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

We welcome your comments at validation@mail.wwpdb.org
A user guide is available at
https://www.wwpdb.org/validation /2017 /Xray ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

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

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

MolProbity : 4-5-2 with Phenix2.0

Xtriage (Phenix) : 2.0

EDS : 3.0

Percentile statistics : 20250101.v01 (using entries in the PDB archive January 1st 2025)
CCP4 : 9.0.010 (Gargrove)
Density-Fitness : 1.0.12
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.49
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wwPDB X-ray Structure Validation Summary Report

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 3.59 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
Rfree l]
Clashscore I]

Ramachandran outliers I
Sidechain outliers NN
RSRZ outliers I |

Worse

Value
W 0.286
I (6

0.0%
N 0.7%
D 3.6%

Better

6YFB

I Percentile relative to all X-ray structures

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

Motric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Rfree 180053 1747 (3.70-3.50)
Clashscore 190562 1827 (3.70-3.50)
Ramachandran outliers 187476 1773 (3.70-3.50)
Sidechain outliers 187428 1772 (3.70-3.50)
RSRZ outliers 180081 1745 (3.70-3.50)

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 166 ./ 66% 33%
%

1 AB 166 : 69% 31%
%

1 AC 166 ./ 72% 28%
%

1 AD 166 ./ 71% 28%

1 AE 166 ﬁ 70% 29%

Continued on next page...
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wwPDB X-ray Structure Validation Summary Report 6YFB

Continued from previous page...

Mol | Chain | Length Quality of chain

3%

1 AF 166 = 70% 29% .
%

1 AG 166 = 70% 30% .
7%

1 AH 166 70% 29% .
%

1 Al 166 = 69% 30% .
%

1 Al 166 = 64% 34% .
%

1 AK 166 69% 30% .
%

1 AL 166 | ™ — — -
7%

1 AM 166 62% 38%
%

1 AN 166 63% 37%

1 AO 166 66% 33% .
%

1 AP 166 67% 33%
7%

1 AQ 166 - 69% 31%

5%

1 AR 166 73% 27%
7%

1 AS 166 64% 36%
3%

1 AT 166 - 67% 33%

7%

1 AU 166 61% 39% .
7%

1 AV 166 65% 34% .
3%

1 AW 166 - 69% 31%
7%

1 AX 166 71% 28% .
%

1 AY 166 72% 27% .
%

1 AZ 166 | " — 30% :

5%

1 BA 166 70% 30% .
%

1 BB 166 69% 30% .
%

1 BC 166 | ™= = — "
%

1 BD 166 72% 28% .

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

Mol | Chain | Length Quality of chain
%
1 BE 166 - 67% 31% .
%
1 BF 166 = 71% 28% .
%
1 BG 166 72% 26% N
%
1 BH 166 = 64% 36%
3%
1 BI 166 - 65% 35%
3%
1 BJ 166 | = so 5% :
7%
1 BK 166 66% 34%
%
1 BL 166 69% 31%
5%
1 BM 166 71% 29%
5%
1 BN 166 65% 35%
%
1 BO 166 66% 34%
7%
1 BP 166 62% 37% .
7%
1 BQ 166 - 64% 34% .
3%
1 BR 166 70% 30%
3%
1 BS 166 - 71% 28% .
%
1 BT 166 | ™ "o 5o :
3%
1 BU 166 - 66% 33% .
7%
1 BV 166 | T 5% :
7%
1 BW 166 72% 28% .
3%
1 BX 166 | = T = :
7%
1 BY 166 72% 28% .
3%
1 BZ 166 - 67% 32% .
%
1 CA 166 . 70% 30% .
%
1 CB 166 = 69% 29% .
%
1 CC 166 63% 37%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
5%
1 CD 166 - 63% 37%
5%
1 CE 166 - 64% 34% .
3%
1 CF 166 - 66% 34%
3%
1 CG 166 - 68% 32%
8%
1 CH 166 r— 72% 28%
5%
1 CI 166 — 64% 36%
5%
1 CJ 166 - 64% 36%
5%
1 CK 166 - 63% 36% .
3%
1 CL 166 - 63% 36% .
3%
1 CM 166 - 68% 32%
7%
1 CN 166 70% 30% .
%
1 CO 166 = 72% 28% N
3%
1 CP 166 = 69% 31% .
%
1 CcQ 166 = 68% 31% .
%
1 CR 166 = 68% 31% .
3%
1 CS 166 | = "o S5 :
%
1 CT 166 72% 28% N
%
1 CuU 166 = 68% 31% .
5%
1 CvV 166 70% 29% N
7%
1 CW 166 72% 27% N
6%
1 CX 166 66% 34%
7%
1 CY 166 64% 36%
5%
1 CZ 166 66% 33% .
10%
1 DA 166 67% 33%
3%
1 DB 166 69% 31%

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

Mol | Chain | Length Quality of chain
1 DC 166 = 72% 28%
1 DD 166 = 65% 35%
1 DE 166 = 66% 34%
1 DF 166 e 61% 38% .
1 DG 166 = 64% 34% .
1 DH 166 = 67% 33%
1 DI 166 = 69% 30% .
1 DJ 166 = 71% 28% .
1 DK 166 = 67% 32% .
1 DL 166 4-/0 71% 28% .
1 DM 166 = 70% 29% .
1 DN 166 % 70% 28% .
1 DO 166 = 70% 29% .
1 DP 166 = 67% 33% .
1 DQ 166 = 70% 30% .
1 DR 166 < 70% 27% B
1 DS 166 = 63% 37%
1 DT 166 = 64% 36%
1 DU 166 = 67% 32% .
1 DV 166 ﬂ 67% 33%
1 DW 166 4-A 69% 31%
1 DX 166 4-/0 70% 30%
1 DY 166 7./0 64% 36%
1 DZ 166 = 67% 33%
1 EA 166 L 65% 34% .

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

Mol | Chain | Length Quality of chain
3%
1 EB 166 - 63% 36% .
3%
1 EC 166 - 70% 30%
%
1 ED 166 70% 30% .
%
1 EE 166 = 72% 27% .
%
1 EF 166 | T To% :
3%
1 EG 166 70% 30% .
%
1 EH 166 | ™ — T :
7%
1 EI 166 71% 28% .
%
1 EJ 166 72% 28% .
5%
1 EK 166 67% 32% .
7%
1 EL 166 69% 30% .
%
1 EM 166 | ™ — T n
%
1 EN 166 | ™= ST =
5%
1 EO 166 66% 34%
%
1 EP 166 = 67% 32% .
3%
1 EQ 166 - 65% 35%
5%
1 ER 166 69% 31%
6%
1 ES 166 70% 30%
7%
1 ET 166 64% 36%
5%
1 EU 166 64% 36%
7%
1 EV 166 61% 39% .
7%
1 EW 166 64% 35% .
5%
1 EX 166 67% 33%
%
1 EY 166 | — — "
%
1 EZ 166 72% 27% .

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

Mol | Chain | Length Quality of chain
%
1 FA 166 | " — = "
7%
1 | FB | 166 | = & 310 :
%
1 FC 166 72% 27% .
%
1 FD 166 : 71% 28% .
%
1 FE 166 | ™ 7o% 30% :
1 FF 166 66% 33% .
%
1 FG 166 : 71% 28% .
%
1 FH 166 = 70% 28% .
%
1 FI 166 = 63% 37%
7%
1 FJ 166 — 64% 36%
7%
1 FK 166 | = o = .
7%
1 FL 166 - 66% 34%
7%
1 FM 166 | = =
3%
1 FN 166 - 71% 29%
7%
1 FO 166 65% 35%
%
1 FP 166 = 68% 32%
7%
1 FQ 166 63% 36% .
3%
1 FR 166 | = — o :
5%
1 FS 166 69% 31%
%
1 FT 166 72% 28% .
3%
1 FU 166 - 72% 28% .
3%
1 FV 166 - 70% 30% .
7%
1 FW 166 69% 31% .
%
1 FX 166 | — = .
5%
1 FY 166 70% 29% .

Continued on next page...
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Mol | Chain | Length Quality of chain

5%

1 F7Z 166 70% 30% .
7%

1 GA 166 - 67% 31% .
%

1 GB 166 = 71% 28% .
%

1 GC 166 : 72% 26% N
7%

1 GD 166 - 64% 36%
3%

1 GE 166 - 64% 36%
7%

1 GF 166 - 66% 33% .
7%

1 GG 166 - 66% 34%
%

1 GH 166 = 69% 31%
5%

1 Gl 166 — 72% 28%

1%
1 GJ 166 — 64% 36%
7%

1 GK 166 — 69% 31%
7%

1 GL 166 - 61% 38% .
7%

1 GM 166 64% 34% .
7%

1 GN 166 69% 31%
3%

1 GO 166 | = oo 5o :
3%

1 GP 166 - 72% 27% .
3%

1 GQ 166 - 70% 29% .
3%

1 GR 166 | ™= — o :
%

1 GS 166 | " — ™ :
3%

1 GT 166 - 71% 28% .
7%

1 GU 166 71% 28% .
%

1 GV 166 66% 34% .
%

1 GW 166 = 70% 29% .
%

1 GX 166 71% 27% .

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

Mol | Chain | Length Quality of chain
%
1 GY 166 = 63% 37%
3%
1 GZ 166 - 64% 36%
3%
1 HA 166 66% 33% .
5%
1 HB 166 66% 34%
%
1 HC 166 = 70% 30%
3%
1 HD 166 - 73% 27%
3%
1 HE 166 - 65% 35%
3%
1 HF 166 - 69% 31%
11%
1 HG 166 58% 41% .
%
1 HH 166 = 63% 36% .
%
1 HI 166 67% 33%
7%
1 HJ 166 - 72% 28% .
5%
1 HK 166 72% 27% .
%
1 HL 166 68% 31% .
3%
1 HM 166 - 70% 30% .
3%
1 HN 166 71% 28% .
%
1 HO 166 = 70% 29% .
%
1 HP 166 | " T T :
7%
1 | HQ 166 | = So% 5% :
%
1 HR 166 = 70% 30% .
%
1 HS 166 = 70% 28% .
5%
1 HT 166 — 64% 36%
7%
1 HU 166 — 65% 35%
%
1 HV 166 : 66% 33% .
%
1 | HW 166 | ™= = —

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

Mol | Chain | Length Quality of chain
1 HX 166 % 70% 30%
1 HY 166 = 71% 29%
1 HZ 166 = 66% 34%
1 IA 166 = 67% 33%
1 IB 166 = 65% 34% .
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2 Entry composition (i)

There is only 1 type of molecule in this entry. The entry contains 275100 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 coat protein.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 AA 166 ?gtli)l 838 21115 2((?2 ? 0 0 0
1 AB 166 ?gii)l 838 21115 2(6?2 ? 0 0 0
1 AC 166 r‘1th1&(})1 828 21115 2%)2 ? 0 0 0
1 AD 166 r‘1F(Z’zt1%l 8(;8 21115 2(6?2 ? 0 0 0
L | AE 166 | 130 sos 215 20 s ¥ 0 0
L | AF 166 | 130 sos 215 22 s ¥ 0 0
L] AG 160 | 130 sos 215 20 s ¥ 0 0
L | AH 160 | 130 sos 213 20 s ¥ 0 0
LAl 160 | 130 sos 215 20 s ¥ 0 0
1 AJ 166 1112;%1 8(2]8 21115 2(252 § 0 0 0
1 AK 166 111§t1?)1 8(2]8 21115 2((32 § 0 0 0
1 AL 166 111§t1?)1 8(238 211]5 2(6?2 § 0 0 0
1 AM 166 1123%1 8(238 211]5 2(6?2 § 0 0 0
! AN 166 ?g;%l 838 QTE) 2(6?2 § 0 0 0
! AO 166 rfgtl%l 838 QTE) 2(6?2 § 0 0 0
! AP 166 rfgtl?)l 838 21115 2(6?2 § 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 AQ 166 Tl‘gtl?)l 858 21115 2((?2 ? 0 0 0
1 AR 166 Tl‘gtlzl 8?8 21115 2((?2 g 0 0 0
1 AS 166 T1‘(?)>t1%(1)l 838 21115 2((32 2 0 0 0
! AT 166 r{gtl?)l 828 21115 2((?2 2 0 0 0
I H K
L] AV 166 | 300 s o5 200 o 0 0 0
L] AW 166 | 30 ss o5 200 o 0 0 0
L] AX 166 | 300 ss o5 200 o 0 0 0
LAY 16| 1300 ss o5 200 o 0 0 0
L | AZ 16| 1300 ss o5 200 o 0 0 0
1| BA 166 | 300 ss o5 200 o 0 0 0
1 BB 166 111(;;%1 8(2]8 21115 2((22 § 0 0 0
1 BC 166 ?gi%l 8(238 211]5 2(32 § 0 0 0
1 BD 166 r{gi%l 8(238 211]5 2(6?2 i 0 0 0
! BE 166 rfgi%l 838 211]5 2(6?2 § 0 0 0
! BF 166 112;%1 838 QTE) 2(6?2 § 0 0 0
! BG 166 rfgtl%l 838 21115 2(6?2 § 0 0 0
! BH 166 r{gtl%l 838 21115 2((?2 § 0 0 0
1 Bl 166 rfgtlaol 8(238 21;]5 2((?2 § 0 0 0
1 BJ 166 rl1ﬂgt1aOl 8(238 21;]5 222 2 0 0 0
1 BK 166 ?gtlaol 8(218 21115 2((?2 § 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 BL 166 Tl‘gtl?)l 838 21115 2((?2 ? 0 0 0
1 BM 166 Tl‘gtlzl 838 21115 2((?2 g 0 0 0
1 BN 166 rfgtléz)l 828 21115 2((?2 ? 0 0 0
! BO 166 rfgtleg)l 828 21115 2%)2 2 0 0 0
IR Y K
L] BQ 166 | 300 s o5 200 o 0 0 0
L | BR 166 | 30 ss o5 200 o 0 0 0
L] B 166 | 300 ss o5 200 o 0 0 0
1| BT 16| 1300 ss o5 200 o 0 0 0
1| BU 16| 1300 ss o5 200 o 0 0 0
| BV 166 | 300 ss o5 200 o 0 0 0
1 BW 166 ?gi%l 8(2]8 21115 2((22 2 0 0 0
1 BX 166 1113161?31 8(238 211]5 2(32 § 0 0 0
1 BY 166 1123561 8(238 21115 2(6?2 i 0 0 0
! Bz 166 112;%1 838 21115 2(6?2 § 0 0 0
! CA 166 112;%1 8(2]8 QTE) 2(6?2 § 0 0 0
! CB 166 rfgtl%l 838 21115 2(6?2 § 0 0 0
! cC 166 rfgtl?)l 838 21115 2((?2 § 0 0 0
1 b 166 rfgtl?)l 8(238 21;]5 2(6?2 2 0 0 0
1 CE 166 rl1ﬂgt18401 8(238 21;]5 222 2 0 0 0
1 CF 166 ?gtlaol 8(218 21;]5 2((?2 2 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 cG 166 Tl‘gtl?)l 838 21115 2((?2 ? 0 0 0
1 CH 166 Tl‘gtlzl 838 21115 2((?2 g 0 0 0
1 = 166 rfgtléz)l 828 21115 2((?2 ? 0 0 0
! CJ 166 rfgtleg)l 828 21115 2%)2 2 0 0 0
IO H K
b cb 166 | 300 s o5 200 o 0 0 0
L] M 166 | 30 ss o5 200 o 0 0 0
L] N 166 | 300 ss o5 200 o 0 0 0
L] Co 16| 1300 ss o5 200 o 0 0 0
b crp 16| 1300 ss o5 200 o 0 0 0
L] eQ 166 ?;%l 8(238 21115 2?52 2 0 0 0
1 CR 166 ?gi%l 8(2]8 21115 2((22 2 0 0 0
1 3 166 1113161?31 8(238 211]5 2(32 § 0 0 0
1 CT 166 1123561 8(238 21115 2(6?2 i 0 0 0
! cu 166 112;%1 838 21115 2(6?2 § 0 0 0
! cv 166 112;%1 8(2]8 QTE) 2(6?2 § 0 0 0
! oW 166 rfgtl%l 838 21115 2(6?2 § 0 0 0
! X 166 rfgtl?)l 838 21115 2((?2 § 0 0 0
1 CY 166 rfgtl?)l 8(238 21;]5 2(6?2 2 0 0 0
1 ¢z 166 rl1ﬂgt18401 8(238 21;]5 222 2 0 0 0
1 DA 166 ?gtlaol 8(218 21;]5 2((?2 2 0 0 0

Continued on next page...
$roe



Page 16 wwPDB X-ray Structure Validation Summary Report 6YFB
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 bB 166 Tl‘gtl?)l 858 21115 2((?2 ? 0 0 0
1 be 166 Tl‘gtlzl 8?8 21115 2((?2 g 0 0 0
1 bb 166 T1‘(?)>t1%(1)l 838 21115 2((32 2 0 0 0
! bE 166 r{gtl?)l 828 21115 2((?2 2 0 0 0
I Y K
1| D6 166 | 300 s o5 200 o 0 0 0
1| PH 166 | 30 ss o5 200 o 0 0 0
L P 166 | 300 ss o5 200 o 0 0 0
| D 16| 1300 ss o5 200 o 0 0 0
1| Dk 16| 1300 ss o5 200 o 0 0 0
| DL 166 | 300 ss o5 200 o 0 0 0
1 bM 166 111(;;%1 8(2]8 21115 2((22 § 0 0 0
1 DN 166 ?gi%l 8(238 211]5 2(32 § 0 0 0
1 bo 166 r{gi%l 8(238 211]5 2(6?2 i 0 0 0
! bp 166 rfgi%l 838 211]5 2(6?2 § 0 0 0
! bQ 166 112;%1 838 QTE) 2(6?2 § 0 0 0
! DR 166 rfgtl%l 838 21115 2(6?2 § 0 0 0
! DS 166 r{gtl%l 838 21115 2((?2 § 0 0 0
1 DT 166 rfgtlaol 8(238 21;]5 2((?2 § 0 0 0
1 by 166 rl1ﬂgt1aOl 8(238 21;]5 222 2 0 0 0
1 bV 166 ?gtlaol 8(218 21115 2((?2 § 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 bW 166 Tl‘gtl?)l 838 21115 2((?2 ? 0 0 0
1 bX 166 Tl‘gtlzl 838 21115 2((?2 g 0 0 0
1 bY 166 rfgtléz)l 828 21115 2((?2 ? 0 0 0
! bz 166 rfgtleg)l 828 21115 2%)2 2 0 0 0
IR Y K
| EB 166 | 300 s o5 200 o 0 0 0
b EC 166 | 30 ss o5 200 o 0 0 0
b ED 166 | 300 ss o5 200 o 0 0 0
I | EE 16| 1300 ss o5 200 o 0 0 0
L | BF 16| 1300 ss o5 200 o 0 0 0
L | EG 166 | 300 ss o5 200 o 0 0 0
1 EH 166 ?gi%l 8(2]8 21115 2((22 2 0 0 0
1 El 166 1113161?31 8(238 211]5 2(32 § 0 0 0
1 £ 166 1123561 8(238 21115 2(6?2 i 0 0 0
! ER 166 112;%1 838 21115 2(6?2 § 0 0 0
! EL 166 112;%1 8(2]8 QTE) 2(6?2 § 0 0 0
! EM 166 rfgtl%l 838 21115 2(6?2 § 0 0 0
! EN 166 rfgtl?)l 838 21115 2((?2 § 0 0 0
1 EO 166 rfgtl?)l 8(238 21;]5 2(6?2 2 0 0 0
1 EP 166 rl1ﬂgt18401 8(238 21;]5 222 2 0 0 0
1 EQ 166 ?gtlaol 8(218 21;]5 2((?2 2 0 0 0

