG 433/497 (87% 379 (88%) 54 (12%) 24
5 Ag 433/497 (87% 379 (88%) 54 (12%) 24
5 BG 433 /497 (87% 379 (88%) | 54 (12%) 24
5 Bg 433/497 (87% 379 (88%) 54 (12%) 24
6 AH 430/454 (95% 379 (88%) 51 (12%) 26
6 Ah 430/454 (95% 379 (88%) 51 (12%) 26
6 BH 430/454 (95% 379 (88%) 51 (12%) 26
6 Bh 430/454 (95% 379 (88%) 51 (12%) 26
7 AQ 439/473 (93% 387 (88%) 52 (12%) 26
7 Aq 439 /473 (93% 387 (88%) | 52 (12%) 26
7 BQ 439/473 (93% 387 (88%) 52 (12%) 26
7 Bq 439/473 (93% 387 (88%) 52 (12%) 26
8 AZ 449/463 (97% 399 (89%) 50 (11%) 6] 29
8 Az 449/463 (97% 399 (89%) | 50 (11%) 6] 29
8 BZ 449/463 (97% 399 (89%) 50 (11%) 6] 29
8 Bz 449/463 (97%) 400 (89%) | 49 (11%) 6| 29
All All 14116,/14944 (94%) | 12369 (88%) | 1747 (12%) 24
5 of 1747 residues with a non-rotameric sidechain are listed below:
Mol | Chain | Res | Type
1 BA | 3498 | ARG
5 BG | 3345 GLU
6 Bh 4061 | THR
2 BB 3184 LEU
1 BA | 3495 | ARG
Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 464

such sidechains are listed below:

Mol | Chain | Res | Type
1 BA | 3113 ASN
7 Bq 4258 ASN
5 BG | 3166 HIS
7 Bq 4101 ASN

Continued on next page...
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Continued from previous page...
Mol | Chain | Res | Type
5 Bg 4072 HIS

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

5.5 Carbohydrates (i)

There are no monosaccharides in this entry.

5.6 Ligand geometry (i)

Of 96 ligands modelled in this entry, 32 are monoatomic - leaving 64 for Mogul analysis.

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

Bond lengths Bond angles

Mol | Type | Chain | Res | Link | " "RMSZ | #12] > 2 | Counts | RMSZ | #|2| > 2

9 | ADP | Bh |4601 | 11,10 | 24,2029 | 2.31 | 6 (25%) | 29,4545 | 2.01 | 4 (13%)

10 | BEF | Bb |4602| 9 0,3,3 - - -

9 ADP Ae 1601 | 11,10 | 24,29,29 | 2.32 6 (25%) | 29,4545 | 2.03 4 (13%)

10 | BEF | AZ | 602 | 9 0,33 - - -

9 ADP BH 3601 | 11,10 | 24,29,29 | 2.31 6 (25%) | 29,4545 | 2.01 4 (13%)

9 ADP Ba 4601 | 11,10 | 24,29,29 | 2.32 6 (25%) | 29,4545 | 2.08 5 (17%)

10 | BEF | Ah | 1602 | 9,11 | 0,33 - - -

10 | BEF | BG [4002| 9 0,33 - - -

10 | BEF | Az |1602| 9 0,33 - - -

ADP | Bb [4601 | 11,10 [ 24,2929 | 2.31 | 6 (25%) | 29,4545 | 2.01 | 5 (17%)

ADP | BB |[3601] 11,10 | 24,2929 | 231 | 6 (25%) | 29,4545 | 201 | 5 (17%)
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. . Bond lengths Bond angles

Mol | Type | Chain | Res | Link | | RMSZg #|Z| > 2 | Counts RMSZg 4| Z] > 2

9 ADP BE 3601 | 11,10 | 24,29,29 | 2.32 6 (25%) | 29,4545 | 2.03 | 4 (13%)
10 | BEF Aa 1602 9 0,3,3 - - -

9 ADP BQ | 3601 | 11,10 | 24,29,29 | 2.31 5 (20%) | 29,4545 | 2.05 6 (20%)
10 | BEF Ag 2002 9 0,3,3 - - -

ADP Ad 1601 | 11,10 | 24,29,29 | 2.32 6 (25%) | 29,4545 | 2.08 | 4 (13%)

ADP AH 601 | 11,10 | 24,29,29 | 2.31 6 (25%) | 29,4545 | 2.01 4 (13%)

ADP BG | 4001 | 11,10 | 24,29,29 | 2.35 6 (25%) | 29,4545 | 1.88 3 (10%)
10 | BEF AB 602 9 0,3,3 - - -

9 ADP BD | 3601 | 11,10 | 24,29,29 | 2.33 6 (25%) | 29,4545 | 2.08 | 4 (13%)
10 | BEF Bd 4602 9 0,3,3 - - -
10 | BEF AH 602 | 9,11 0,3,3 - - -

9 ADP AA 601 | 11,10 | 24,29,29 | 2.33 6 (25%) | 29,4545 | 2.09 5 (17%)

9 ADP BA | 3601 | 11,10 | 24,29,29 | 2.33 6 (25%) | 29,4545 | 2.09 5 (17%)

9 ADP A7 601 | 11,10 | 24,29,29 | 2.32 6 (25%) | 29,4545 | 1.99 5 (17%)
10 | BEF AE 602 | 9,11 0,3,3 - - -

9 ADP Az 1601 | 11,10 | 24,29,29 | 2.32 6 (25%) | 29,4545 | 2.00 5 (17%)
10 | BEF Bq 4602 9 0,3,3 - - -
10 | BEF BQ | 3602 9 0,3,3 - - -
10 | BEF AA 602 9 0,3,3 - - -

9 ADP Ab 1601 | 11,10 | 24,29,29 | 2.31 6 (25%) | 29,4545 | 2.01 5 (17%)
10 | BEF Ae 1602 | 9,11 0,3,3 - - -

9 ADP BZ 3601 | 11,10 | 24,29,29 | 2.32 6 (25%) | 29,4545 | 1.99 5 (17%)
10 | BEF Ab 1602 9 0,3,3 - - -
10 | BEF BZ 3602 9 0,3,3 - - -

9 ADP Bq 4601 | 11,10 | 24,29,29 | 2.29 5(20%) | 29,4545 | 1.90 3 (10%)
10 | BEF Be 4602 | 9,11 0,3,3 - - -
10 | BEF Ba 4602 9 0,3,3 - - -

9 ADP Aa 1601 | 11,10 | 24,29,29 | 2.33 6 (25%) | 29,4545 | 2.09 5 (17%)
10 | BEF AQ 602 9 0,3,3 - - -

ADP Bg 5001 | 11,10 | 24,29,29 | 2.35 6 (25%) | 29,4545 | 1.88 3 (10%)

ADP AD 601 | 11,10 | 24,2929 | 2.32 6 (25%) | 29,4545 | 2.08 | 4 (13%)

ADP Aq 1601 | 11,10 | 24,29,29 | 2.30 5(20%) | 29,4545 | 2.04 6 (20%)

ADP Ah 1601 | 11,10 | 24,29,29 | 2.31 6 (25%) | 29,4545 | 2.01 4 (13%)
10 | BEF BH | 3602 | 9,11 0,3,3 - - -

9 ADP AQ 601 | 11,10 | 24,29,29 | 2.30 5 (20%) | 29,4545 | 2.05 6 (20%)
10 | BEF BD | 3602 9 0,3,3 - - -
10 | BEF Bz 4602 9 0,3,3 - - -
10 | BEF Ad 1602 9 0,3,3 - - -
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. . Bond lengths Bond angles

Mol | Type | Chain | Res | Link | | RMSZg #|Z| > 2 | Counts RMSZg 4| Z] > 2
10 | BEF BE 3602 | 9,11 0,3,3 - - -
9 ADP Be 4601 | 11,10 | 24,29,29 | 2.33 6 (25%) | 29,4545 | 2.03 | 4 (13%)
10 | BEF AG 1002 9 0,3,3 - - -
10 | BEF BB 3602 9 0,3,3 - - -
9 ADP AE 601 | 11,10 | 24,29,29 | 2.32 6 (25%) | 29,4545 | 2.03 | 4 (13%)
10 | BEF Aq 1602 9 0,3,3 - - -
10 | BEF BA | 3602 9 0,3,3 - - -
9 ADP Ag 2001 | 11,10 | 24,29,29 | 2.35 6 (25%) | 29,4545 | 1.88 3 (10%)
9 ADP Bd 4601 | 11,10 | 24,29,29 | 2.32 6 (25%) | 29,4545 | 2.08 | 4 (13%)
9 ADP Bz 4601 | 11,10 | 24,29,29 | 2.32 6 (25%) | 29,4545 | 1.99 5 (17%)
10 | BEF Bh 4602 | 9,11 0,3,3 - - -
9 ADP AG 1001 | 11,10 | 24,29,29 | 2.35 6 (25%) | 29,4545 | 1.88 3 (10%)
10 | BEF Bg 5002 9 0,3,3 - - -
9 ADP AB 601 | 11,10 | 24,29,29 | 2.31 6 (25%) | 29,4545 | 2.01 5 (17%)
10 | BEF AD 602 9 0,3,3 - - -