Continued on next page...
$roe
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 ER 166 Tl‘gtl?)l 838 21115 2((?2 ? 0 0 0
1 ES 166 Tl‘gtlzl 838 21115 2((?2 g 0 0 0
1 BT 166 rfgtléz)l 828 21115 2((?2 ? 0 0 0
! EU 166 rfgtleg)l 828 21115 2%)2 2 0 0 0
I Y H K
L R Ao 0 0 0
| B 166 | 30 ss o5 200 o 0 0 0
L] BY 166 | 300 ss o5 200 o 0 0 0
1| Bz 16| 1300 ss o5 200 o 0 0 0
L] FA 16| 1300 ss o5 200 o 0 0 0
L | B 166 | 300 ss o5 200 o 0 0 0
1 FC 166 ?gi%l 8(2]8 21115 2((22 2 0 0 0
1 FD 166 1113161?31 8(238 211]5 2(32 § 0 0 0
1 FE 166 1123561 8(238 21115 2(6?2 i 0 0 0
! FE 166 112;%1 838 21115 2(6?2 § 0 0 0
! FG 166 112;%1 8(2]8 QTE) 2(6?2 § 0 0 0
! FH 166 rfgtl%l 838 21115 2(6?2 § 0 0 0
! F 166 rfgtl?)l 838 21115 2((?2 § 0 0 0
1 FJ 166 rfgtl?)l 8(238 21;]5 2(6?2 2 0 0 0
1 FK 166 rl1ﬂgt18401 8(238 21;]5 222 2 0 0 0
1 FL 166 ?gtlaol 8(218 21;]5 2((?2 2 0 0 0

Continued on next page...
$roe
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 FM 166 Tl‘gtl?)l 858 21115 2((?2 ? 0 0 0
1 FN 166 Tl‘gtlzl 8?8 21115 2((?2 g 0 0 0
1 FO 166 T1‘(?)>t1%(1)l 838 21115 2((32 2 0 0 0
! kP 166 r{gtl?)l 828 21115 2((?2 2 0 0 0
I H K
L] R 166 | 300 s o5 200 o 0 0 0
L] B 166 | 30 ss o5 200 o 0 0 0
L 166 | 300 ss o5 200 o 0 0 0
L] FU 16| 1300 ss o5 200 o 0 0 0
N 16| 1300 ss o5 200 o 0 0 0
L] W 166 | 300 ss o5 200 o 0 0 0
1 LR 166 111(;;%1 8(2]8 21115 2((22 § 0 0 0
1 By 166 ?gi%l 8(238 211]5 2(32 § 0 0 0
1 kz 166 r{gi%l 8(238 211]5 2(6?2 i 0 0 0
! GA 166 rfgi%l 838 211]5 2(6?2 § 0 0 0
! GB 166 112;%1 838 QTE) 2(6?2 § 0 0 0
! GC 166 rfgtl%l 838 21115 2(6?2 § 0 0 0
! GD 166 r{gtl%l 838 21115 2((?2 § 0 0 0
1 GE 166 rfgtlaol 8(238 21;]5 2((?2 § 0 0 0
1 GF 166 rl1ﬂgt1aOl 8(238 21;]5 222 2 0 0 0
1 GG 166 ?gtlaol 8(218 21115 2((?2 § 0 0 0

Continued on next page...
$roe
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 GH 166 Tl‘gtl?)l 858 21115 2((?2 ? 0 0 0
1 Gl 166 Tl‘gtlzl 8?8 21115 2((?2 g 0 0 0
1 GJ 166 T1‘(?)>t1%(1)l 838 21115 2((32 2 0 0 0
! GK 166 r{gtl?)l 828 21115 2((?2 2 0 0 0
o w [ O [ o |
L] oM 166 | 300 s o5 200 o 0 0 0
1| OGN 166 | 30 ss o5 200 o 0 0 0
1| 6O 166 | 300 ss o5 200 o 0 0 0
L] GF 16| 1300 ss o5 200 o 0 0 0
L] GQ 166 ??1%1 8(;8 21115 222 2 0 0 0
L | GR 166 | 300 ss o5 200 o 0 0 0
1 GS 166 111(;;%1 8(2]8 21115 2((22 § 0 0 0
1 GT 166 ?gi%l 8(238 211]5 2(32 § 0 0 0
1 GU 166 r{gi%l 8(238 211]5 2(6?2 i 0 0 0
! GV 166 rfgi%l 838 211]5 2(6?2 § 0 0 0
! GW 166 112;%1 838 QTE) 2(6?2 § 0 0 0
! GX 166 rfgtl%l 838 21115 2(6?2 § 0 0 0
! GY 166 r{gtl%l 838 21115 2((?2 § 0 0 0
1 GZ 166 rfgtlaol 8(238 21;]5 2((?2 § 0 0 0
1 HA 166 rl1ﬂgt1aOl 8(238 21;]5 222 2 0 0 0
1 HB 166 ?gtlaol 8(218 21115 2((?2 § 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 HC 166 Tl‘gtl?)l 858 21115 2((?2 ? 0 0 0
1 HD 166 Tl‘gtlzl 8?8 21115 2((?2 g 0 0 0
1 HE 166 T1‘(?)>t1%(1)l 838 21115 2((32 2 0 0 0
! HE 166 r{gtl?)l 828 21115 2((?2 2 0 0 0
IO H K
1| HE 166 | 300 s o5 200 o 0 0 0
b 166 | 30 ss o5 200 o 0 0 0
| W 166 | 300 ss o5 200 o 0 0 0
| Hk 16| 1300 ss o5 200 o 0 0 0
| it 16| 1300 ss o5 200 o 0 0 0
1| HM 166 | 300 ss o5 200 o 0 0 0
1 HN 166 111(;;%1 8(2]8 21115 2((22 § 0 0 0
1 HO 166 ?gi%l 8(238 211]5 2(32 § 0 0 0
1 HP 166 r{gi%l 8(238 211]5 2(6?2 i 0 0 0
! HQ 166 rfgi%l 838 211]5 2(6?2 § 0 0 0
! HR 166 112;%1 838 QTE) 2(6?2 § 0 0 0
! HS 166 rfgtl%l 838 21115 2(6?2 § 0 0 0
! HT 166 r{gtl%l 838 21115 2((?2 § 0 0 0
1 HU 166 rfgtlaol 8(238 21;]5 2((?2 § 0 0 0
1 Hv 166 rl1ﬂgt1aOl 8(238 21;]5 222 2 0 0 0
1 HW 166 ?gtlaol 8(218 21115 2((?2 § 0 0 0

Continued on next page...
$roe
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
1 HX 166 1310 828 215 262 5 0 0 0
Total C N O S
1 HY 166 1310 828 215 262 5 0 0 0
Total C N O S
1 Hz 166 1310 828 215 262 5 0 0 0
Total C N O S
! IA 166 1310 828 215 262 5 0 0 0
Total C N O S
1 1B 166 1310 828 215 262 5 0 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: coat protein

2%

. =
Chain AA: 66% 33% .

[ ]
| o o o N oSSl oo o w0 [l o W~ < o ll— o m w o W~ [}
N Sy N~ — N 32} m MM a2} < & & 0 0w 0 [IoYe) ©0 N~ N~ 0 0 0 5] [ ] [
> o o (=] — < »=A o < == A~ [=l=2 =] o = o B n unun S =] ~ o

D102

Y8
T101

e Molecule 1: coat protein

2%

Chain AB: 69% 31%
° °
e oMo Mo oM o oo s o Mo~ EEY 0 o o Ela 0 oo My Mo oo omS 38 E S mSm
< -~ NN N N M < wn wn wn wn ©0 © L N~ 0 0 0 0 0 (2} (2} [SEOR=R] — ~ — —
o - Ll =4 = X o< = A o 3] 2 == o=o 129 nnxo x = = HOoOwnH - A - (=] 12
<+ o N~ oo < N~ o~ < w0 N~ 2] N~ <
SOEN S GO oY Y Y Y Y .S . e
=] A= ~ o == H o4 = = =] -

e Molecule 1: coat protein

2%

. -
Chain AC: 72% 28% .

Wii6

e Molecule 1: coat protein

2%

. -
Chain AD: 71% 28% .

WO RLDWIDE

er

PROTEIN DATA BANK


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

6YFB

wwPDB X-ray Structure Validation Summary Report

Page 24

211a

0TTI

80Td
® LOTT

€0TA

TOTL
00TS

9.0

ELA

LOA

6Sd
851

SSd

2sa
T8y

L7L

EPL

991D

¥o11

LSTT

SP11
jaalsl

(47459

coat prote

0vTM

8ETL
veTy
B6CTA
8CTT
LTTL
sc1a
0ZTL

¥11d

1

e Molecule 1

3%

29%

70%

Chain AE

S61

98L
S89

€8S
z8s
188
8.4

SLN

L9A

9214

e VeIV

(445

0ZTL

Ié i
= b
e Molecule 1

¥11d

n

coat prote

29%

70%

3%
L

Chain AF

8118
L1TL

211a

0TTI

80Td
® LOT1

€0TA

TOTL
00TS
660
861
164

S61

061

L84

S8

8.4

ELA

894
LOA

654
8SL

SSH

€50

0EV

921

€Th

7911

LSTT

€STA

SPTT
a1l

(4490
TP
ovTM
6ETH
8ETI

SETH
veTy

T€1d

6CTA

sg1a

0ZTL

coat protein

e Molecule 1

2%

30%

70%

Chain AG:

cria
TTTA

901D

FOTN

20t1a

660

L6¥
061
981

989
8y

LYL

ST
472

{441
LED
vea
EEN
zex
62)
921

€zh

Y9TI

29TL

LSTT

€STA

LYTT

SPT1
iiad)

(47459

0%TM

coat prote

8ETI
LETL
9ETS

veTd

LL]

0ZTL

9TTM

Y11d

11

e Molecule 1

29%

70%

4%
-

Chain AH

8118

v11d

S61

061

L84

S$8D
8.4

9.b

ELA

991D

Y911

LSTT

€STA

LYTT

YH10

{47459

ovTM

8ETI

SETA
YETYH

2eTS
TeTQ
0€Ta

LTTL

sc1a

0Tl

O

R LDWIDE
PROTEIN DATA BANK

W



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 25

coat protein

e Molecule 1

2%

30%

69%

Chain Al

FOTN

2ota

ST

Y9TI

C9TL

¥11d

e Molecule 1

Z1ia
TTTA
OTTI

in

coat prote

34%

64%

2%
m

Chain AJ

v11d
® €110
211a

0TTI
60TA
80Td
L0711

YOIN
€0TA
20t1a
TOTL
00TS

660

164

S61

L84

78d

8.4

9.0

® L9\

0TTI
|
$OTN
.- [ eota
201a
|
660
861
164
|
2 061
2 | esu
88T
|
589
Cowen
€88
z8s
188
o
9919
17O
$9TT °
| soty
Z9TL 894
T9TA LA
|
o 694
18T 831
| |
£5TA €50
| |
1711 0sd
[ evia EN |
SHTT 3 171
A [oenn
| epTs L2
(443 2
[ W €7l
07TM o 44}
lee1a .4
8ETI Lw o
1 o
qeT = 1€b
vETY o []
€Ty - $£a
zETS % €EN
| 1gta ek
0€1a < |
> .. J 5
621 =2 m«
LTTL ) K 921
sgEn S |
sz1a 5 < 611
[T i
omﬁ o = )
LTTL = <= (2
| ° O [

991D

Y9TI

29TL
T9TA

LSTT

€STA

LY1T

SP1T
441

{47459

coat prote

e Molecule 1

8211

9TTM

711d

cria
TTIA

11

2%

27%

70%

Chain AL

¥11d

OTTI

00TS

6STS
831D
LSTT

€GTA

SPT1
a1

{47458

0vTM

8ETI

veTY

1€Ta

6CTA

LTTL

e Molecule 1

sera
7444

0ZTL

STT1

coat protein

38%

62%

4%
-

Chain AM

SOTL
YOTIN

c¢ota
TOTL

660

164

061

183

G989

€88

8.4

SLN

LS

LOA

654

Eisics

€50

9%
08d

Lyl

R LDWIDE

O

PROTEIN DATA BANK

W



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 26

coat protein

e Molecule 1

37%

63%

2%
n

Chain AN

TS

EEN

€zh

991D

Y911

2911
TOTA

6GT1S

9GTH

€GTA

LYTT

SY11
jads)

{47428

oYM

8ETI
LETL

veTd

T€1d

6CTA
8211

coat prote

9214

11

e Molecule 1

33%

66%

Chain AO

L6Y

S61

S8D

€8S

6LA
8.4

TLS

991D

Y911

29Tl
T9TA

6STS

98T

€SGTA

SPT1
jaadsl

11

{47458

0%TM

coat prote

8ETI
LETL

veTd

1€1d

e Molecule 1

6CTA
8CT1

9214
sc1a

LITL

2%

33%

67%

Chain AP

SEd

EEW

ford]
(428

611

991D

Y911
€974
29Tl
T9TA

6STS
98T
€STA
PAAN!
jady)
{4458
TV
ovIM

veETH

T€1d

coat prote

6CTA
8CT1

e Molecule 1

9214
® Scia

0zTL

c11a

0TTI
60TA

11

31%

69%

4%
-

Chain AQ
I”-wl‘”-

€110
c1ia
TTIA

901D
SOTL
7OIN
€0TA

894
L9A

654

Eisic

€50

TS

id

11

62

(498

991D

Y911

29TL
19TA

LSTT
98T

€GTA

SP11
jads)

{47459

oYM

8ETI
LETL
9€TS

coat prote

veTd

6CTA
8CT1

e Molecule 1

9¢Td
® Scia
verv

0CTL

8T1S

11

27%

73%

6%

Chain AR

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 27

0CTL

8118

188

vl

Sea

EEW
921

fotd]
[4ON

[
|
I-g gl-

9919
911
€91y

ol zotL |

T9TA

LSTT
951X

€STA
SP1T
{47499
ovTM
LETL
veTY
Te1a
8211
9¢T4d

® Scia
veIv

coat protein

e Molecule 1

4%

36%

64%

Chain AS

OTTI
60TA
80Td

90719
SOTL
FOTN

20t1a
TOTL
00TS
660
861
L6¥

989

€8S

8.4

9.0
SLN

LOA

feiic

€50

8%
05d

LYL

9919

YoTI
€9TY
29Tl
T9TA

831D
L8711
9813

€STA

coat protein

e Molecule 1

3%

33%

67%

Chain AT

991D

Y911

2911
T9TA

LSTT
98T

€9TA

SP11
jaal)

{47458

ovTM
6€TH
8ETI

SETA
verd

T€1d

6CTA
8C11

9¢T4d
sc1a

LTTL

e Molecule 1

STT1

coat protein

39%

61%

17%

Chain AU

EEW

Y911

TOTA

LSTT

T€1d

62TA
8211

9214
scTa
e VIV

+

L1TL

€110
2c11a

0TTI

80Td

20t1a

991D
® S9TX

coat protein

e Molecule 1

34%
..