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

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
9 ADP Bh 4601 | 11,10 - 2/12/32/32 | 0/3/3/3
9 ADP Ae 1601 | 11,10 - 6/12/32/32 | 0/3/3/3
9 ADP BH | 3601 | 11,10 - 2/12/32/32 | 0/3/3/3
9 ADP Ba 4601 | 11,10 - 3/12/32/32 | 0/3/3/3
9 ADP Bb 4601 | 11,10 - 4/12/32/32 | 0/3/3/3
9 ADP BB 3601 | 11,10 - 4/12/32/32 | 0/3/3/3
9 ADP BE 3601 | 11,10 - 6/12/32/32 | 0/3/3/3
9 ADP BQ | 3601 | 11,10 - 2/12/32/32 | 0/3/3/3
9 ADP Ad 1601 | 11,10 - 2/12/32/32 | 0/3/3/3
9 ADP AH 601 | 11,10 - 2/12/32/32 | 0/3/3/3
9 ADP BG | 4001 | 11,10 - 2/12/32/32 | 0/3/3/3
9 ADP BD | 3601 | 11,10 - 2/12/32/32 | 0/3/3/3
9 ADP AA 601 | 11,10 - 3/12/32/32 | 0/3/3/3
9 ADP BA | 3601 | 11,10 - 3/12/32/32 | 0/3/3/3
9 ADP A7 601 | 11,10 - 2/12/32/32 | 0/3/3/3

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
9 ADP Az 1601 | 11,10 - 2/12/32/32 | 0/3/3/3
9 ADP Ab 1601 | 11,10 - 4/12/32/32 | 0/3/3/3
9 ADP BZ 3601 | 11,10 - 2/12/32/32 | 0/3/3/3
9 ADP Bq 4601 | 11,10 - 2/12/32/32 | 0/3/3/3
9 ADP Aa 1601 | 11,10 - 3/12/32/32 | 0/3/3/3
9 ADP Bg 5001 | 11,10 - 2/12/32/32 | 0/3/3/3
9 ADP AD 601 | 11,10 - 2/12/32/32 | 0/3/3/3
9 ADP Aq 1601 | 11,10 - 2/12/32/32 | 0/3/3/3
9 ADP Ah 1601 | 11,10 - 2/12/32/32 | 0/3/3/3
9 ADP AQ 601 | 11,10 - 2/12/32/32 | 0/3/3/3
9 ADP Be 4601 | 11,10 - 6/12/32/32 | 0/3/3/3
9 ADP AE 601 | 11,10 - 6/12/32/32 | 0/3/3/3
9 ADP Ag 2001 | 11,10 - 2/12/32/32 | 0/3/3/3
9 ADP Bd 4601 | 11,10 - 2/12/32/32 | 0/3/3/3
9 ADP Bz 4601 | 11,10 - 2/12/32/32 | 0/3/3/3
9 ADP AG 1001 | 11,10 - 2/12/32/32 | 0/3/3/3
9 ADP AB 601 | 11,10 - 4/12/32/32 | 0/3/3/3

The worst 5 of 188 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
9 Bg 5001 | ADP | C8-NT7 | 7.60 1.48 1.34
9 AG 1001 | ADP | C8-N7 | 7.59 1.48 1.34
9 BG | 4001 | ADP | C8-N7 | 7.59 1.48 1.34
9 BD | 3601 | ADP | C8-NT7 | 7.58 1.48 1.34
9 Bz 4601 | ADP | C8-N7 | 7.57 1.48 1.34

The worst 5 of 141 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°®) | Ideal(?)
9 Be 4601 | ADP | N3-C2-N1 | -7.85 116.41 128.68
9 BE 3601 | ADP | N3-C2-N1 | -7.84 116.43 128.68
9 AE 601 | ADP | N3-C2-N1 | -7.83 116.43 128.68
9 Ae 1601 | ADP | N3-C2-N1 | -7.83 116.44 128.68
9 Bh 4601 | ADP | N3-C2-N1 | -7.78 116.52 128.68

There are no chirality outliers.