L9A

654
8SL

SSd

€50
¢sa
T8N

65%
w
S

vea
EEW
CER

oey
621

9T1

4%
||||
-

611

84
LD

4]

Chain AV
&k

WO RLDWIDE
PROTEIN DATA BANK



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 28

7oTI

® 2911
LSTT
€STA
LyTT
710
(47499

6eTd
8ETL

SETH
8211
i74a 4

9TTM

Y11d

cria
TTTA
OTTI

coat prote

80Td

YOTN
€0TA
c¢ota
TOTL

660

e Molecule 1

L6Y

061

11

3%

31%

69%

Chain AW

0 @ ©
m-m ©
=] 24 =

OTTI

80Td
LOT1

L

€0TA

TOTL

9.0
SLN
B.L0

~
©
=

™
te)
o

~ o © =3 o
I g o BN o My WS o
o = o — N o< 2] 2]

coat protein

e Molecule 1

28%

71%

4%
[

Chain AX:

cria
TTTA
0TTI

TOTN

cota
660
861
L6Y
S61

981
38D

€8S
288
188

Lyl

w0 o
T} 0 0
=] o

n
S |
[=]

ST
142

(44

CA

(4319

OTTI

80Td
® LOT1

€0TA

TOTL
00TS
660
861
L6Y

27%

S61

061

1834

S8D
w8x

8.4

9.0

%911
£LA
29TL [ |

LSTT
[
€STA

A4S

|
72%

SPTT
YH10

{47429

coat prote
|

07 TM

8ETI

|
2%

Chain AY =

8211

L

verv

9TTM

711d

|
e Molecule 1

991D

¥o11

LST1

SPT1
jaalsl

{47499

0vTM

coat prote

8ETI

ey

6CTA

LTTL

e Molecule 1

scra

0ZTL

¥11d

11

%
B

30%

69%

Chain AZ

TTTA
0TTI

TOTIN

cot1a

660

164

S61

98L
38D

€88
288
188

8.4

SLN
7.0

LOA

1

EEW
CER

coat prote

991D

Y911

29TL
LSTT

710

(4458
137450
0vTM

8ETI

8211

9214

7431

{445

0cCTL

L1TL
9TTM

711d

e Molecule 1

cria

11

30%

70%

5%
L

Chain BA

O

R LDWIDE
PROTEIN DATA BANK

W



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 29

80Td
® LOTT

€0TA

TOTL
00TS
660
861

0 W ~ o W I~
N~ °e) () [l ) x
o o B3 = = ~

Id
~
=

0
©
>

LOA

6S4
851

SSd

2c11a

0TTI

coat protein

e Molecule 1

2%

Zria
TTTA

907D

FOTN

2ota

660

L64

30%

894
LOA

6G4
8GL

feiicy

€5b

9%
0Gd

69%

LYL

n
-2
x

©
N
—

Chain BB

[owta |
SPT1
jaal)

{47458

0vTM

coat prote

8ETI
LETL
9ETS

veTy

vy

0TTL

8T1S
LTTL
9TTM

¥11d

11

e Molecule 1

27%

72%

2%
m

Chain BC

S61

061

L84

S8D

8.4

9.8

ELA

894
LOA

654
8SL

SSH

991D

7911

LSTT

€STA

LYTT

SPTT
a1

(47499

07TM

8ETI

YETY

CETS
TeTa
0€Ta

L2TL

e Molecule 1

Sg1a

coat protein

cria
TTTA
OTTI

28%
(o)
&

LOA

72%
2
o

©
N
—

Chain BD

coat protein

e Molecule 1

31%

67%

2%
m

Chain BE

L1TL

v11d
€110
2c11a

0TTI
60TA
80Td
L0771

YOIN
€0TA
2o1a
TOTL

Y911

® <2911l

T9TA

LST1

€STA

LY11

SP11
jaa sl

{47499

ovTM

8€TI

SETH
veTd
€eTY
CETS

0€Ta
6CTA

LTTL

sc1a

0gTL

O

R LDWIDE
PROTEIN DATA BANK

W



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 30

coat protein

e Molecule 1

2%

28%

71%

Chain BF

9TTM

¥11d

c1ia

€8S
z8s
188

EEN

LYTT

SPT1
jaads)

coat prote

(47428

e Molecule 1

oV TM

8ETI
LETL

8211

111

2%

26%

72%

Chain BG

6GTS
8GT10
LST1
€GTA

jaalsl

(47438

coat prote

[0749:1

e Molecule 1

8ETI

verd

T€1d

6CTA

211

11

2%

36%

64%

Chain BH

991D
S9TX
7911

29TL
TOTA

coat protein

e Molecule 1

4%

35%

65%

Chain BI

60TA
80Td

SOTL

2ota
TOTL

660

L64

8GL

991D

7oTI

29Tl
T9TA

6STS

9STA

€STA

LYTT

SYTT
jiads)

(47429

0vTM

8ETI

coat protein

e Molecule 1

33%

66%

4%
L

Chain BJ

TLS

fotd]

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 31

991D

Y911

® 2911
T9TA

9STA
€SGTA

jiads)

(47428

0vTM

11

8ETI
LETL

YETY

TETA

coat prote

6CTA
8CT1

e Molecule 1

9CTd
® Sgia

L1TL

cria
TTTA
0TTI
60TA

7%

34%

66%

<
N
I>‘

Chain BK

660

164

S61

€634

L84

0
e}
[

€8S

6LK
8.4

SLN

CTLN

894
LOA

Ll

eiic

€50

TSM
08d

ST

1328

o
Sy
=

Sea

EEW

€zh
[42S

611

84

991D

¥o11
€9TH
2911
T9TA
9GTH
€GTA
LYT1

jaads]

(448
TPIN
0V TM

1

veTyd

1€1d

6CTA
8CT1

9214

coat protein

e Molecule 1

31%

69%

2%
m

Chain BL

~ .
B

0CTL

8118

€110
c1ia
TTIA

901D
SOTL
YOIN
€0TA

86L
L6y

S6I
64

061

S$8D

€8S

6LA

221

SLN

894
LOA

654

Eisic

€50

TS

id

1 )

62

(498

84

e Molecule 1

94

991D

Y911

T9TL
T9TA

LSTT
95T

€STA

YH10

{47429

%M

coat prote

8€TI
LETL
9ETS

veTY

6CTA
8211

9214
S21a
vy

11

29%

71%

5%
L

Chain BM

(4319

OTTI
60TA
80Td

901D

20ta
TOTL
00TS

-3
o)
[=4

L6Y
S8D
288
8.4

SLN

€8b

LYL

e 1¥l

EEW
62)
921

€zd

991D

¥911
€914

T9TA

6STS
9GTH
€STA
(47459
o%TM
LETL
YETY
Tera
8211
9CTd
® Scia
iZ74a 4
0CTL

8118

coat protein

e Molecule 1

5%
Chain BN -

60TA
80Td

SOTL
YOIN

2¢ot1a
TOTL
00TS
660
861
164

35%
I.

S89

€8S

8.4

9.0
SLN

® L9\

SG4

€50

e
08d

LYL

65%

ST

9919

¥oTI
€9TH
2911
T9TA

8GT1D
LSTT
9GTH
€GTA

441

{4458
TVIN
0vTM

8ETI
LETL

veTH

T€1d

coat prote

6CTA

8211

9214

11

e Molecule 1

2%

34%

66%

Chain BO

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 32

991D

Y9TI

29TL
T9TA

LSTT
9STH

€GTA

SP1T
710

{47459

11

ovTM
6ETH
8ETI

SETA
vETY

1€7Q

6CTA
8211

9¢T4d
@ SZia

8118
L1TL

e Molecule 1

STTT

coat protei

7%

b

37%

62%

Chain BP

3

14729
€VL

VL
LD
9€S
seda
vea
EEW
0EY
921
€zd
[42S

L11

STd

84

)

991D
S9TX
Y911

T9TA

LSTT
9GTH

SPT1
jaads)

(47458
TV
ovTM
6€TH
8ETL

SETH
et

T€1d

111

6CTA
8CTT

coat prote

9214
® §¢ia
very
LTTL

® €11
(431

0TTI

e Molecule 1

80Td

2ota
TOTL
00TS

4%

34%

64%

Chain BQ:

TOTL

660

L6Y4

061

98L
S8D

€8S
288
18S

8.4

0]

Y911

® 2911

LSTT

SSTS

€STA

LYTT

SPT1
jaads)

(47428

6€Td
8ETL

9€TS
SETH

8211

b

1mn

i74a 4

coat prote

e Molecule 1

30%

70%

1

4%
L

Chain BR

c11a

OTTI

80Td
® LOT1

TOTL
00TS

L84

S$8D
7ed
€8S
28s

1

8.4

9.b
SLN
Y0
L9A
99N
654

Eisicy

€50

T8y
0S8d

{47499

0vTM

coat prote

8€TI
LETL

very
6CTA

8¢T1
LTTL

e Molecule 1

se1a
iZz4a 4

0ZTL

11

28%

71%

3%

Chain BS: ™

TTTA
0TTI

TOTN

[\
o o o
o 0 =
= o [=]

N S0 o Ml © I~
© © [ x
nuKS e HER

[
-
©
%

<
~
o

N~
© ©
= >

@
10
[=

0
[Te)
3]

o
1)
=4

o
el
A

S
&

Y911

29TL

b

LSTT

€STA

LYTT

44l

{47429

%M

8ETI

8CT1

L

0zTL

9TTM

711d

cria

R LDWIDE

O

PROTEIN DATA BANK

W



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 33

coat protein

e Molecule 1

2%

[431¢

OTTI

80Td
® LOT1

€0TA

TOTL
00TS
660
861
L6¥

29%

S61

061

184

S$8D

70%
|

B
28
N o<

Chain BT
|

991D

¥911

LSTT

b

SPT1
jaadsl

111

(47498

07TM

coat prote

8ETI
veTd
6CTA
8211
LTTL
scia

0CTLl

e Molecule 1

8118

¥11d

33%

66%

3%
L

Chain BU

L9A

8SL

Eisic

€50
05d

LvL

ST
(444
LED
vea
EEW
CER

0EY

991D

7911

2911
LSTT

y10

TYTI
TV
07 TM

8ETI

9€TS

8211

9214

11

4924

[44 %]

0zTL

LTTL
9TTM

Y11d

e Molecule 1

2c1ia
TTIA
0TTI

7OTIN

cot1a

coat protei

4%

-
.o
=)

T0TL
00TS
660

L6Y4

S61

061

1834

33%

98D

+

8.4

9.d

E€LA

894
LOA

t

6G4
8GL

S99

€3Sd

67%

TS%
0Gd

LYL

14723
€71

®
)
o

Chain BV

7911
LSTT
€STA

SYT1
jads)

(4258
TPIN
ovTM
6eTd
8ETI

SETH
veETY

T€TA

6CTA

S¢1a

0CTL

coat prote

8118
L1TL

211a

0TTI

80Td
® LOTT

€0TA

11

e Molecule 1

28%

72%

4%
-

Chain BW
&k

9019

FOTN

20t1a

660

164

061

t

ST
472

(4414

vea
EEN
(499
6ci

921

[ovia
SPT1
a1

{47458

0vTM

coat prote

8ETI
LETL

veTd

e VeIV

0ZTL

9TTM

¥11d

e Molecule 1

[431¢
TTIA

11

27%

72%

3%
L

Chain BX

sc1a

0Tl

8118

® 7Ild
€110

80Td
L0771

€0TA

TOTL
0018

861

S61

R LDWIDE

O

PROTEIN DATA BANK

W



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 34

991D

¥oTI

LSTT

€STA

LyTT

SPTT
jads)

(47429

0vTM

8ETL

TETY

e Molecule 1

CETS
Te1a
0€TA

1211

n

coat prote

28%

72%

7%

Chain BY

YOTIN
2ot1a
660

861
164

| oenl Ly1T
THY [ |
w510
| evIs
Led (47498
| | THIH
vea OFTM
e | eetd
(49 8ETT

mo

N

£
*

921 vy
| |
L11 9TTM

coat protein

e Molecule 1

32%

67%

3%
L

Chain BZ

et

L84

78d

8.4

TLN

LOA

8SL

Eisic

T

0oey
921
fords]

611

v11d
€110

coat protein

e Molecule 1

30%

70%

%
B

Chain CA

€8S

EEN

991D

Y911

C9TL
T9TA

LSTT

€STA

LYTT

SP11
jaalsl

{47499

(74708

coat prote

8ETL
LETL

8CTT

OTTM

711d

e Molecule 1

Z11a
TTTA

11

2%

29%

69%

Chain CB

STT1
v11d

0TTI
907D
00TS

660
86L

S61

v6d

061

L84

S$8D

8.4

TLN

37%

63TS
831D
LSTT

|
63%

€GTA

SP11
jaasl

n

{47499

coat prote

0vTM

8ETI

veTrd

1€Ta

2%
n

e Molecule 1

6CTA

LTTL

sc1a
iZz4a 4

Chain CC

0gTL

O

R LDWIDE
PROTEIN DATA BANK

W



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 35

€8S

8L4

14728

vl

EEW

991D
S9TA
Y911

29TL
T9TA

951X
€STA

8¥1T
PAANS

y10

TYTI
TV
07 TM

8ETI
LETL

veETY

6CTA
8211

9214
scg1a
i74a 4

0zTL

STTT
vI1d

TTTA
0TTI
60TA
80Td

901D
SOTL
TOTIN

cota

coat protein

e Molecule 1

6%

37%

63%

Chain CD

cota

TOTL

660

L6Y4

9919

Y911

C9TL

T9TA

6STS

L9TT

jaads)

(47429

0FTM

8ETL
LETL

et

T€1d

111

6CTA
8CTT

coat prote

9214

e Molecule 1

34%

64%

Moo <
& O
= A

5%
[

Chain CE

TOTL

e 660

164

S61

98L
S$8D

€8S

6LK
8.4

H

TLS

oo
©
>

L9A

€934

+

isic

€50

e T¥l
O¥N

Sea

EEW

991D

%911

2911
T9TA

6GTS

9GTH
€GTA

jaalil

{47499

[049:

8ETI
LETL

veTd

1€1d

6CTA
8CT1

coat prote

9214
Sc1a

8T1S
LTTL

2c1ia
TTTA
OTTI
60TA
807d

901D
SOTL
FOTN

e Molecule 1

2¢ot1a

11

34%

66%

4%
[

Chain CF

00Ts
660

164

S61

€63

L84

3989

€8S

B6LA
8.4

SLN

DO - Mo
W © © © © OO
IR
NG S H e RS

TLN

894

95X
€STA
L9111
jads)
(4459
TPIN
ovTM
veETY

T€1d

11

6CTA
8211

coat prote

9214
szTa

0zTL

¢11a

0TTI
60TA
80Td

e Molecule 1

901D
SOTL

cota
TOTL

¥11d
€110
c1ia
TTTA

b

901D
SOTL
POIN

32%
0
]

€8S

6LA

LLL

SLN

894
LA

68%
I }

-

4%
-

Chain CG
I"-“’I‘”-

991D

R LDWIDE

PROTEIN DATA BANK

Y9TI

29TL

w_ 0



[aa]
&
>
©
=
—
)
o}
)
o =
2 3
<
s
=
=
n
o
.S
=
=
=
=
)
s}
=
+~
3]
=
[
+
n
> X
© Q
1
>
[aa]
)
A i
= 5
= kS
—
o
+=
o]
o)
AN
-08
—
® ..
= s
s & ©
— =
()] o o
<
& = =
al ° @)

80Td

989

288

8.4

SLN

894

isicy

€50

06d

L1

0TTI
60TA
80Td
ol o011
9019
SOTL
$0TN
| go1A
z01a
TOTL
0018
660
X 861
9 164
.
389
[owen
£8S
|
9919 8.4
| soth YA
$9TT 9.0
€974 SN
[Teeranl
19TA °
o L9
|
99TY agq
| o wvad
€5TA P
: |
[425¢ o
| THTH 03d
0% TM Wo [ |
[ | © 1YL
LETL [oewn
[ | SN
yETH 428
] A= |
1€10 < THL
1 ks ovN
8211 m. [ |
o lzil a£a
9c1d +© | owead
sz1a % m@.
izaa1
[ | © 921
02ZTL o R [ |
leta @ £2d
8TTS < . mﬁ
o
-
o
z11a s) m i)
0TTI = -~ (23
60TA ° @) oIS

9919

¥o11
€974
29Tl
T9TA

8GT10
LST1
9GTH
€GTA

SYTT
jaalsl

{4450
13420
ovTM

8ETI
LETL

et

T€1d

6CTA
8211

coat prote

9214
e gcia
vy
0TTL

LTTL

(4314

11

e Molecule 1

36%

64%

5%
[

Chain CJ

80Td
SOTL
TOTL

00TS
660

L6Y

S61

L1TL

e Molecule 1

STTT
711d

c1ia
TTIA
0TTI

n

coat prote

5%

36%

63%

Chain CK

96M
S61

N MW oo
® 00 ® O
n0KS B X

o
~
>~

©
"II"F
=

N oo I —
© © ~
= > 0w

©
T}
=

feiic

9€S
sea
vea
EEW

36%

991D
S9TX
v91I
T9TA

LSTT
9STA

LyTT
(47499
ovTM
6ETH
8ETI

SETH
veTd

T€1Q

6CTA
8CTT

63%

(]
9214
@ §cia
i74a 4

1mn

0ZTL

L1TL

(491

coat prote

0TTI

4%
L

e Molecule 1

80Td

cota
TOTL

660

Chain CL

654
8GL

SS4

€50
2sa
TeM
08d

LYL
9PN
ST
(4414
pRsiv]
vea

EEW
CER

R LDWIDE

PROTEIN DATA BANK

5



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 37

Y911

C9TL

LST1

€STA

L7171

SPT1
jaadsl

(47458

6ETd
8ETI

SETH

8211

vy

9TTM

cota
TOTL

660

coat protein

e Molecule 1

32%

68%

3%
=

Chain CM

(4314

0TTI

80Td
L0711

€0TA
2ot1a
TOTL
00TS
660
86.L

S61
061
L84
S$8D
7ed

€8S
28s

TS

Y911

LSTT

€GTA

LYT1

SP11
jaa sl

{47499

coat prote

oYM

8€TI
LETL

veTy
6CTA

8¢T1
LTTL

e Molecule 1

sc1a

0ZTL

11

30%

70%

4%
-

Chain CN

cria
TTTA
0TTI

TOTN

cota
660
861
L6Y
S61

981
38D

€8S
288
188

0]

89K
LOA

891

o w
[te) )
[=4-"=]

ogv
62

Y911

29TL

LSTT

€STA

A4S

SPTT
YH10

coat prote

{47499

07 TM

8ETI

® 8tl1

L

e Molecule 1

verv

9TTM

711d

11

2%

28%

72%

Chain CO

(4319

OTTI

80Td
LOTT

1

€0TA

TOTL
00TS
660
861
L6Y

S61

061

1834

S8D
w8u

8.4

8GL

991D

¥o11

LST1

SPT1
jaalsl

{47499

coat prote

0vTM

8ETI
ey
6CTA
8¢T1
LTTL
scra
0ZTL

¥11d

11

e Molecule 1

31%

69%

3%
L

Chain CP

TOTIN

cota

660

164

S61

98l
89

€88
288
18S

8.4

Ll

LOA

8SGL

el

€50

31%

N
ﬁ
68%

S
=
11

3
2
coat prote

-
2%
B

e Molecule 1
Chain CQ

O

R LDWIDE
PROTEIN DATA BANK

W



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 38

0TTI

80Td
L0TT

€0TA

TOTL
00TS
660
861

~
[}
In:

S61

061

L83

S8D

8.4

9.0

€LA

894
LOA

6G4
8391

SS3

€50

TSy

c¢ria

coat protein

e Molecule 1

2%

31%

68%

Chain CR

9019

FOTN

cota

660

L64

061

981
989
8y
€8S

YITI

2911

LSTT

€STA

LYT1

SPT1
j4aal)

{47458

0vTM

8ETI
LETL
9ETS

coat prote

veTY

verv

0CTL

8T1S
LTTL
9TTM

¥11d

e Molecule 1

c11a
TT1A

11

28%

70%

3%
L

Chain CS

991D

Y911

LSTT

€STA

LYTT

a1

{47499

ovTM

coat prote

8ETI

veTY

TETS
Te1a
0€Ta

LTTL

e Molecule 1

sc1a

0zTL

11

28%

72%

%
B

Chain CT

711d
c1ia
TTTA
0TTI
FOTN
2ota
660
861
L64
S61
061
£8S

LLL

894
LOA

6G4
8GL

feieic
€50
0Sd
L7L
9N

ST
1423

coat protein

e Molecule 1

2%

31%

68%

Chain CU

L1TL

v11d
€110
(4314

0TTI
60TA
80Td
L0771

€0TA
20t1a
TOTL

660

N~
Q o
I"f'"‘

S61

L84

78d

8.4

Ll

TLN

LOA

8SL

Eisict

€50

0S8d

pAAN

€Vl

oey
61

921

[
IIIISE L b
H O

i)

3

991D

O

R LDWIDE
PROTEIN DATA BANK

%911

29TL
1974

® LS11
€STA
PAAN!

jaall

{47459

ovTM

8€TI

SETH
ety
€eTY
[4453

0€Ta
6CTA

LTTL

sc1a

0ZTL

W



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 39

coat protein

e Molecule 1

29%

70%

5%
L

Chain CV

881

989

€8S

78S

894
LOA

664
8GL

€50
06d
LYL
ST

€7l
{441

27%

[
w
Ia-am 23
= e = o
34%

991D

Y9TI

C9TL
T9TA

(XX X
72%

LSTT

€STA

<
<
2
in

g
=
coat prote

=3
&
172}
4%

e Molecule 1
Chain CW

00TS

184

4989

8.4

Ll

TLN
|
L9
°
o
694
831 641S
| | 851D
agd 1811
| vsd |
mmc mm§
03d 910 m
| [ ewis ©
i THIT
| L TR
320 07T
vl | eetd =
wmz R
o (5]
° vETH s
° [ | =
1€1a o}
62 egian
| | 62TA <
9z1 | 8er1 ]
(5]
[ | 1TTL ©
e WemaN -
mﬁ sz1a
Zaa ) s
111 ] = >
[] ® 0TIl 5] (@)
9 [ | < o
| | STT1T [e) =
i) $11d M <
r : ®
0TTT ° @

TOTL

660

164

061

L83

38D

€88

8L4

SLN

L

1.8

LOA

€93

1

654

feleic

€50

coat protein

e Molecule 1

4%

36%

64%

Chain CY

80Td

907D
SOTL

2ota
TOTL

660

L64

€63

989

18S

991D

7oTI

29Tl
T9TA

6STS

9STA
€STA
LyTT

jads)

(47429

0vTM

8ETI
LETL

vETY

TETA

6CTA
8211

coat prote

9214
g¢ra
very

8118
L1TL

Z11a
TTTA
0TTI
60TA

1mn

e Molecule 1

6%

33%

66%

Chain CZ

N-OO
ESI~

660

164

S61

S$8D

€8S

6LA
8.4

€94

[

0

0
Im1

[
™
[te
(=4

-
n
4

08d

LYL

ST

1529
O¥N

Sea

EEW
62

€zh
{498

611

L11

R LDWIDE

O

PROTEIN DATA BANK

W



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 40

991D

YITI

® <291l
T9TA

95T

€STA

jaalsl

(47429

ovTM

8ETL
LETL

veTd

T€1d

62TA
8211

11

9214

: coat protei

e Molecule 1

33%

67%

10%

Chain DA

S61

S$8D

€8S

O¥N

Sea

Al

(4450

coat protein

e Molecule 1

31%

69%

4%
-

Chain DB

0CTL

8118

® €110
c1ia
TTIA

901D
SOTL
YOIN

€8S

6LA

LLL

SLN

62

(498

9214

verv

coat protein

e Molecule 1

cria

60TA

28%

72%

5%
L

Chain DC

991D

Y911
€914

T9TA

6STS
951X
€STA
{47459
ovTM
LETL
YETY
8CT1
9¢Td
® Scia
e ¥IIv
0ZTL

8118

coat protein

e Molecule 1

4%

35%

65%

Chain DD

60TA
80Td

SOTL
FOTN

2ota
TOTL
00TS
660
86L
164

989

€8S

8.4

9.b
SLN

LOA

feisic

€8b
05d
L1

ST
4728

1528
OvN

coat protein

e Molecule 1

34%

66%

3%
L

Chain DE

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 41

0TTI

80Td

SOTL
TOIN

TOTL
00TS
660
861

®
~
o)
II‘:

€8S

991D
YoTI
€9TY
29Tl
T9TA

LSTT
9STA

€STA

jiads)

(47429

ovTM
6ETHT
8ETI

SETH
vETY

TETA

6CTA
8211

9gTd
S¢Ta

8118
LITL

STT1
711d

(431

coat protein

e Molecule 1

0
Y
o

bl
e}
%]

[ X ]
o o N
Loy
> o«

38%
(XX )
&

894

~
el
=

oo
s
B

LSI

eisic

€50

e ISy
08d

61%

11%
&
=

[ ]
[ | o
Sy Il o
=2 =

Chain DF

S9TX
¥oTI

T9TA

LSTT
98T

jaal)

{47428

ovTM
6€Td
8ETI

SETA
veTd

T€1d

6CTA
8211

9214
® §cia
vy
0ZTL
8T1S
¥11d

@ €110
(4314

OTTI
60TA
80Td

cota
T0TL

660
861

96M
S61

e Molecule 1

€63

98L

n

coat prote

660

0
©
I‘-"

€8S
z8s
188

34%
|

8L4

b

Y.L0

LOA

L
b

654
851

S

€sb

T8

64%
w
2

vea
EEW
CER

0EV
624

921

3%
L
|

LT1

84
LD

Chain DG
&k

V9TI

2911

LSTT

€STA

b

L9TT

Y10

(4459

6€T
8ETI

9€TS

coat protein

e Molecule 1

33%

67%

2%
n

Chain DH

0TTI

80Td

® LOTT

L

€0TA

TOTL
00TS
660
861
S61
061

183

S8D

€8S

1

SGd

€50

181
0Gd

LYL

ogy
62)

921

€2b
(4N

611

II'* |
o

[93
18

zIia
TITA
0TTI
[ |
D POTN
| gorn
zo1a
[
66D
861
m/ov 164
a [ oeen
96T
[ |
98l
389
Lo
€85
z8s
185
or
7.
¥9TI PRI
| [ |
1571 85l
| [ |
€5TA et
| | ovsd
1511 " g5
| > [ |
jaall © 05d
| evIs [ |
ZviL a8
L TP [ e
ovIN - o
Cesta .o ¥¥A
81T Q [ oew
LETL 5 zoy
| = |
YETH o L€0
| = [ |
1€10 < vea
Foean S EEH
6zTA zex
8z e Coes |
LetL % - osv
9214 e .. m%
sz1a = —
Sat o [ 921
| <2 o [ |
0ZTL o = )
r = =
° -~ A
z11a ° @) [

Y911

29TL
LSTT
€9TA
L7111

jaad)

{47498

0%TM

8ETI
veETY
TETA

8CT1T

vy
0ZTL
® O9TTM

Y11d

R LDWIDE

O

PROTEIN DATA BANK

W



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 42

coat protein

e Molecule 1

4%

E
38
N o<

OTTI

80Td
i e L0T1

28%
oo}
]

71%
|

Chain DJ

9919

¥911

b

LSTT

SPT1
jiad)

(47499

111

07TM

8ETI

YETY

6CTA

coat prote

L2TL

e Molecule 1

S¢1a

0ZTLl

8118

Y11d

(431

32%

67%

2%
m

Chain DK
&k

YOIN

c01a

L9A

8SGL

Eisic

€50

0S8d

LYl

ST
(4414
LeD
vea
EEW
(48

oey
62

921

€2h

991D

7911

2911
LSTT
671

SYTT
Y10

(4450
TV
ovTM
8ETI

8211

9214

ix441

{445}

0TTL

L1TL
9TTM

711d

e Molecule 1

c1ia
TTIA
0TTI

n

coat prote

4%

0ZTL

8118
L1TL

(431

0TTI

® 80Td
® LO011

28%

€0TA

TOTL
00Ts
660
861
L6Y

S61

061

1834

S8D

8.4

9.Lb

LA

71%

894
LOA

M

664

w oo
[T} [Te}
=

€35d

9%
0Sd

14723
€71

€20

Chain DL

¥o11

LSTT

€STA

SP11
4l

(4459
TP
ovTM
6ETH
8ETL

SETA
veTy

T€1d

e Molecule 1

6CTA

Sse¢1a

in

coat prote

29%

70%

4%
[

Chain DM

TTTA

901D

FOTN

20t1a

660

164

w o
Iw 2]
o -

bl
kel
%]

H
£

®
©
b=

0 [IoTe) ©
= o =

®
[Te}
o

< v
&
I>.sl

Y9TI

® <2911

LSTT
€STA
L9111

a1

{47498

11

0vTM

8ETI
LETL

veTY

b

coat prote

e Molecule 1

28%

70%

3%
-

Chain DN

€110

0TTI

80Td
L0TT

7OIN
€0TA

TOTL
00TS

86L

S6I

061

L84

R LDWIDE

PROTEIN DATA BANK

S8D

8.4

®
©
~
=3

®
N~ 1
© © ~

D
0
F

[T}
o o
[

€50

TSy
08d

PAAN

evL

624

921

€Th

3

w_ 0



6YFB

29%

991D

¥9TI

LSTT

€STA

-
70%

LYTT

jiad)

(47459

11

0%TM

8ETI

wwPDB X-ray Structure Validation Summary Report

YETY

coat prote

zers
Tera
0eTa

-
2%
n

LCTL

scia

0CTLl

e Molecule 1

8118

Page 43
Chain DO

¥11d

TTTA
0TTI

YOIN
cot1a
660
861
164
S61
061

98L

€8S
288

LLL

894
L9A

654
8GL

isic

€50
0S8d
LvL

9%N
ST

33%

|
67%

<
<
&
n

g
z
coat prote

[
S II
II:: II:: .
AalE =
2%

e Molecule 1
Chain DP

[a31¢

8.4

CTLN
LOA
831
SS3

€50

TSy

YITI

29TL
LSTT
€STA
LyTT

710

(47459

11

ovTM

coat prote

8ETI

SETH
vETY
EETY
CETS

0€T1a
6CTA

® /Tl

e Molecule 1

s21a

0zTL

L1TL

4%

30%

70%

Chain DQ

|
$OTN
[ eota
201a
|
660
861
164
|
061
| esu
88T
|
389
Lowen
€8S
z8s
188
o
o
894
L9A
o
9919
694 | SoTA
831 $9TL
| [ eota
€30 e 29Tl
[ | T9TA
05d | |
[ | 1871
Lol | |
[ oenn €57
® GM | |
2 g
€71 ity
vy | epts
[ | THTI
LED a2
[ ] OV TM
vea | eeta
£EH 8€TI
(438 LETL
[ | 9€1S
6231 | |
[ | 8211
921 | |
[ | 9TTM
671 [etr1
[ | $11d
0 I
ET 211a
(48 TTTA
LS (43

coat protein

e Molecule 1

27%

70%

%
B

Chain DR

6GTS
8ST10
LSTT

€GTA

SPT1
jaalsl

{47499

0V TM

coat prote

8ETI

veTy

1€1d

6CTA

LTTL

e Molecule 1

se1a
very

11

37%

63%

5%
L

Chain DS

O

R LDWIDE
PROTEIN DATA BANK

W



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 44

061

L83

S8D

€8S

8.4

SLN

o o -
el © © N~
o 3 = w

S

€50

T8
08d

LyL

SPH
4728

vl
07N

SEa

EEW
623

fotds]
[42S

[
q‘llw om
o > H

coat protein

e Molecule 1

5%

36%

64%

Chain DT

SOTL
FOTN

cota
TOTL

660

L64

(49N

991D

7oTI

29Tl
T9TA

6STS

9GTH
E€STA
e L¥il

jaads)

(47429

OvTM

8ETI
® LETL

vETY

TETA

coat protein

e Molecule 1

4%

32%

—
67%

Chain DU

164

S61

G989

€8S

6LA
8.4

E

Z0)

894
L9A

€934

isic

®
™
10
=4

TS
0S8d

ST

vl
OvN

Sea

EEW

o]
(49N

L11

8&

+

CA

991D

Y911

2911
T9TA

9S8
€SGTA

jads)

{47428

ovTM

8ETI
LETL

vETY

T€Td

coat prote

6CTA
8CT1

9214

11

e Molecule 1

4%

33%

67%

Chain DV

(434

0TTI
60TA
80Td

901D
SOTL
FOTN

2ota
TOTL
00Ts

660

L64

[
v
o
L=l

S8D

€8S

6LA
8.4

SLN

CTLN

894

9G4

g
=

coat protein

e Molecule 1

4%

31%

69%

t

v6d

w o
IOO [l
() =1

€8S

LOA

664

isicy

€50

TS

8y

+

623

(498

84

94

~ =
>

991D

Y911

C¢9TL
19TA

LSTT
98T

€GTA

jaall

{47459
ovTM
8E€TI

LETL
9€TS

veTd

6CTA
8CT1

9¢Td
se1a
iZz4a 4

0CTL

8T1S

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 45

coat protein

e Molecule 1

30%

70%

4%
.

Chain DX

OTTI
60TA
80Td
cota

TOTL
00TS

894

feiic

€50

991D

voTI
€974

T9TA

6GTS

9GTH

€STA

SPT1

{47428

07TM

LETL

veETY

TETA

8211

coat prote

9214
erq
very

® 0211

e Molecule 1

8118

(431

111

2%

36%

64%

Chain DY

coat protein

e Molecule 1

2%

33%

67%

Chain DZ

L1TL

211a

0TTI

80Td

SOTL
YOIN

TOTL
00TS
660

164

S61

061

S8D

[l
©
%]

188

8.4

SLN

LOA

694
831

SS3

coat protein

e Molecule 1

%
i

34%

65%

Chain EA:

k-

(431

OTTI

80Td

€0TA
2ota
TOTL

660

894
LOA

8GL

feieic

€3d

191

ST
14723
€71

1528

9€S
Seda
vea
EEN

ogy
921

€zd
(49N

€110

coat protein

e Molecule 1

3%

[
o m
g

TOTL

660

164

36%

L9A

654
8SL

® §SA

T8N

63%
0
2

vea

Chain EB

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 46

Y911

29TL

LSTT

GSTS

€STA

b

LYTT

SPTT
jads)

(4429

6eTd
8ETI

9€TS
SETA

8211

b

i74a 4

9TTM

Y11d

coat prote

cria
TTTA
0TTI

80Td

901D

TOTN

e Molecule 1

cota

30%

70%

11

4%
-

Chain EC

(4314

OTTI

80Td
LOT1

TOTL
00TS
660
86L
S61
061

184

S$8D
ved
€8S
28s

8.4

9.0
SLN
B.L0

oey

30%

70%

11

coat prote

%
i

e Molecule 1
Chain ED

cria
TTTA
0TTI

TOTN

cota

Y9TI

C9TL

LSTT

€STA

LYTT

1mn

SP11
jaalsl

(47499

0%TM

coat prote

8ETL

8211

vy

0zTL

9TTM

711d

27%

72%

2%

e Molecule 1
Chain EE

80Td
L0711

€0TA

TOTL
00TS
660
164

S61

0 o 2]
x O 4 =]

991D

Y911
LSTT

jads)

{47429

ovTM

11

8ETI

vETH

6CTA

LTTL

coat prote

scTa

0CTL

8118

Y11d

2c11a

e Molecule 1

0TTI

30%

70%

2%

Chain EF

TTTA
0TTI

TOTN

2ota

(49

9919

Y9TI

C9TL
L8711

SPT1
jiad)

(47459

0%TM

8ETI

8CTT

9214

7431

[44%)

0ZTL

L1TL
9TTM

711d

e Molecule 1

(491

30%

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W

70%

111

coat prote

4%
L

Chain EG



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 47

211a

0TTI

80Td
® LOT1

€0TA

TOTL
00TS
660

~
aQ O
Ia:l—-

S61

061

L83

S8D

8.4

€LA

scg1a

0ZTL

e Molecule 1

8118

n

coat prote

31%

69%

Chain EH

9019

FOTN

cota

660

L64

061

989

€8S

894
LOA

Ll

6G4
8GL

feiicy

€5b

9%
0Gd

LYL

ST

I¢
N
>

(441

7911

2911

¥11d

e Molecule 1

c11a
TT1A

n

coat prote

7%

28%

71%

Chain EI

80Td
® L0771

L

TOTL
00TS

861

S61

061

183

38D

8.4

9.0

ELA

894
LOA

6594
8SL

991D

7911

LSTT

8118

e 7Ild
® €110

coat protein

e Molecule 1

28%

72%

2%
n

Chain EJ

711d
Z1ia
TTTA
0TTI
FOTN
2ota
660
861
1,64
S61
061
£8S

LLL

vea

7oTI

® 2911
LSTT

€STA

b

coat prote

VAN

710

(4459
TP
0vTM

e Molecule 1

8ETI

L2TL

i74a 4

9TTM

11

5%

32%

67%

Chain EK

0TTI
60TA
80Td
LOTT

POIN
€0TA
20t1a
TOTL

660
861
164

S61

L84

78d

8.4

7oTI

R LDWIDE

PROTEIN DATA BANK

2911
T9TA

LSTT

€110
[a31¢

w_ 0



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 48

coat protein

e Molecule 1

4%

-
g
=)

FOTN

2ota

660
86.L

o
® o
H -

881

30%

989

€8S
288
78S

69%

)
—
H

Chain EL

9919

Y9TI

C9TL
T9TA

LSTT

€STA

LYTT

111

SPT1
jaalsl

(47499

07TM

coat prote

8ETL
LETL

8211

9TTM

e Molecule 1

¥11d

c1ia
TTTA
OTTI

2%

sc1a
verv

0. 0ZTL

STT1
711d

L

0TTI

27%
iIll

901D

0018
660
86L

S6I
764

061

L84

S$8D

8.4

72%
~
2

Chain EM
|

6GTS
8ST10
LST1

€GTA

jaals)