5 of 92 torsion outliers are listed below:
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Mol | Chain | Res | Type Atoms
9 AA 601 | ADP | C5-05-PA-O3A
9 AB 601 | ADP | PA-O3A-PB-O2B
9 AB 601 | ADP | PA-O3A-PB-O3B
9 AD 601 | ADP | PA-O3A-PB-02B
9 AE 601 | ADP | PA-O3A-PB-0O2B

There are no ring outliers.

16 monomers are involved in 31 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
10 BG | 4002 | BEF 2 0
9 BB 3601 | ADP 2 0
9 BE 3601 | ADP 2 0
9 BQ | 3601 | ADP 1 0
9 BG | 4001 | ADP 2 0
9 BD | 3601 | ADP 4 0
9 AA 601 | ADP 1 0
9 BA | 3601 | ADP 1 0
9 AZ 601 | ADP 3 0
9 BZ 3601 | ADP 2 0
9 AD 601 | ADP 4 0
9 AQ 601 | ADP 1 0
10 AG 1002 | BEF 2 0
9 AE 601 | ADP 2 0
9 AG 1001 | ADP 2 0
9 AB 601 | ADP 2 0

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 ADP AA 601
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Bond angles
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Bond lengths

Torsions
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Ligand ADP Ab 1601

Bond lengths

Bond angles

Torsions

Ligand ADP BZ 3601

Bond lengths

Bond angles
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Ligand ADP Bq 4601

Bond lengths

P

Bond angles

Torsions

T P\q@

Rings

Ligand ADP Aa 1601
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Ligand ADP Bg 5001

A

Bond lengths

Bond angles

Torsions

Rings

Ligand ADP AD 601

Bond lengths

Bond angles

Torsions
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Ligand ADP Aq 1601

A

Bond lengths

f
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Rings

Ligand ADP Ah 1601

Bond lengths

Bond angles

Torsions

Rings
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Ligand ADP AQ 601
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Ligand ADP AE 601

Bond lengths

Bond angles
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Ligand ADP Ag 2001
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Ligand ADP Bd 4601
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Ligand ADP Bz 4601
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Ligand ADP AG 1001

Bond lengths

Bond angles

Torsions
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/
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Rings

Ligand ADP AB 601

Bond lengths

Bond angles

Torsions

Rings

5.7 Other polymers (i)

There are no such residues in this entry.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
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5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#polymer_linkage
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6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