{47499

07 TM

8ETI

veTH

T€1d

e Molecule 1

6CTA

LCTL

n

coat prote

2%

39%

61%

Chain EN

901D
SOTL
TOTN

cota
TOTL

e ¢£sd

991D
S9TA
Y911

29TL
T9TA

951X
€STA

8%1T
L9711

y10

(47458
VI
07TM
6eTd
8€TI
LETL

SETA
7ETY

62TA
8211

9214
scg1a
1793

0CTL

8118
LITL

® OO W
SO - Al
P R I R R
[ B -V

coat protein

e Molecule 1

5%

34%

66%

Chain EO:

k-

SOTL
FOTN

cota
T0TL

660

L64

€63

989

18S

6LA
8.4

SLN

1

894
LOA

® €9

1

8GL

feieic

€3d

TSY%
0Sd

ST
1423

1328
07N

LED

Sed

EEN

€zd
(49N

LTT

32%

991D

YoTI

29Tl
T9TA

6STS

9STA
€STA
L9111

jaads)

(47429

ovTM

67%

w
w0
=

8ETI
LETL

vETY

|
in

TETA

6CTA
8CTT

coat prote

9214
e 4gcia
very

-
2%
n

8118
L1TL

e Molecule 1
Chain EP

164

S61

S$8D

€8S

6LA
8.4

TLS

89&
L9A

€93

€50

[ ]
TS1
0S8d
ST

15729

R LDWIDE

O

PROTEIN DATA BANK

W



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 49

coat protein

e Molecule 1

3%

35%

65%

Chain EQ

SOTL
FOTN

cota
TOTL
00TS

660

L6Y4

S61

€63

183

989

£8S

6LA
8.4

SLN

CTLN

894
LOA

£9)

S99

€3Sd

0Sd

991D

¥oTI
€974
29TL
TOTA

6STS
9STH
€STA
L9111
710
(4450
TP
ovTM

vETY

TETA

coat prote

6CTA
8211

9gT4d
® §2ia

0TTL

211a

e Molecule 1

0TTI
60TA
80Td

901D

1m

6%

31%

69%

Chain ER

431l
TTTA
|
9019
SOTL
$OTN
£0TA
|
861
164
96M
961
764
|
061
|
389
[owen
£8S
|
6Lk
[ s
o
9919
I | GOtk
$9TT
|9ty
Z9TL
89K Hmﬁ>
L9
[ | 1871
694 99Ty
| |
[tk €9TA
| oved |
=
HHT
T8 | evis
| | THTI
i L
07T
| eetd
8€TT
LETL
9g1S
Leem
PETH
|
62TA
8211
623 e
| | 9gTd
mﬁ e STia
fZaa1
8k [ |
[, 0ZTL
9d [ etta
| | 81TS
2k [ |
Loas e €I

coat protein

e Molecule 1

6%

30%

70%

Chain ES

991D

Y911
€914

T9TA

6STS

9GTH

€GTA

SYT1

® %I

coat prote

ovTM

LETL

veTy

1e1d

8C11

e Molecule 1

9¢T4
® Scia
e ©eIv

11

4%

36%

64%

Chain ET

991D

¥oT1
€974
29Tl
T9TA

8STD
LSTT
95X
€STA

SYTT
jaads)

(4458
TPIH
ovTM

8ETI
LETL

vETY

TETA

coat prote

6CTA
8CTT

9214
S¢1a
very
0TTL
L1TL
(431
0TTI

60TA
80Td

11

e Molecule 1

36%

64%

5%
L

Chain EU

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 50

80Td

SOTL
TOIN

TOTL
00TS

861
L6Y

S61

061

38D

€8S

188

8.4

SLN

1

LOA

6G4
8391

SS3

€50

TSy

L

N
I>-I

991D

Y911
€974
2911
TOTA

coat protein

e Molecule 1

7%

39%

61%

Chain EV

©
)
=

96M
S61

€631

1

98L
S8D

€8S
288

6LA
8.4

® I.S

894
LOA

8GL

SGH

ST

€71

[ ]
1528

LED
9€S
sea

991D
S9TX
¥911
T9TA

LSTT
9GTH

jaadsl

(47459

0%TM
6ETH
8ETI

SETA
veTd

T€1Q

6CTA
8CT1

9214
® §cid
® WiV

0CTL
8TTs
e 7Ild
€110
(431
0TTI
60TA
80Td
€0TA
cota
TOTL

660

coat protein

e Molecule 1

4%

35%
.r

64%

vea
EEW
CER

coat prote

0EV
621

921

611

84
LD

)

Chain EW
|

N
I>.I

%911

COTL

LSTT

SGTS

€GTA

LYTT

SPT1
jaalil

(47458

6€Td
8ETI

9€TS
SETA

8CT1

very

LTTL
9TTM

¥11d

cria
TTTA
OTTI

807d

SOTL
FOTN

c¢ot1a
TOTL

11

e Molecule 1

33%

67%

5%
[

Chain EX

TOTL
00Ts
660
861
S61
061

L84

989
78y

o o o
<+ 0 © N~ o B
yeerpme
ozZzckHkL w

© I~
© ©
= >

o o
w
33
[N

™
0
(=7

°
~ o
S w
Boa X

0EV

7911
LSTT
€STA
PAANS

SPTT
jads)

{4450

07 TM

211a

OTTI

80Td
L0TT

€0TA

coat protein

e Molecule 1

2%

30%

70%

Chain EY

0TTI

TOTN

2ota

660
86.L
L6Y4

S61

©
©
(=1

989

€8S
288
18S

7971

C9TL

LSTT

€GTA

L7171

SPT1
jaadsl

(47499

0%TM

8ETI

8CTT

vy

0ZTL

9TTM

711d

Z1ia
TTTA

O

R LDWIDE
PROTEIN DATA BANK

W



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 51

coat protein

e Molecule 1

%
B

27%

72%

Chain EZ

0ZTL

8T1S

¥11d

[431¢

OTTI

80Td
LOT1T

€0TA

T0TL
00TS
660
86L
164

S61

061

L84

8D
78

8.4

9.Lb

991D

¥oTI

LSTT

+

SPT1
jaads]

{47499

0y TM

8ETL
veTyd
6CTA

8211
LTTL

e Molecule 1

Ss¢1a

in

coat prote

%
B

30%

69%

Chain FA

Y11d

2c1ia
TTIA
0TTI

7OIN

20t1a

ST

(444

991D

%911

C9TL

3

LST1

SP11
jaa sl

11

{4498
TV
ovTM

coat prote

8ETI

8211

9214

14924

(445

0ZTL

LTTL
9TTM

e Molecule 1

31%

68%

4%
.

Chain FB

80Td
® LOTT

€0TA

TOTL

0oev
623

921
€2h

611

1s

coat protein

e Molecule 1

%
B
-

8118
LTTL
9TTM

Y11d

Z1ia
TITA

901D

27%

FOTN

cota

660

164

ek

72%

€3d

TS%
0Gd

LYL

1423

(444

vea
EEN
[438

62

921

Chain FC

¥oTI
2911
LSTT
€GTA
L9111

jaal)

(47428

OV TM

8ETI
LETL
9ETS

veTd

0CTL

coat protein

e Molecule 1

%
B

28%

71%

Chain FD

0ZTL

8118

711d

80Td
L0771

YOIN
€0TA

TOTL
0018

86L

R LDWIDE

O

PROTEIN DATA BANK

W



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 52

991D

®
¥oTI

LSTT

€STA

LYTT

jaalsl

(47429

OvTM

coat prote

8ETL

vETYH

e Molecule 1

CETS
Te1a
0€Ta

LTTL

Ssg1a

11

30%

70%

2%
B

Chain FE

Y911

C9TL

LST1

€STA

LY11

SP11
jaa sl

11

{4458
TV
ovTM

8ETI

coat prote

9ETS

LTTL

verv

9TTM

¥11d

e Molecule 1

c1ia
TTIA
0TTI

33%

66%

Chain FF

L1TL

¥11d
€TT0
(431

OTTI
60TA
80Td
LOTT

YOTIN
€0TA
cota
TOTL

660
861
L6Y4

S61
1834
w8u

8.4

CTLN
LOA
831
S99

€35d

TS%

Y911

29TL

coat protein

e Molecule 1

%
B

28%

71%

Chain FG

Y11d
c1ia
TTTA
0TTI
7OTIN
20t1a
660
861
164

061

881

S$8D

€8S
28s
188

991D

Y9T1

® <CT91Ll
T9TA

LST1
€GTA

Y10

coat prote

{4428

e Molecule 1

(07492

8€TI
LETL

8211

9TTM

11

2%

28%

70%

Chain FH

STT1
¥11d

0TTI

b

00TS
660
86.L

S61
764

061

L83

S8D

8.4

Ll

CTLN

LOA

694 63TS
8GL ® 8T
[ | 1871
[etetcs | |
| ved €97
€50 | |
| zea Sv1T
763 ity
0sd | evts
[ | THII
Lyl a2
[ | %M
228 | eeta
€L 8€TI
| |
623 YETH
| |
921 1€1Q
| | ogra
gzh 62TA
| a5
17T 1TTL
| [eeta
-hc sz1a
fZaA 1l
) | |
[ | 0ZTL
8 [ |

coat protein

e Molecule 1

37%

63%

2%
n

Chain FI

O

R LDWIDE
PROTEIN DATA BANK

W



M
>
Nej
80Td
L ot1
9019
S0TL
- $OTN
= | eota
Q 201a
anw. T0TL
s 660
P - A
g mms
g 061
g |
= 183
n | oesL
389
g o )
= Mwm S9TA
%971
=z 814 Ceom
= [ | 29TL
= mE ﬁmS
= 1.8 95Ty
& | |
= LA €5TA
B | |
= 694 8y
b [ | L7
+ [tekcd [ |
N [ ved a4z
> £sb Lewms
< | esa (348
- 193 TYTH
S 05d ovTH
[ | 6eTd
m SPH 8€TI
a 428 LETL
T | Coens
9L qeTy
= 0PN yETH
= | |
8211
€8 L
914
o e sTia
o wTIV
[34) [ |
(448 0zTL
| |
61T STTT
o [ | H11d
3 o il
) |
o0 i) TTTA
< 0111
(ol * 60TA

coat protein

e Molecule 1

7%

36%

64%

Chain FJ

901D
SOTL

cota
TOTL

660

€zh

9919

Y911

C9TL
® 19TA

6STS

9GTH

€STA

LT

jaads)

(47428

0FTM

8ETI
LETL

veTY

T€Td

6CTA
8211

coat prote

9214
® §2ud
verv

8118
L1TL

111

e Molecule 1

4%

33%

66%

Chain FK

~ .
>

901D
SOTL
YOIN

co1a
TOTL

528
= <4

e}
[}
-

0
0
o

o0
e
0

6LA
8.4

TLS

894
L9A

€934

isic

€50

TS
0S8d

o « o
& < o
= =

Sed

EEN

ford]
TR

L11

84

991D

79T1

29Tl
TOTA

6STS
9GTH
€SGTA

Y10

{4429

ovTM

8ETI

coat protein

e Molecule 1

34%

66%

4%
-

Chain FL

0TTI
60TA
80Td

901D
SOTL

2ota
TOTL

coat prote

611

QO =N Mmoo
INwW © © © © ©©©O
I ]
NS EEHSS

9STH
€GTA
LyTT

710

(4450
TP
0vTM

1

vETY

TETA

6CTA

o ¥ woN®
AEN NN
oA A
(SRR = S S|

211a

11

e Molecule 1

32%

68%

b

7%

Chain FM

e VIid
@ €110
c1ia
TTTA

® 901D
® SOTL
POTIN
€0TA

164
96M
S61
764

061

S$8D

€8S

6LA

LLL

SLN

894
LOA

654

eisicy

€50

191

Lom
94
|
CA
Loas

991D

%911

29TL

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 54

coat protein

e Molecule 1

3%

29%

71%

Chain FN

vy

0ZTL

8T1S

[431¢

OTTI
60TA
80Td
cota
T0TL
00TS
660
164
S8D
28s
8.4

SLN

894
feiic

€sd

991D

¥911
€914

T9TA

6STS

9GTH

€STA

SPT1

{47499

ovTM

LETL

veTyd

T€1a

8CTT

9214
Sse1a

coat protein

e Molecule 1

35%

65%

7%

Chain FO

201a
TOTL

L

8.4

9.0
SLN

L9A

T€1d

6CTA
8211

coat prote

9214
ScTa
verv

0ZTL

11

e Molecule 1

32%

68%

2%
n

Chain FP

k

211a

0TTI

80Td
SOTL
TOTL

00TS
660

~ ®
aQ O
II‘ﬂ -

S61

061

S8D

€8S

188

8.4

SLN

991D

Y9TI

2T9TL
T9TA

98T

€STA

SP1T
421

11

(47459

coat prote

ovTM
6ETH
8ETI

SETA
veTd

T€TQ

6CTA
8211

e Molecule 1

9¢T4d
sc1a

8118
L1TL

7%

36%

63%

Chain FQ

861

96M
S61

€63

98L
S8

€8S
288

6LK
8L4

1.8

894

n 0 N~
) 0o ©
I""‘Il"i>

€50

T8
08d

ST
14728

(]
7L

L€b
9€S
Sea
vea

® 991D
S9TX
7911

T9TA

LSTT
981X

SPTT
y10

® C¥II
137400
07TM
@ 6€7d
8ETI

SETA
veETY

T€1d

11

62TA
8211

coat prote

9214
@ Scia
very
8118

211a

OTTI

80Td

cota
TOTL

e Molecule 1

660

63%

3%
L

Chain FR

EEW

R LDWIDE
PROTEIN DATA BANK

w_ 0



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 55

GSTS

€STA

(57458

VAN

710

(47499

coat protein

e Molecule 1

807d
@ LOT1

TOTL
00TS
660
861
S61

061

31%

L8%

989
8y
€8S
288
188

6LA
8.4

SLN
2]

L9A
99N

654

eisicy

69%

o zsa
TSy
05d

LYL

5%
mgm
— B

Chain FS

Y911

LSTT
€9TA
L7171

SPT1
jaad)

{47459

0%TM

coat prote

8ETI

11

e Molecule 1

28%

72%

< < rel
= (2] A

2%
m

Chain FT
&k

Y11d

c1ia
TTIA
0TTI

7OIN

20t1a

660
861
164

S61

98L
G989

€8S
z8s
® 18S

894
L9A

8SGL

Eieic

€50

(444
pxsii]

vea

N M
o M
I>-E

oey
62d

921

Y911

2911

LST1

€GTA

LYTT

SY11
jads]

{4429

e Molecule 1

ovTM

8ETI

8CT11

9TTM

n

coat prote

28%

72%

4%

Chain FU: T

711d

211a

0TTI

80Td

® LOTT

€0TA

| zora |
1011
oo1s
660
861
L64

991D

¥oTI

LSTT

SPTT
YH10

{47499

OvTM

coat prote

8ETI

veTd

b

e Molecule 1

6CTA
8211
LTTL

sg1a

0zTL

1m

3%

30%

70%

~ o
I
[

OTTI

YOTN

cota

660

L64

S61

981
989

€8S
288
18S

8.4

+

LOA

8GL
feiic

€sb

ST
(441
LD
vea
EEW
(428

ogy
623

9919

7911

® <C9TL
LSTT

jiads)

(4458
TPIH
0%TM

8ETI

8CTT

9214

i74A1

[44%)

e Molecule 1

0zTL

9TTM

711d

c11a
TTTA

coat protein

31%

69%

4%
-

Chain FW

O

R LDWIDE
PROTEIN DATA BANK

W



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 56

80Td
® LOTT

€0TA

TOTL
00TS

OEY
623

921

fotds]

t

CTL

e Molecule 1

1s

¥oTI
LSTT
€GTA

SYTT
710

(47429

ovTM
6ETHT
8ETI

SETA
vETY

T€TA

coat prote

6CTA

se1a

® 0CTL

8118
L1TL

c11a

0TTI

11

2%

29%

70%

Chain FX

Zria
TTTA

907D

FOTN

2ota

660

L64
061
981

989
8y

894
LOA

6G4
8GL

feiic

€5d

1mn

€STA

LYTT

SPT1
jaalsl

(47499

0o%TM

coat prote

8ETL
LETL
9€TS

veTd

0zTTL

9TTM

Y11d

e Molecule 1

29%

70%

5%
[

Chain FY

3

S61

061

L84

S$8D

8.4

9.0

ELA

SG4

EvL

(498

991D

¥oTI

LSTT

€9TA

L7171

SP11
jaal)

{47459

11

0vTM

8ETI

YETY

coat prote

zeTs
1€Ta
0eTa

LTTL

scra

b

e Molecule 1

0ZTL

8T1S

30%

70%

5%
[

Chain FZ

vea
EEW
(49

coat protein

e Molecule 1

4%

31%

67%

[
o) co
0 0
] B

Chain GA:

I.g-

€110
(4319

0TTI
60TA
80Td
LOTT

YOTIN
€0TA
2ota
TOTL
00Ts

o3
o)
[=4

861
L6Y

S61

L1834

weu

8.4

LOA

®
€50

191
0Gd

€L
ogy
9T1
€zd

611

7ITI

R LDWIDE

PROTEIN DATA BANK

® 2911

¥11d

w_ 0



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 57

coat protein

e Molecule 1

28%

71%

Chain GB

¥11d

c1ia

991D

Y911

291l
T9TA

LSTT

€GTA

LYTT

SPTT
jaali)

{47429

e Molecule 1

ovTM

8ETI
LETL

8CT1

9TTM

n

coat prote

%

0zTL

STTT
711d

0TTI

00Ts
660

26%

S8D

8.4

w—
72%
|

B
o
&

Chain GC
|
e Molecule 1

6STS
8510
LSTT
€STA

jaalsl

(47429

OvTM

coat prote

8ETL

veTd

T€TQ

6CTA

LTTL

Ssg1a
i74a 4

11

36%

64%

4%
-

Chain GD

901D
SOTL
FOTN

c¢ot1a
TOTL

660

S89

€8S

8.4

SLN

6CTA
8CT1

® 9214
® 4gcia

coat protein

e Molecule 1

36%

64%

3%
L

Chain GE

LED

EEW

€zh

991D

Y911

2911
TOTA

6GTS

9GTY

€GTA

LYT1

SPTT
jads)