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

Mol | Chain | Analysed “RSRZ>|  #RSRZ>2 OWAB(A?) [ Q<0.9
1 | AA | 537/559 (96%) 012 | 5(0%) 84| 79] |71, 129, 176,248 | 0
1 | Aa | 537/559 (96%) 009 | 8(1%) 73 66 |71,129,176,248 | 0
1 | BA | 537/559 (96%) 005 | 5(0%) 84|l 79] |71, 129, 176,248 | 0
1 | Ba | 537/559 (96%) 0.3 | 16 (2%) 50 40 |71,129,176,248 | 0
o | AB | 517/527 (98%) 0.08 7(1%) |75 68 |58, 112, 163,205 | 0
2 | Ab | 517/527 (98%) 0.01 6 (1%) | 79 72 |58, 112, 163,205 | 0
> | BB | 517/527 (98%) 0.05 3(0%) [s01 851 |58, 112,163, 205 | 0
> | Bb | 517/527 (98%) 006 | 9(1%) 70 62 |58 112,163,205| 0
3 | AD | 515/528 (97%) 017 | 7(1%) 75 68 |60,128,174,224| 0
3 | Ad | 515/528 (97%) 033 | 21 (4%) 37 31 |60, 128,174,224 | 0
3 | BD | 515/528 (97%) 0.06 | 6(1%) 179 72 | 60,128, 174,224 | 0
3 | Bd | 515/528 (97%) 0.18 | 14 (2%) 54 45 |60, 128,174,224 | 0
4 | AE | 528/562 (93%) 006 | 4(0%) Is6ll 8] |63, 121,173 218 | o
4 | Ae | 528/562 (93%) 0.15 | 14 (2%) 54 45 |63,121,173,218| 0
4 | BE | 528/562 (93%) 0.06 | 3(0% [so][85] |63, 121,173, 218] 0
4 | Be | 528/562 (93%) 0.04 6(1%) 80| 74 |63 121,173,218 | 0
5 | AG | 509/590 (86%) 021 | 12(2%) 59 50 |78, 131,178,233 | 0
5 | Ag | 509/590 (86%) 030 | 15(2%) 51 42 |78, 131,178,233 | 0
5 | BG | 509/590 (86%) 021 | 13 (2%) 56 47 |78,131,178,233 | 0
5 | Bg | 509/590 (86%) 012 | 10 (1%) 65 58 |78,131,178,233| 0
6 | AH | 519/550 (94%) 010 | 6(1%) 179 72 |66,131,173,244 | 0
6 | Ah | 519/550 (94%) 019 | 16 (3%) 49 40 |66, 131,173,244 | 0
6 | BH | 519/550 (94%) 015 | 5(0%) 1821 76] |66, 131,173,244 | 0
6 | Bh | 519/550 (94%) 0.25 | 24 (4%) 32 28 |66, 131,173,244 | 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
7 AQ 523/568 (92%) 0.13 5(0%) 82176 71, 138, 182, 249 0
7 Aq 523/568 (92%) 0.30 20 (3%) 40 33 71, 138, 182, 249 0
7 BQ 523/568 (92%) 0.24 18 (3%) 45 37 | 71,138, 182, 249 0
7 Bq 523/568 (92%) 0.18 10 (1%) 66 59 71, 138, 182, 249 0
8 AZ 531/546 (97%) 0.22 17 (3%) 47 38 79, 135, 185, 261 0
8 Az 531/546 (97%) 0.18 22 (4%) 37 31 79, 135, 185, 261 0
8 BZ 531/546 (97%) 0.24 11 (2%) 63 55 79, 135, 185, 261 0
8 Bz 531/546 (97%) 0.22 19 (3%) 42 35 79, 135, 185, 261 0

All All 16716/17720 (94%) 0.15 357 (2%) 63 55 | 58, 129, 177, 261 0

The worst 5 of 357 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
1 Ba 4488 | LYS 9.6
8 Bz 4432 | ASN 8.5
8 Az 1431 | MET 7.3
8 Bz 4431 | MET 6.8
8 Az 1316 | ALA 6.7

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

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

6.3 Carbohydrates (i)

There are no monosaccharides in this entry.