{47429

07 TM

8€TI
LETL

veETH

T€1d

6CTA
8211

coat prote

9214
Se1a
very

8T1S
L1TL

2c1ia
TTTA
0TTI
60TA
80Td

11

e Molecule 1

33%

66%

4%
-

Chain GF

G |
B>

901D
SOTL
TOTN

cota
TOTL

660

L6Y

S61

981
38D

(]
€8S

6LA
8.4

H

R LDWIDE

erbDeBe

TL8

894
LOA

9%

S99

€3Sd

191
0Sd

ST

b

7l
07N

Sed

O
PROTEIN DATA BANK

W



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 58

991D

7ITI

29TL
TOTA

6STS

9STA
€GTA

iiads)

(47429

ovTM

11

8ETI
LETL

YETY

TETA

coat prote

6CTA
8CT1

e Molecule 1

9CTd
sgra

L1TL

TTTA
0TTI
60TA
80Td

34%

66%

4%
-

Chain GG

9919

¥oTI
€9TH
2911
T9TA
6GTS
9GTH
€GTA
LYTT

jaad)

{4450
TVIH
(074708
veTY

TETA

6CTA
8¢T1

coat prote

9214
e §cia

0TTL

e Molecule 1

(4319

OTTI
60TA
80Td

11

31%

69%

2%
m

Chain GH

8CT1T

914
@ Scia
veIv

011l
811S
€110
2¢ria
TTIA
® 901D
SOTL

YOIN
€0TA

S§8D

€8S

6LA

LLL

SLN

id

991D

7911

29Tl

coat protein

e Molecule 1

28%

72%

5%
L

Chain GI

z01a
TOTL
0018
P p
183 N
| esL
389
|
z8s
188
|
8.4
|
SN
ekt 9979
| ved | s9Th
£ab $9TT
[ | £97Y
05d L zoTL
[ | 19TA
1YL | o09tn
[ e | 6318
SPH o
28 °
[ | 93T W
71 [ | ©
0PN €5TA
|
THIT o
[0 =
SEa ovTM hw
ovea ] 2
gen LETL =
| | =¥
623 PETH -
| | Y
921 1€10 w N
| | s
geb 8211 .-
ceh e
9214 < -
e STl
wmﬂ< MM @)
8k
[ | 0ZTL e) m
i) I
8TTS = -~
F | ° O

Sed

EEW

921

€Th
(448

991D

¥oTI
€974
C9TL
T9TA

® 891D
LSTT
9GTH

€GTA

SPT1
jaalsl

{4498
TVIW
ovTM

8€TI
LETL

veTy

e TE1d
@® 6CIA
8CT1

9¢T4d

iZz4a 4

0ZTL

[431¢§

coat prote

OTTI
60TA
80Td

901D
SOTL
FOTIN

e Molecule 1

cot1a
TOTL
00TS

660

11

7%

31%

69%

Chain GK

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 59

0TTI

80Td

SOTL

€0TA

TOTL
00TS
660

~
aQ O
Irdl—-

® S6I
061
S8D
€8S
8.4
SLN
LOA

6G4
891

feleic

T8y
0Sd

OPN
LD
oev
921

fotds]

a9 <"II(=° |
> (=2 >

0
D
=

0
)
=

©
00
B

Mmoo Ire)
0 0 e}
n n o

()
~
>~

38%
[

N~ o
© ©
=

851
|
9919 [kt
[ soth | ved
%971 e €5b
[ eoty | esa
29Tl mmx
19TA
[ | STI
98Ty 228
[ | €71
€STA LTy
[ | 171
SHTT [ |
ity 18b
| evTs 9€es
THII R sea
Cm g vea
0vTH £l
[eeta |
8€TT o ® 0tV
| R |
vETY < 9z1
i3 Kl
o
1€1a P °
Loeta & €
62TA - Tk
8211 < 120
e S | ozd
914 < - mﬂ
§ZTd .. S
] — ¥ T1d
81TS <2 . [ |
LTTL = — 8k
% @) -5
°
e) nma 0
° e
z11a = = A
fum e O [

991D
S9TX
¥oT1
T9TA

LSTT
9GTH

LyTT

jaalsl

(4258
TPIH
ovTM
6€TH
8E€TL
LETL

SETH
veTd

T€1d

6CTA
8CTT

coat prote

9214
S¢1a
verv

LTTL

€110
(431

0TTI

80Td

cota
TOTL

e Molecule 1

660

111

4%

64%

Chain GM

Y911

2911

LST1

€GTA

LYTT

SPT1
a4l

(47450

6€Td
8ETI

coat protein

e Molecule 1

31%

69%

4%
.

Chain GN

0TTI

80Td
® LO0T1

1

TOTL

S8D
78y

99N

b

694
S99

€50

Y911

LSTT

€STA

LYTT

SP1T
441

11

{47459

ovTM

coat prote

8E€TI
LETL

veTd

6CTA
8CT1

sc1a
verv

0zTL

b

e Molecule 1

c1ia

28%

72%

3%
m

Chain GO

b

7911

29TL
LSTT

€STA

LyTT

jads)

(47429

0vTM

8ETI

8211

i74a 4

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 60

coat protein

e Molecule 1

3%

L
28
N o<

[431¢

OTTI

80Td
® LOT1

€0TA

27%
—
o
5

72%
[

Chain GP
|
e Molecule 1

991D

¥oT1

LSTT

SPT1
jaadsl

(47499

0%TM

coat prote

8ETL

veTd

6CTA

LTTL

scia

0ZTL

e VIld

111

3%

29%

70%

Chain GQ

S61

981
989

€8S
288
188
8.4

® SN

Ll

LOA

b

8GL

elekcs

€5b

06d
ST

{441

oo o
o < ) N
> o o —

9214

4441

e Molecule 1

(445

0ZTL

LTTL
9TTM

¥11d

n

coat prote

3%

30%

70%

Chain GR

211a

0TTI

80Td
L0TT

€0TA

TOTL
00TSs
660
861
164

S61

061

L84

S8D

8.4

9.8

ELA

b

894
L9A

654
8SL

SSa

Y911

LSTT

€STA

SP11

0 oo~ AN <
GRS
gLy
Ho == H o

SETA
veTY

T€TQ

6CTA

sc1a

0Tl

8118
L1TL

coat protein

e Molecule 1

31%

69%

%
B

Chain GS

901D

TOTN

2ota

660

L64

061

981
989
ey
€8S

+H

894
LOA

664
8GL

S9°
€38b

9%

Y911

29TL

LSTT

€9TA

L7171

SPT1
jaad)

{47458

0%TM

8ETI
LETL
9ETS

coat prote

ey

0CTL

e Molecule 1

8T1S
LTTL
9TTM

¥11d

Z11a
TTTA

11

4%

28%

71%

Chain GT

S61

061

183

S$8D

8.4

©
~
o

oo
llIIllh @ ©
© © ~

654

w
]
5l =

€50

0S8d

Lyl

R LDWIDE
PROTEIN DATA BANK

w_ 0



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 61

8118

¥11d

coat protein

e Molecule 1

4%

OTTI

YOTIN

u
.

201a

28%
~
i

894
L9A

654
8SGL

isic

€50

08d

71%

Lyl
9¥N
ST
4728

(4414
LeD
vea

EEW
(48

62

921
L11

4]

[23

Chain GU

Y911

2911

LST1

€GTA

LYT1

SP11
jaals)

{4400
TP
[049:
8ETI
verv

9TTM

e Molecule 1

¥11d

c1ia
TTIA

n

coat prote

2%

0TTI
60TA

L0TT

TOTIN
€0TA
2¢ota
TOTL

660

34%

L64

o)
)
=1

~
()
x

<
@0
x

d
~
o

©
~
o

[
wn
g g =
i 2] = =

66%
™
&

wENo
& 0 1
= A

EPL
(444

olonmo mo
— ) N 2]
=] o — <

<
(=

Chain GV

3

991D

7ITI

29Tl

¥11d
€TTD
Z11a

coat protein

e Molecule 1

2%

Chain GW: &

29%

70%

TTTA
OTTI

FOTN
20t1a
660
861
164

061

881

S89

€8S
z8s
188

EEW

991D

¥9T1

® 2911
T9TA
LST1
€GTA

SPT1
jaal)

(47428

coat prote

0y TM

8ETI
LETL

8CT1

9TTM

e Molecule 1

¥11d

11

27%

71%

2%
n

Chain GX

TLN

LOA

694
8SL

el

€50

6318
831D
LSTT
€STA

710

{47459

oYM

coat prote

8ETI

vETH

1€7Q

6CTA

® LTIl

sc1a
verv

0zTL

STTT

11

e Molecule 1

2%

37%

63%

Chain GY

O

R LDWIDE
PROTEIN DATA BANK

W



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 62

901D
SOTL
TOTN

cota
TOTL

991D
SOTA
7oTI

29Tl
T9TA

95X

€STA

8%TT
L7911

9214

coat protein

e Molecule 1

36%

64%

4%
L

Chain GZ

80Td

® 901D
SOTL

2¢o1a
TOTL

660

164
€634
§89

78S

EEN

€zh

991D

Y911

2911
T9TA

6GTS

9GTH

€GTA

L9111

SYTT
jaal)

{47428

ovTM

8ETI

coat protein

e Molecule 1

33%

66%

4%
[

Chain HA:

~ .
ES

YOTIN

c¢ota
TOTL

660

164

S61

89

€88

L

8.4

3

7.0

LS

vl
O%N

0
[)
a

EEW

ford]
TTA

611

111

84

991D

7ITI

29TL
T9TA

981X
€STA

jiads)

(4429

ovTM

8ETI

coat protein

e Molecule 1

34%

66%

5%
L

Chain HB

3

o
& <
=

901D
SOTL

c¢ota
TOTL
00TS

660

164

S61

€63

989

€8S

6LA
8.4

SLN

(o] — oM ©
W © © © © © WO
B I
NG S B e HSS

CTLN

894
LOA

feiic

472

Sed

coat prote

9GTH

€STA

LyTT

SPT1
jaadsl

(4450
TPIH
0%TM
veETY
TETA

6CTA

(431

e Molecule 1

OTTI
60TA
80Td

11

30%

70%

2%
m

Chain HC

8C1T

9¢Td
sc1a
verv

8T1S

€110
2¢1ia
TTIA

901D
SOTL
YOIN
€0TA

w © &~ o
D 0 QO
HZ @ e

© ~ ~ ~ 0 0 D (22}
> ZElEE> uMS H &

~
©
=

w
r ]
[ F

3]
0
o

9919

Y911

2911
T9TA

LS
9GTH

€GTA

jaalil

2] < © N~ o=
N EE o m oMo < <
= - el Pl —
= 5 0 - = H

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 63

coat protein

e Molecule 1

27%

73%

3%
L

Chain HD

9¢Td

@ Scia

iZ74a 4
0ZTL
[431¢

OTTI
60TA
80Td

cota
T0TL
00TS

660

164

S8D

28s

8.4

SLN

Sed

991D

¥oTI
€974

T9TA

6GTS

9GTH

€STA

(47429

ovTM

LETL

veTd

T€Ta

8211

coat protein

e Molecule 1

35%

65%

3%
L

Chain HE

211a
0TTI
60TA
80Td

SOTL
YOIN

20t1a
TOTL

S$8D

€8S

8.4

9.0
SLN

T8N

991D

PoTI
€974
C9TL
19TA

831D
LSTT

coat protein

e Molecule 1

69%

3%
L

Chain HF

991D

Y9TI

2T9TL
T9TA

98T

€STA

SP1T
441

11

{47429

coat prote

ovTM
6ETH
8ETI

SETA
veTd

T€TQ

6CTA
8211

e Molecule 1

9¢T4d
@ SZia

L1TL

41%

58%

11%
Chain HG:

6LA

® SSd

e ¢sb

191

ST
14723
E€VL

1528

Ld
9€s
gea
vea
EEN

OEV
921
il

(49N
12d

LITL

® €110
Z11d

0TTI

80Td

® S6I

98L

991D

coat protein

e Molecule 1

2%

36%

63%

Chain HH

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 64

L64
061

981
S8D

€8S
28s
188
8.4

2]

€5t
2sa

Lyl
9PN
ST

(444
LED
vea

EEW
CEA

OEY
62

921

611

AN

[
I <<..r~ o
E o o>

Y11d

c¢ria
TTTA
OTTI

80Td

e Molecule 1

n

coat prote

2%

33%

67%

Chain HI

OTTI

80Td

€0TA
2ota
T0TL
00TS
660
86.L

S61

061

L8)

S8D

€8S

8.4

9.0
SLN
L0

+

L9A
99N

1

694
SG3

€5d

181
0Gd

LYL

0EY
62y

921
£2b

611

LT1

II‘w |
=

CA

0ZTL

(431

coat protein

e Molecule 1

28%

w—
72%

4%
-

Chain HJ

TTTA
0TTI

€zh

)

CA

Y911

® 29Tl
LSTT

€GTA

b

LY11

SP11
jaalsl

{47499

0vTM

coat prote

8€TI

8211

e Molecule 1

iZz4a 4

9TTM

¥11d

c1ia

11

27%

—
72%

5%
[

Chain HK

0TTI

@ 807d
L0T'T

€0TA

TOTL
00Ts
660
861
164

S61

~ o
II‘” o .
X H

[T}
0
o

o I
~
X

©
~
o

() o
w
323 & 2
[ B S = >

o
[re)
[=}

k-l

991D

voTI
LSTT

710

{47459

ovTM

coat prote

8ETI
vETY
@ 6CIA
8CT1
LTTL
scra
0zTL
e 71ld

2c11a

11

e Molecule 1

2%

31%

68%

Chain HL

LYL

ST

CA

9919

Y911

R LDWIDE

2911
LSTT

SPTT
jaads)

(4458
15490
0vTM

8ETI

8CT1

9214

4441

[44%]

0ZTL

LTTL
9TTM

¥11d

c1ia
TTTA
OTTI

FOTN

O

PROTEIN DATA BANK

W



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 65

coat protein

e Molecule 1

3%

30%

70%

Chain HM

L1TL

[431¢

OTTI

80Td
® LOT1

¥911

LSTT

€STA

SPT1
jaadsl

(4450
TPTH
0%TM
6ETH
8ETI

SETH
veTd

T€1Q

6CTA

1

scia

0CTL

e Molecule 1

8T1TS

in

coat prote

28%

71%

4%
-

Chain HN

901D

YOIN

2¢01a

660

164

061

4989

€88

Y9TI

29TL

LSTT

€STA

LYTT

S¥1T
YH10

11

(47459

ovTM

coat prote

8ETI
LETL

veTd

verv

0zTL

9TTM

711d

e Molecule 1

c1ia
TTIA

2%

29%

70%

Chain HO

0ZTL

8118

¥11d
€TTD

80Td
LOTT

€0TA

TOTL
00TS

861

[438
62y
921

€20

e

991D

¥oTI

T9TA

LST1

€STA

LYTT

SP11
jaalsl

(47429

%M

coat prote

8ETI

SETH
YETYH

CETS
Tena
0€TA

L2TL

e Molecule 1

sc¢1a

1m

27%

72%

%
B

Chain HP

9TTM

¥11d

c1ia
TTIA
OTTI

YOTIN

2ota
660
861
164
S61
061
€8S

LLL

894
LOA

654
8GL

feiic
€5b
0S8d
pAAN

OYN
ST

coat protein

e Molecule 1

4%

-
mgm
—

33%

S61

184

78d

8.4

LOA

8GL

elekcs

€50

66%

TS%

Chain HQ

R LDWIDE

O

PROTEIN DATA BANK

W



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 66

coat protein

e Molecule 1

2%

TTTA
OTTI

L FOTIN

2¢ot1a

660
861
164

30%
|

061

881

989

€8S

188

70%

©
N
=i

Chain HR

991D

Y911

C9TL

coat protein

e Molecule 1

28%

70%

2%
[

Chain HS

80Td

TOTL
00Ts

@ D
o 0
|22

S61
64

061

L83

38D

8.4

Ll

CTLN

LOA

6G4
891

feleic

€50

T8y

0Sd

Lyl

14723
€Vl

6STS
8S1D
LSTT
€STA

710

(47429

ovTM

11

8ETI

vETY

TETA

6CTA

coat prote

LTTL

e Molecule 1

Se1a
verv

0zTL

STTT
¥11d

0TTI

36%

64%

5%
L

Chain HT

SOTL
FOTN

cota
TOTL

660

L64

061

183

989

€8S

8.4

SLN

1

TLS

1

LOA

—
0
i

ol g0ty
SOTL
|
201a
TOTL
o018
660
| oseL
164
|
. m@
=
S
0 agn
or
188
ooy |
9919 6Lk
S9TA 8.4
$9TT | |
[ oty SIN
29TL 01
19TA
| 89%
95T L9
| |
€5TA £9)
| |
1511 831
| |
aaly agq
[ evis | ved
THIT £3b
i
ovTH R
6€1d W 05d
8ETT © | |
LETL 0
[ eers vk
SETH | |
YETH L
| B 0PN
62TA <5} | |
8211 5 o lgb
wEmn S ees
9214 o aea
sz1a - | owea
7441 < €EN
2 S r
om:. © m )
.- 921
STTT — | |
$11d ) - Xa)
[ = - ek
TTTA % ) [ |
0TTT 11T
60TA e) m [ |
80Td M o] 8k
o = I
9079 ) O

991D

%911

COTL
T9TA

6G1S

9GTH

€GTA

LYTT

SYT1
jaali)

(47429

0V TM

8ETI
LETL

veTd

T€1d

6CTA
8211

coat prote

9214

11

e Molecule 1

33%

66%

%
B

Chain HV

O

R LDWIDE
PROTEIN DATA BANK

W



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 67

901D
SOTL
TOTN

cota
TOTL

660

L6Y

S61

38D

€88

6LA
8.4

3

7.0

89K
LOA

€9

feleic

€50

T8y

991D

Y911

29Tl
T9TA

9STA
€STA

ST
a4l

(47429

0vTM

8ETI
LETL

vETY

TETA

6CTA
8211

9gTd
Sc1a

L1TL

€110

0 O
SO
el
[

coat protein

e Molecule 1

33%

67%

2%
m

Chain HW

3

OTTI
60TA
80Td

SOTL
FOTN

2¢ot1a
TOTL
00TS

660

164

€50

TSH
0S8d

ST
4728

15729
OvN

Sed

EEN

o]
(498

611

e Molecule 1

L11

84

991D

¥oTI
€914
® 29Tl
T9TA

6STS
9GTH
€GTA
L9111
jaalsl
{4498
TVIW
ovTM

veTy

1€Ta

6CTA
8CT1

9¢T4d
® Scia
iZz4a 4

c11a

n

coat prote

30%

70%

3%
L

Chain HX:

@ Scia
verv

8118
€110
c1ia
TTTA
901D

@ SOTL
YOIN

061

~ © 0
> 2] (&

LLL

SLN

b

894
L9A

w o
) el
& R

€50

e
el
N

id

621

CTA

8&

94

[28

991D

7oTI

29TL
T9TA

LSTT
951X

€STA

710

{47499

ovTM

8ETI
LETL
9ETS

veETY

6CTA
8211

e Molecule 1

9214

in

coat prote

2%

29%

71%

Chain HY

c11a

60TA
80Td

901D
20t1a
TOTL
00TS
L6¥
L8%
S8D

z8s
188

8.4

SLN

€5b

991D

¥911
€914

T9TA

6G1S

LST1
9GTH

€GTA

{47499

coat prote

ovTM

LETL

very

1€Ta

8CT1

e Molecule 1

9¢T4d
sc1a
iZz4a 4

0gTL

11

34%

66%

4%
.