6.4 Ligands (i)

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

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
10 | BEF AG | 1002 4/4 0.87 0.28 | 154,176,182,188 0
10 | BEF Ag | 2002 4/4 0.91 0.31 | 154,176,182,188 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
10 | BEF Bg 5002 4/4 0.91 0.21 | 154,176,182,188 0
11 MG BG | 4003 1/1 0.91 0.15 | 117,117,117,117 0
10 | BEF Bh 4602 4/4 0.92 0.22 | 96,148,149,170 0
10 | BEF Bz 4602 4/4 0.92 0.15 | 100,122,147,169 0
11 MG BD | 3603 1/1 0.92 0.23 78,78,78,78 0
10 | BEF AH 602 4/4 0.92 0.19 | 96,148,149,170 0
11 MG BQ | 3603 1/1 0.92 0.20 | 117,117,117,117 0
9 ADP BD | 3601 | 27/27 0.93 0.22 | 78,119,143,177 0
9 ADP AA 601 | 27/27 0.93 0.26 | 32,114,157,179 0
11 MG Bg 5003 1/1 0.93 0.15 | 117,117,117,117 0
9 ADP Ag 2001 | 27/27 0.94 0.30 | 66,124,161,173 0
10 | BEF BZ 3602 4/4 0.94 0.21 | 100,122,147,169 0
9 ADP AG | 1001 | 27/27 0.94 0.28 | 66,124,161,173 0
9 ADP BG | 4001 | 27/27 0.94 0.28 | 66,124,161,173 0
9 ADP BZ 3601 | 27/27 0.94 0.22 | 91,121,146,151 0
11 MG AG | 1003 1/1 0.94 0.25 | 117,117,117,117 0
11 MG Ad 1603 1/1 0.94 0.24 78,78,78,78 0
11 MG Az 1603 1/1 0.94 0.18 96,96,96,96 0
9 ADP Bg 5001 | 27/27 0.94 0.21 | 66,124,161,173 0
9 ADP Bq | 4601 | 27/27 0.94 0.23 | 55,126,167,172 0
9 ADP AH 601 | 27/27 0.94 0.27 | 29,118,145,160 0
9 ADP Ad 1601 | 27/27 0.94 0.19 | 78,119,143,177 0
9 ADP Bz 4601 | 27/27 0.95 0.21 | 91,121,146,151 0
9 ADP Aa 1601 | 27/27 0.95 0.24 | 32,114,157,179 0
9 ADP AD 601 | 27/27 0.95 0.23 | 78,119,143,177 0
10 | BEF Ad 1602 4/4 0.95 0.11 | 103,113,151,153 0
10 | BEF Ae 1602 4/4 0.95 0.21 | 109,121,145,150 0
11 MG BB | 3603 1/1 0.95 0.27 79,79,79,79 0
9 ADP Ae 1601 | 27/27 0.95 0.25 | 30,104,142,184 0
10 | BEF BQ | 3602 4/4 0.95 0.17 | 154,160,163,170 0
9 ADP AQ 601 | 27/27 0.95 0.24 | 55,126,167,172 0
9 ADP Az 1601 | 27/27 0.95 0.20 | 91,121,146,151 0
9 ADP BQ | 3601 | 27/27 0.96 0.21 | 55,126,167,172 0
9 ADP Ah 1601 | 27/27 0.96 0.26 | 29,118,145,160 0
10 | BEF BG | 4002 4/4 0.96 0.18 | 154,176,182,188 0
9 ADP Ba 4601 | 27/27 0.96 0.24 | 32,114,157,179 0
9 ADP Bb 4601 | 27/27 0.96 0.24 | 55,93,132,149 0
10 | BEF Ba 4602 4/4 0.96 0.19 | 72,141,146,155 0
9 ADP Be 4601 | 27/27 0.96 0.20 | 30,104,142,184 0
9 ADP Aq 1601 | 27/27 0.96 0.19 | 55,126,167,172 0
9 ADP AZ 601 | 27/27 0.96 0.20 | 91,121,146,151 0
9 ADP BA | 3601 | 27/27 0.96 0.20 | 32,114,157,179 0

Continued on next page...



Page 71

wwPDB X-ray Structure Validation Summary Report

4V8R

Continued from previous page...