Chain HZ

211a

0TTI
60TA
80Td

SOTL
TOTIN

20t1a
TOTL
00TS

€8S

8.4

9.0
SLN

LOA

it

991D

RLDWIDE

Y911
€974
2911
T9TA

® 891D
LST1
98T
€STA

iiads)

(4450
TV
ovTM

8ETI
LETL

YETY

T€TQ

6CTA
8211

9¢T4d
@ Scia
veIv

0zTL

0O
PROTEIN DATA BANK

erpBe

W



6YFB

wwPDB X-ray Structure Validation Summary Report

Page 68

coat protein

e Molecule 1

3%

33%

67%

Chain TA

STT1
® Viid

[431¢

OTTI

SOTL
YOTIN

00TS
660

L6¥
o o6 |
S61
061
S$8D
€8S
8.4

SLN

LA

654
851

isicy

991D
PoTI
€974
C¢9TL
T9TA

LSTT
98T

€GTA

jaall

{47499

ovTM
6€TH
8ETI

SETH
vend

T€1d

e Molecule 1

6CTA
8CT1

9¢T4
sc1a
iZz4a 4

8T1S
LTTL

n

coat prote

2%

34%

65%

Chain IB

k-

0TTI

80Td

€0TA
cota
TOTL

660

S61

98L

o)
0
o

€88
288

6LA

®
©
~
rm

894
LOA

891

feleic

€50

T8y
0S8d

ST
1472
E%L

7L

L€b
9€s
Sea
e ¥ed
EEW

0€Y
921

€2h
(40N

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Page 69

wwPDB X-ray Structure Validation Summary Report

6YFB

4 Data and refinement statistics (i)

Property Value Source
Space group P1211 Depositor
Cell constants 325.47A  208.52A 417.12A .
Depositor
a, b, c, a, B, 90.00°  100.00°  90.00°
. 49.32 - 3.59 Depositor
Resolution (4) 4932 — 3.5 EDS
% Data completeness 93.0 (49.32-3.59) Depositor
(in resolution range) 93.9 (49.32-3.59) EDS
Rinerge 0.47 Depositor
Reym (Not available) Depositor
<I/o(I)>" 1.03 (at 3.57A) Xtriage
Refinement program PHENIX 1.17.1 3660 Depositor
R R 0.278 , 0.283 Depositor
7 Phfree 0.281 , 0.286 DCC
Rree test set 10000 reflections (1.17%) wwPDB-VP
Wilson B-factor (A?) 101.9 Xtriage
Anisotropy 0.181 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.30 , 52.5 EDS
L-test for twinning? <I|L|>=037,<L?*>=020| Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.87 EDS
Total number of atoms 275100 wwPDB-VP
Average B, all atoms (A?) 103.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.98% 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)

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 | a7 #|§| >5 RMSZ | #|Z| >5
1 AA 0.39 0/1337 0.59 0/1814
1 AB 0.41 0/1337 0.63 0/1814
1 AC 0.38 0/1337 0.60 0/1814
1 AD 0.42 0/1337 0.65 0/1814
1 AE 0.41 1/1337 (0.1%) 0.63 0/1814
1 AF 0.41 0/1337 0.65 0/1814
1 AG 0.40 0/1337 0.64 0/1814
1 AH 0.43 0/1337 0.65 0/1814
1 Al 0.40 0/1337 0.63 0/1814
1 AJ 0.42 0/1337 0.67 0/1814
1 AK 0.41 0/1337 0.62 0/1814
1 AL 0.44 0/1337 0.69 0/1814
1 AM 0.42 0/1337 0.64 0/1814
1 AN 0.40 0/1337 0.62 0/1814
1 AO 0.40 0/1337 0.60 0/1814
1 AP 0.40 0/1337 0.62 0/1814
1 AQ 0.42 0/1337 0.64 0/1814
1 AR 0.38 0/1337 0.60 0/1814
1 AS 0.39 0/1337 0.63 0/1814
1 AT 0.40 0/1337 0.62 0/1814
1 AU 0.42 0/1337 0.63 0/1814
1 AV 0.39 0/1337 0.59 0/1814
1 AW 0.41 0/1337 0.63 0/1814
1 AX 0.38 0/1337 0.60 0/1814
1 AY 0.42 0/1337 0.65 0/1814
1 AZ 0.41 1/1337 (0.1%) 0.63 0/1814
1 BA 0.41 0/1337 0.65 0/1814
1 BB 0.40 0/1337 0.64 0/1814
1 BC 0.43 0/1337 0.65 0/1814
1 BD 0.40 0/1337 0.63 0/1814
1 BE 0.42 0/1337 0.67 0/1814
1 BF 0.41 0/1337 0.62 0/1814
1 BG 0.44 0/1337 0.69 0/1814
1 BH 0.42 0/1337 0.64 0/1814
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. Bond lengths Bond angles
Mol | Chain | .\ 1q7 42| >5 RMSZ | #|Z| >5
1 BI 0.40 0/1337 0.62 0/1814
1 BJ 0.40 0/1337 0.60 0/1814
1 BK 0.40 0/1337 0.62 0/1814
1 BL 0.42 0/1337 0.64 0/1814
1 BM 0.38 0/1337 0.60 0/1814
1 BN 0.39 0/1337 0.63 0/1814
1 BO 0.40 0/1337 0.62 0/1814
1 BP 0.42 0/1337 0.63 0/1814
1 BQ 0.39 0/1337 0.60 0/1814
1 BR 0.41 0/1337 0.63 0/1814
1 BS 0.38 0/1337 0.60 0/1814
1 BT 0.42 0/1337 0.65 0/1814
1 BU 0.41 1/1337 (0.1%) 0.63 0/1814
1 BV 0.41 0/1337 0.65 0/1814
1 BW 0.40 0/1337 0.64 0/1814
1 BX 0.43 0/1337 0.65 0/1814
1 BY 0.40 0/1337 0.63 0/1814
1 BZ 0.42 0/1337 0.67 0/1814
1 CA 0.41 0/1337 0.62 0/1814
1 CB 0.44 0/1337 0.69 0/1814
1 CC 0.42 0/1337 0.64 0/1814
1 CD 0.41 0/1337 0.62 0/1814
1 CE 0.40 0/1337 0.60 0/1814
1 CF 0.40 0/1337 0.62 0/1814
1 CG 0.42 0/1337 0.64 0/1814
1 CH 0.38 0/1337 0.60 0/1814
1 CI 0.39 0/1337 0.63 0/1814
1 CJ 0.40 0/1337 0.62 0/1814
1 CK 0.42 0/1337 0.63 0/1814
1 CL 0.39 0/1337 0.60 0/1814
1 CM 0.41 0/1337 0.63 0/1814
1 CN 0.38 0/1337 0.60 0/1814
1 cO 0.42 0/1337 0.65 0/1814
1 Cp 0.41 1/1337 (0.1%) 0.63 0/1814
1 CQ 0.41 0/1337 0.65 0/1814
1 CR 0.40 0/1337 0.64 0/1814
1 CS 0.43 0/1337 0.65 0/1814
1 CT 0.40 0/1337 0.63 0/1814
1 CU 0.42 0/1337 0.67 0/1814
1 CV 0.41 0/1337 0.62 0/1814
1 CW 0.44 0/1337 0.69 0/1814
1 CX 0.42 0/1337 0.64 0/1814
1 CY 0.40 0/1337 0.62 0/1814
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. Bond lengths Bond angles
Mol | Chain | .\ 1q7 42| >5 RMSZ | #|Z| >5
1 CZ 0.40 0/1337 0.60 0/1814
1 DA 0.40 0/1337 0.62 0/1814
1 DB 0.42 0/1337 0.64 0/1814
1 DC 0.38 0/1337 0.60 0/1814
1 DD 0.39 0/1337 0.63 0/1814
1 DE 0.40 0/1337 0.62 0/1814
1 DF 0.42 0/1337 0.63 0/1814
1 DG 0.39 0/1337 0.60 0/1814
1 DH 0.41 0/1337 0.63 0/1814
1 DI 0.38 0/1337 0.60 0/1814
1 DJ 0.42 0/1337 0.65 0/1814
1 DK 0.41 1/1337 (0.1%) 0.63 0/1814
1 DL 0.41 0/1337 0.65 0/1814
1 DM 0.40 0/1337 0.64 0/1814
1 DN 0.43 0/1337 0.65 0/1814
1 DO 0.40 0/1337 0.63 0/1814
1 DP 0.42 0/1337 0.67 0/1814
1 DQ 0.41 0/1337 0.62 0/1814
1 DR 0.44 0/1337 0.69 0/1814
1 DS 0.42 0/1337 0.64 0/1814
1 DT 0.40 0/1337 0.62 0/1814
1 DU 0.40 0/1337 0.61 0/1814
1 DV 0.40 0/1337 0.62 0/1814
1 DW 0.42 0/1337 0.64 0/1814
1 DX 0.38 0/1337 0.60 0/1814
1 DY 0.39 0/1337 0.63 0/1814
1 DZ 0.40 0/1337 0.62 0/1814
1 EA 0.42 0/1337 0.63 0/1814
1 EB 0.39 0/1337 0.60 0/1814
1 EC 0.41 0/1337 0.63 0/1814
1 ED 0.38 0/1337 0.60 0/1814
1 EE 0.42 0/1337 0.65 0/1814
1 EF 0.41 1/1337 (0.1%) 0.63 0/1814
1 EG 0.41 0/1337 0.65 0/1814
1 EH 0.40 0/1337 0.64 0/1814
1 EI 0.43 0/1337 0.65 0/1814
1 EJ 0.40 0/1337 0.63 0/1814
1 EK 0.42 0/1337 0.67 0/1814
1 EL 0.41 0/1337 0.62 0/1814
1 EM 0.44 0/1337 0.69 0/1814
1 EN 0.42 0/1337 0.64 0/1814
1 EO 0.40 0/1337 0.62 0/1814
1 EP 0.40 0/1337 0.61 0/1814
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. Bond lengths Bond angles
Mol | Chain | .\ 1q7 42| >5 RMSZ | #|Z| >5
1 EQ 0.40 0/1337 0.61 0/1814
1 ER 0.42 0/1337 0.64 0/1814
1 ES 0.38 0/1337 0.60 0/1814
1 ET 0.39 0/1337 0.63 0/1814
1 EU 0.40 0/1337 0.62 0/1814
1 EV 0.42 0/1337 0.63 0/1814
1 EW 0.39 0/1337 0.60 0/1814
1 EX 0.41 0/1337 0.63 0/1814
1 EY 0.38 0/1337 0.60 0/1814
1 EZ 0.42 0/1337 0.65 0/1814
1 FA 0.41 1/1337 (0.1%) 0.63 0/1814
1 FB 0.41 0/1337 0.65 0/1814
1 FC 0.40 0/1337 0.64 0/1814
1 FD 0.43 0/1337 0.65 0/1814
1 FE 0.40 0/1337 0.63 0/1814
1 FF 0.42 0/1337 0.67 0/1814
1 FG 0.41 0/1337 0.62 0/1814
1 FH 0.44 0/1337 0.69 0/1814
1 FI 0.42 0/1337 0.64 0/1814
1 FJ 0.41 0/1337 0.62 0/1814
1 FK 0.40 0/1337 0.60 0/1814
1 FL 0.40 0/1337 0.62 0/1814
1 FM 0.42 0/1337 0.64 0/1814
1 FN 0.38 0/1337 0.60 0/1814
1 FO 0.39 0/1337 0.63 0/1814
1 FP 0.40 0/1337 0.62 0/1814
1 FQ 0.42 0/1337 0.63 0/1814
1 FR 0.39 0/1337 0.60 0/1814
1 FS 0.41 0/1337 0.63 0/1814
1 FT 0.38 0/1337 0.60 0/1814
1 FU 0.42 0/1337 0.65 0/1814
1 FV 0.41 1/1337 (0.1%) 0.63 0/1814
1 FW 0.41 0/1337 0.65 0/1814
1 FX 0.40 0/1337 0.64 0/1814
1 FY 0.43 0/1337 0.65 0/1814
1 F7Z 0.40 0/1337 0.63 0/1814
1 GA 0.42 0/1337 0.67 0/1814
1 GB 0.41 0/1337 0.62 0/1814
1 GC 0.44 0/1337 0.69 0/1814
1 GD 0.42 0/1337 0.64 0/1814
1 GE 0.40 0/1337 0.62 0/1814
1 GF 0.40 0/1337 0.61 0/1814
1 GG 0.40 0/1337 0.62 0/1814
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Mol | Chain | .\ 1q7 42| >5 RMSZ | #|Z| >5
1 GH 0.42 0/1337 0.64 0/1814
1 GI 0.38 0/1337 0.60 0/1814
1 GJ 0.39 0/1337 0.63 0/1814
1 GK 0.40 0/1337 0.62 0/1814
1 GL 0.42 0/1337 0.63 0/1814
1 GM 0.39 0/1337 0.60 0/1814
1 GN 0.41 0/1337 0.63 0/1814
1 GO 0.38 0/1337 0.60 0/1814
1 GP 0.42 0/1337 0.65 0/1814
1 GQ 0.41 1/1337 (0.1%) 0.63 0/1814
1 GR 0.41 0/1337 0.65 0/1814
1 GS 0.40 0/1337 0.64 0/1814
1 GT 0.43 0/1337 0.65 0/1814
1 GU 0.40 0/1337 0.63 0/1814
1 GV 0.42 0/1337 0.67 0/1814
1 GW 0.41 0/1337 0.62 0/1814
1 GX 0.44 0/1337 0.69 0/1814
1 GY 0.42 0/1337 0.64 0/1814
1 GZ 0.41 0/1337 0.62 0/1814
1 HA 0.40 0/1337 0.61 0/1814
1 HB 0.40 0/1337 0.61 0/1814
1 HC 0.42 0/1337 0.64 0/1814
1 HD 0.38 0/1337 0.60 0/1814
1 HE 0.39 0/1337 0.63 0/1814
1 HF 0.40 0/1337 0.62 0/1814
1 HG 0.42 0/1337 0.63 0/1814
1 HH 0.39 0/1337 0.60 0/1814
1 HI 0.41 0/1337 0.63 0/1814
1 HJ 0.38 0/1337 0.60 0/1814
1 HK 0.42 0/1337 0.65 0/1814
1 HL 0.41 1/1337 (0.1%) 0.63 0/1814
1 HM 0.41 0/1337 0.65 0/1814
1 HN 0.40 0/1337 0.64 0/1814
1 HO 0.43 0/1337 0.65 0/1814
1 HP 0.40 0/1337 0.63 0/1814
1 HQ 0.42 0/1337 0.67 0/1814
1 HR 0.41 0/1337 0.62 0/1814
1 HS 0.44 0/1337 0.69 0/1814
1 HT 0.42 0/1337 0.64 0/1814
1 HU 0.40 0/1337 0.62 0/1814
1 HV 0.40 0/1337 0.60 0/1814
1 HW 0.40 0/1337 0.62 0/1814
1 HX 0.42 0/1337 0.64 0/1814
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. Bond lengths Bond angles

Mol | Chain | .\ 1q7 42| >5 RMSZ | #|Z| >5
1 HY 0.38 0/1337 0.60 0/1814
1 HZ 0.39 0/1337 0.63 0/1814
1 IA 0.40 0/1337 0.62 0/1814
1 IB 0.42 0/1337 0.63 0/1814

All All 0.41 | 10/280770 (0.0%) | 0.63 | 0/380940

The worst 5 of 10 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 BU 122 | GLY | CA-C | -6.01 1.47 1.52
1 HL 122 | GLY | CA-C | -5.95 1.47 1.52
1 FV 122 | GLY | CA-C | -5.92 1.47 1.52
1 GQ 122 | GLY | CA-C |-5.90 1.47 1.52
1 DK 122 | GLY | CA-C |-5.90 1.47 1.52

There are no bond angle outliers.

There are no chirality outliers.

There are no planarity outliers.

5.2 Too-close contacts (i)

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 AA 1310 0 1289 64 0
1 AB 1310 0 1289 70 0
1 AC 1310 0 1289 52 0
1 AD 1310 0 1289 o1 0
1 AE 1310 0 1289 52 0
1 AF 1310 0 1289 92 0
1 AG 1310 0 1289 55 0
1 AH 1310 0 1289 50 0
1 Al 1310 0 1289 o7 0
1 AJ 1310 0 1289 o7 0
1 AK 1310 0 1289 o7 0
1 AL 1310 0 1289 ol 0
1 AM 1310 0 1289 66 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 AN 1310 0 1289 68 0
1 AO 1310 0 1289 66 0
1 AP 1310 0 1289 62 0
1 AQ 1310 0 1289 61 0
1 AR 1310 0 1289 46 0
1 AS 1310 0 1289 7 0
1 AT 1310 0 1289 64 0
1 AU 1310 0 1289 76 0
1 AV 1310 0 1289 67 0
1 AW 1310 0 1289 65 0
1 AX 1310 0 1289 52 0
1 AY 1310 0 1289 48 0
1 AZ 1310 0 1289 56 0
1 BA 1310 0 1289 56 0
1 BB 1310 0 1289 52 0
1 BC 1310 0 1289 46 0
1 BD 1310 0 1289 47 0
1 BE 1310 0 1289 56 0
1 BF 1310 0 1289 52 0
1 BG 1310 0 1289 47 0
1 BH 1310 0 1289 63 0
1 BI 1310 0 1289 63 0
1 BJ 1310 0 1289 65 0
1 BK 1310 0 1289 66 0
1 BL 1310 0 1289 99 0
1 BM 1310 0 1289 47 0
1 BN 1310 0 1289 71 0
1 BO 1310 0 1289 58 0
1 BP 1310 0 1289 70 0
1 BQ 1310 0 1289 65 0
1 BR 1310 0 1289 63 0
1 BS 1310 0 1289 52 0
1 BT 1310 0 1289 50 0
1 BU 1310 0 1289 58 1
1 BV 1310 0 1289 55 0
1 BW 1310 0 1289 48 0
1 BX 1310 0 1289 47 0
1 BY 1310 0 1289 48 0
1 BZ 1310 0 1289 20 0
1 CA 1310 0 1289 52 0
1 CB 1310 0 1289 50 0
1 CcC 1310 0 1289 67 0

Continued on next page...