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
11 MG Ab 1603 1/1 0.96 0.26 79,79,79,79 0
10 | BEF AA 602 4/4 0.96 0.15 | 72,141,146,155 0
11 MG Ae 1603 1/1 0.96 0.19 88,88,88,88 0
10 | BEF AE 602 4/4 0.96 0.22 | 109,121,145,150 0
9 ADP AE 601 | 27/27 0.96 0.22 | 30,104,142,184 0
9 ADP BE | 3601 | 27/27 0.96 0.21 | 30,104,142,184 0
10 | BEF AQ 602 4/4 0.96 0.21 | 154,160,163,170 0
10 | BEF Aa 1602 4/4 0.96 0.17 | 72,141,146,155 0
11 MG BZ 3603 1/1 0.96 0.12 96,96,96,96 0
11 MG Be 4603 1/1 0.96 0.21 88,88,88,88 0
9 ADP Ab 1601 | 27/27 0.96 0.24 | 55,93,132,149 0
11 MG Bz 4603 1/1 0.96 0.14 96,96,96,96 0
10 | BEF Az 1602 4/4 0.97 0.17 | 100,122,147,169 0
11 MG AQ 603 1/1 0.97 0.15 | 117,117,117,117 0
10 | BEF BA | 3602 4/4 0.97 0.21 | 72,141,146,155 0
10 | BEF BE | 3602 4/4 0.97 0.20 | 109,121,145,150 0
9 ADP Bd 4601 | 27/27 0.97 0.21 | 78,119,143,177 0
9 ADP AB 601 | 27/27 0.97 0.25 | 55,93,132,149 0
10 | BEF Ab 1602 4/4 0.97 0.22 | 85,91,123,141 0
9 ADP BH | 3601 | 27/27 0.97 0.21 | 29,118,145,160 0
10 | BEF Bb 4602 4/4 0.97 0.22 | 85,91,123,141 0
11 MG BH | 3603 1/1 0.97 0.14 | 112,112,112,112 0
10 | BEF Bd 4602 4/4 0.97 0.20 | 103,113,151,153 0
9 ADP Bh 4601 | 27/27 0.97 0.25 | 29,118,145,160 0
9 ADP BB | 3601 | 27/27 0.97 0.25 | 55,93,132,149 0
10 | BEF Bq | 4602 4/4 0.97 0.21 | 154,160,163,170 0
11 MG Bq | 4603 1/1 0.97 0.21 | 117,117,117,117 0
10 | BEF Ah 1602 4/4 0.97 0.17 | 96,148,149,170 0
10 | BEF AD 602 4/4 0.98 0.22 | 103,113,151,153 0
10 | BEF Be 4602 4/4 0.98 0.17 | 109,121,145,150 0
11 MG AZ 603 1/1 0.98 0.13 96,96,96,96 0
10 | BEF AZ 602 4/4 0.98 0.16 | 100,122,147,169 0
10 | BEF BB | 3602 4/4 0.98 0.23 | 85,91,123,141 0
10 | BEF BD | 3602 4/4 0.98 0.15 | 103,113,151,153 0
11 MG Bb 4603 1/1 0.98 0.20 79,79,79,79 0
11 MG Ag 2003 1/1 0.98 0.18 | 117,117,117,117 0
11 MG Ah 1603 1/1 0.98 0.19 | 112,112,112,112 0
11 MG Aq 1603 1/1 0.98 0.28 | 117,117,117,117 0
10 | BEF Aq 1602 4/4 0.98 0.11 | 154,160,163,170 0
11 MG BE | 3603 1/1 0.99 0.15 88,88,88,88 0
11 MG AD 603 1/1 0.99 0.19 78,78,78,78 0
11 MG AE 603 1/1 0.99 0.21 88,88,88,88 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
10 BEF AB 602 4/4 0.99 0.21 85,91,123,141 0
11 MG AH 603 1/1 0.99 0.23 | 112,112,112,112 0
11 MG Ba 4603 1/1 0.99 0.18 | 117,117,117,117 0
10 BEF BH 3602 4/4 0.99 0.15 | 96,148,149,170 0
11 MG Bd 4603 1/1 0.99 0.16 78,78,78,78 0
11 MG AA 603 1/1 0.99 0.22 | 117,117,117,117 0
11 MG BA 3603 1/1 0.99 0.16 | 117,117,117,117 0
11 MG Bh 4603 1/1 0.99 0.10 | 112,112,112,112 0
11 MG Aa 1603 1/1 0.99 0.20 | 117,117,117,117 0
11 MG AB 603 1/1 0.99 0.18 79,79,79,79 0

The following is a graphical depiction of the model fit to experimental electron density of all
instances of the Ligand of Interest. In addition, ligands with molecular weight > 250 and outliers
as shown on the geometry validation Tables will also be included. Each fit is shown from different
orientation to approximate a three-dimensional view.

2mF,-DF. (at 0.7 rmsd) in gray

and green (positive)

Electron density around ADP BD 3601:

mF,-DF. (at 3 rmsd) in purple (negative)
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Electron density around ADP AA 601:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around ADP Ag 2001:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

R
e B
o e N
U I e e
PP ‘
iy ! . :
s kA Y - .;\ -




Page 74 wwPDB X-ray Structure Validation Summary Report 4V8R

Electron density around ADP AG 1001:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around ADP BG 4001:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around ADP BZ 3601:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around ADP Bg 5001:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF, (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around ADP Bq 4601:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around ADP AH 601:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around ADP Ad 1601:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around ADP Bz 4601:
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Electron density around ADP Aa 1601:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around ADP AD 601:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF, (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around ADP Ae 1601:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around ADP AQ 601:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around ADP Az 1601:

2mF,-DF, (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around ADP BQ 3601:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around ADP Ah 1601:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around ADP Ba 4601:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF, (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around ADP Bb 4601:

2mF,-DF, (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around ADP Be 4601:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around ADP Aq 1601:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around ADP AZ 601:
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Electron density around ADP BA 3601:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around ADP AE 601:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around ADP BE 3601:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around ADP Ab 1601:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around ADP Bd 4601:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around ADP AB 601:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around ADP BH 3601:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around ADP Bh 4601:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around ADP BB 3601:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

6.5 Other polymers (i)

There are no such residues in this entry.
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