Page 77

wwPDB X-ray Structure Validation Summary Report

6YFB

Continued from previous page...

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 CD 1310 0 1289 67 1
1 CE 1310 0 1289 68 0
1 CF 1310 0 1289 65 0
1 CG 1310 0 1289 61 0
1 CH 1310 0 1289 45 0
1 CI 1310 0 1289 73 0
1 CJ 1310 0 1289 59 1
1 CK 1310 0 1289 61 0
1 CL 1310 0 1289 67 0
1 CM 1310 0 1289 69 0
1 CN 1310 0 1289 95 0
1 CcO 1310 0 1289 20 0
1 CPp 1310 0 1289 57 0
1 CQ 1310 0 1289 55 0
1 CR 1310 0 1289 55 0
1 CS 1310 0 1289 49 0
1 CT 1310 0 1289 46 0
1 CU 1310 0 1289 48 0
1 CV 1310 0 1289 95 0
1 CW 1310 0 1289 48 0
1 CcX 1310 0 1289 62 0
1 CY 1310 0 1289 64 0
1 CZ 1310 0 1289 65 0
1 DA 1310 0 1289 63 0
1 DB 1310 0 1289 99 0
1 DC 1310 0 1289 45 1
1 DD 1310 0 1289 71 0
1 DE 1310 0 1289 60 0
1 DF 1310 0 1289 71 0
1 DG 1310 0 1289 73 0
1 DH 1310 0 1289 74 0
1 DI 1310 0 1289 52 0
1 DJ 1310 0 1289 49 0
1 DK 1310 0 1289 59 0
1 DL 1310 0 1289 o4 0
1 DM 1310 0 1289 49 0
1 DN 1310 0 1289 52 0
1 DO 1310 0 1289 o1 0
1 DP 1310 0 1289 52 0
1 DQ 1310 0 1289 54 0
1 DR 1310 0 1289 52 0
1 DS 1310 0 1289 63 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 DT 1310 0 1289 66 0
1 DU 1310 0 1289 64 0
1 DV 1310 0 1289 64 0
1 DW 1310 0 1289 61 0
1 DX 1310 0 1289 49 0
1 DY 1310 0 1289 73 0
1 DZ 1310 0 1289 57 0
1 EA 1310 0 1289 59 0
1 EB 1310 0 1289 67 0
1 EC 1310 0 1289 67 0
1 ED 1310 0 1289 95 0
1 EE 1310 0 1289 49 0
1 EF 1310 0 1289 54 0
1 EG 1310 0 1289 53 0
1 EH 1310 0 1289 56 0
1 EI 1310 0 1289 49 0
1 EJ 1310 0 1289 47 0
1 EK 1310 0 1289 o1 0
1 EL 1310 0 1289 53 0
1 EM 1310 0 1289 48 0
1 EN 1310 0 1289 65 0
1 EO 1310 0 1289 62 0
1 EP 1310 0 1289 64 0
1 EQ 1310 0 1289 66 0
1 ER 1310 0 1289 61 0
1 ES 1310 0 1289 49 0
1 ET 1310 0 1289 74 0
1 EU 1310 0 1289 63 0
1 EV 1310 0 1289 71 0
1 EW 1310 0 1289 68 0
1 EX 1310 0 1289 71 0
1 EY 1310 0 1289 95 0
1 EZ 1310 0 1289 50 0
1 FA 1310 0 1289 56 0
1 FB 1310 0 1289 55 0
1 FC 1310 0 1289 47 0
1 FD 1310 0 1289 48 0
1 FE 1310 0 1289 49 0
1 FF 1310 0 1289 54 0
1 FG 1310 0 1289 53 0
1 FH 1310 0 1289 49 0
1 FI 1310 0 1289 64 0
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 FJ 1310 0 1289 65 0
1 FK 1310 0 1289 66 0
1 FL 1310 0 1289 66 0
1 FM 1310 0 1289 62 0
1 FN 1310 0 1289 47 0
1 FO 1310 0 1289 71 0
1 FP 1310 0 1289 57 0
1 FQ 1310 0 1289 63 0
1 FR 1310 0 1289 73 0
1 FS 1310 0 1289 71 0
1 FT 1310 0 1289 o1 0
1 FU 1310 0 1289 o1 0
1 FV 1310 0 1289 55 0
1 FwW 1310 0 1289 53 1
1 FX 1310 0 1289 53 0
1 FY 1310 0 1289 50 0
1 FZ 1310 0 1289 o7 0
1 GA 1310 0 1289 o4 0
1 GB 1310 0 1289 53 0
1 GC 1310 0 1289 50 0
1 GD 1310 0 1289 63 1
1 GE 1310 0 1289 67 0
1 GF 1310 0 1289 65 0
1 GG 1310 0 1289 63 0
1 GH 1310 0 1289 60 0
1 GI 1310 0 1289 47 0
1 GJ 1310 0 1289 77 0
1 GK 1310 0 1289 61 0
1 GL 1310 0 1289 69 0
1 GM 1310 0 1289 66 0
1 GN 1310 0 1289 61 0
1 GO 1310 0 1289 o1 0
1 GP 1310 0 1289 49 0
1 GQ 1310 0 1289 53 0
1 GR 1310 0 1289 53 0
1 GS 1310 0 1289 51 0
1 GT 1310 0 1289 49 0
1 GU 1310 0 1289 49 0
1 GV 1310 0 1289 93 0
1 GW 1310 0 1289 53 0
1 GX 1310 0 1289 48 0
1 GY 1310 0 1289 67 0
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 GZ 1310 0 1289 66 0
1 HA 1310 0 1289 67 0
1 HB 1310 0 1289 69 0
1 HC 1310 0 1289 o8 0
1 HD 1310 0 1289 44 0
1 HE 1310 0 1289 70 0
1 HF 1310 0 1289 57 0
1 HG 1310 0 1289 77 0
1 HH 1310 0 1289 66 0
1 HI 1310 0 1289 77 0
1 HJ 1310 0 1289 53 0
1 HK 1310 0 1289 48 0
1 HL 1310 0 1289 57 0
1 HM 1310 0 1289 54 0
1 HN 1310 0 1289 51 0
1 HO 1310 0 1289 50 0
1 HP 1310 0 1289 47 0
1 HQ 1310 0 1289 95 0
1 HR 1310 0 1289 54 0
1 HS 1310 0 1289 48 0
1 HT 1310 0 1289 61 0
1 HU 1310 0 1289 63 0
1 HV 1310 0 1289 66 0
1 HW 1310 0 1289 64 0
1 HX 1310 0 1289 99 0
1 HY 1310 0 1289 48 0
1 HZ 1310 0 1289 67 0
1 IA 1310 0 1289 56 0
1 IB 1310 0 1289 59 0

All All 275100 0 270690 8542 3

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 16.

The worst 5 of 8542 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)
1:EB:162:THR:HB | 1:HH:34:ASP:HB3 1.26 1.14
1:AA:162:THR:HB | 1:DG:34:ASP:HB3 1.36 1.07
1:AV:34:ASP:HB3 | 1:BQ:162: THR:HB 1.37 1.02
1:AA:155:SER:OG | 1:DG:51:LYS:NZ 1.92 1.02

Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:AL:162: THR:HB | 1:AK:34:ASP:HB3 1.44 1.00

All (3) symmetry-related close contacts are listed below. The label for Atom-2 includes the sym-
metry operator and encoded unit-cell translations to be applied.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:CD:14:LYS:NZ | LFW:12:THR:OG1[1_455] 2.03 0.17
1:CJ:9:THR:OG1 | 1:DC:13:GLU:OE2[2 444] 2.07 0.13
1:BU:18:GLU:OE1 | 1:GD:18:GLU:OE1[1_455] 2.18 0.02

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

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

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

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1| Aa 164/166 (99%) | 161 (98%) | 3 (2%) 0 100 ] [100]
1 | AB 164/166 (99%) | 160 (98%) | 4 (2%) 0 [100] [ 100
1 | AC 164/166 (99%) | 163 (99%) | 1 (1%) 0 100 ] [100]
1 | ap 164/166 (99%) | 155 (94%) | 9 (6%) 0 [100] [ 100
1 | AE 164/166 (99%) | 161 (98%) | 3 (2%) 0 100 ] [100]
1 | AF 164/166 (99%) | 159 (97%) | 5 (3%) 0 100 ] [100]
1 | ac 164/166 (99%) | 163 (99%) | 1 (1%) 0 [100] [ 100
1 | am 164/166 (99%) | 157 (96%) | 7 (4%) 0 100 ] [100]
1 Al 164/166 (99%) 162 (99%) | 2 (1%) 0 |
1 | AJ 164/166 (99%) | 156 (95%) | 8 (5%) 0 100 ] [100]
1 | AK 164/166 (99%) | 161 (98%) | 3 (2%) 0 [100] [ 100
1 | AL 164/166 (99%) | 159 (97%) | 5 (3%) 0 100 [100]
1| AM | 164/166 (99%) | 164 (100%) 0 0
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 AN 164/166 (99%) 164 (100%) 0 0 |
1 | A0 164/166 (99%) | 164 (100%) 0 0 100 ] [100]
1 | ap 164/166 (99%) | 163 (99%) | 1 (1%) 0 [100] [ 100
1 | AQ 164/166 (99%) | 163 (99%) | 1 (1%) 0 100 ] [100]
1 | AR 164/166 (99%) | 164 (100%) 0 0 100 ] [100]
1 | AS 164/166 (99%) | 164 (100%) 0 0 [100] [ 100
1 | AT 164/166 (99%) | 164 (100%) 0 0 100 ] [100]
1 | av 164/166 (99%) | 164 (100%) 0 0 [100] [ 100
1| AV 164/166 (99%) | 161 (98%) | 3 (2%) 0 100 ] [100]
1| AW | 164/166 (99%) | 160 (98%) | 4 (2%) 0 100 ] [100]
1 AX 164/166 (99%) 163 (99%) | 1 (1%) 0 |
1 | Ay 164/166 (99%) | 155 (94%) | 9 (6%) 0 100 ] [100]
1 AZ 164/166 (99%) 161 (98%) | 3 (2%) 0 |
1 | BA 164/166 (99%) | 159 (97%) | 5 (3%) 0 100 ] [100]
1 BB 164,/166 (99%) 163 (99%) | 1 (1%) 0 |
1 | BC 164/166 (99%) | 157 (96%) | 7 (4%) 0 100 [100]
1 BD 164/166 (99%) 162 (99%) | 2 (1%) 0 |
1 BE 164/166 (99%) 156 (95%) | 8 (5%) 0 |
1 BF 164/166 (99%) 161 (98%) | 3 (2%) 0 |
1 | BG 164/166 (99%) | 159 (97%) | 5 (3%) 0 [100] [ 100
1 | BH 164/166 (99%) | 164 (100%) 0 0 100 [100]
1 BI 164/166 (99%) | 164 (100%) 0 0 100 ] [100]
1 BJ 164/166 (99%) 164 (100%) 0 0 |
1 BK 164/166 (99%) 163 (99%) | 1 (1%) 0 |
1 BL 164/166 (99%) 163 (99%) | 1 (1%) 0 |
1 | BM 164/166 (99%) | 164 (100%) 0 0 100 ] [100]
1 | BN 164/166 (99%) | 164 (100%) 0 0 [100] [ 100
1 BO 164/166 (99%) 164 (100%) 0 0 |
1 | BP 164/166 (99%) | 164 (100%) 0 0 100 ] [100]
1 BQ 164/166 (99%) 161 (98%) | 3 (2%) 0 |
1 | BR 164/166 (99%) | 160 (98%) | 4 (2%) 0
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 BS 164/166 (99%) 163 (99%) | 1 (1%) 0 |
1 | BT 164/166 (99%) | 155 (94%) | 9 (6%) 0 100 ] [100]
1 BU 164,/166 (99%) 161 (98%) | 3 (2%) 0 |
1 | BV 164/166 (99%) | 159 (97%) | 5 (3%) 0 100 ] [100]
1 BW 164/166 (99%) 163 (99%) | 1 (1%) 0 |
1 | BX 164/166 (99%) | 157 (96%) | 7 (4%) 0 [100] [ 100
1 BY 164/166 (99%) 162 (99%) | 2 (1%) 0 |
1 BZ 164/166 (99%) 156 (95%) | 8 (5%) 0 |
1 | ca 164/166 (99%) | 161 (98%) | 3 (2%) 0 100 ] [100]
1 CB 164/166 (99%) 158 (96%) | 5(3%) | 1 (1%)

1 cC 164,166 (99%) 164 (100%) 0 0

1 | D 164/166 (99%) | 164 (100%) 0 0 100 ] [100]
1 CE 164/166 (99%) 164 (100%) 0 0 |
1 | CF 164/166 (99%) | 163 (99%) | 1 (1%) 0 100 ] [100]
1 | ca 164/166 (99%) | 163 (99%) | 1 (1%) 0 [100] [ 100
1 CH 164/166 (99%) 164 (100%) 0 0 |
1 CI 164/166 (99%) | 164 (100%) 0 0 100 ] [100]
1 CJ 164/166 (99%) 164 (100%) 0 0 |
1 | CK 164/166 (99%) | 164 (100%) 0 0 100 ] [100]
1| cL 164/166 (99%) | 161 (98%) | 3 (2%) 0 [100] [ 100
1 | oM 164/166 (99%) | 160 (98%) | 4 (2%) 0 100 [100]
1 | oN 164/166 (99%) | 163 (99%) | 1 (1%) 0 100 ] [100]
1 CcO 164/166 (99%) 155 (94%) | 9 (6%) 0 |
1 CP 164/166 (99%) 161 (98%) | 3 (2%) 0 |
1 | cq 164/166 (99%) | 159 (97%) | 5 (3%) 0 [100] [ 100
1 | CR 164/166 (99%) | 163 (99%) | 1 (1%) 0 100 ] [100]
1 CS 164,/166 (99%) 157 (96%) | 7 (4%) 0 |
1 CT 164/166 (99%) 162 (99%) | 2 (1%) 0 |
1 CU 164/166 (99%) 156 (95%) | 8 (5%) 0 |
1 o\% 164/166 (99%) 161 (98%) | 3 (2%) 0 |
1 CW 164,166 (99%) 158 (96%) | 6 (4%) 0
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 CX 164/166 (99%) 164 (100%) 0 0 |
1 | oy 164/166 (99%) | 164 (100%) 0 0 100 ] [100]
1| oz 164/166 (99%) | 164 (100%) 0 0 [100] [ 100
1 | DA 164/166 (99%) | 163 (99%) | 1 (1%) 0 100 ] [100]
1 DB 164/166 (99%) 163 (99%) | 1 (1%) 0 |
1 DC 164/166 (99%) 164 (100%) 0 0 |
1 | DD 164/166 (99%) | 164 (100%) 0 0 100 ] [100]
1 DE 164/166 (99%) 164 (100%) 0 0 |
1 | DF 164/166 (99%) | 164 (100%) 0 0 100 ] [100]
1 | bpa 164/166 (99%) | 161 (98%) | 3 (2%) 0 100 ] [100]
1 DH 164/166 (99%) 160 (98%) | 4 (2%) 0 |
1 | DpI 164/166 (99%) | 163 (99%) | 1 (1%) 0 100 ] [100]
1 DJ 164/166 (99%) 155 (94%) | 9 (6%) 0 |
1 | DK 164/166 (99%) | 161 (98%) | 3 (2%) 0 100 ] [100]
1 DL 164,/166 (99%) 158 (96%) | 6 (4%) 0 |
1 DM 164/166 (99%) 163 (99%) | 1 (1%) 0 |
1 DN 164/166 (99%) 157 (96%) | 7 (4%) 0 |
1 DO 164/166 (99%) 162 (99%) | 2 (1%) 0 |
1 DP 164/166 (99%) 156 (95%) | 8 (5%) 0 |
1 | DpQ 164/166 (99%) | 161 (98%) | 3 (2%) 0 [100] [ 100
1 | DR 164/166 (99%) | 158 (96%) | 6 (4%) 0 100 [100]
1 | DS 164/166 (99%) | 164 (100%) 0 0 100 ] [100]
1 DT 164/166 (99%) 164 (100%) 0 0 |
1 | DU 164/166 (99%) | 164 (100%) 0 0 100 ] [100]
1 DV 164/166 (99%) 163 (99%) | 1 (1%) 0 |
1 | DW | 164/166 (99%) | 163 (99%) | 1 (1%) 0 100 ] [100]
1 | DX 164/166 (99%) | 164 (100%) 0 0 [100] [ 100
1 DY 164/166 (99%) 164 (100%) 0 0 |
1 | Dz 164/166 (99%) | 164 (100%) 0 0 100 ] [100]
1 EA 164/166 (99%) 164 (100%) 0 0 |
1 EB 164,166 (99%) 161 (98%) | 3 (2%) 0
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Mol | Chain Analysed Favoured | Allowed | Outliers
1 EC 164/166 (99%) 160 (98%) 4 (2%) 0
1 ED 164/166 (99%) 163 (99%) 1 (1%) 0
1 EE 164/166 (99%) 155 (94%) 9 (6%) 0
1 EF 164/166 (99%) 161 (98%) 3 (2%) 0
1 EG 164/166 (99%) 159 (97%) 5 (3%) 0
1 EH 164/166 (99%) 163 (99%) 1 (1%) 0
1 EI 164/166 (99%) 157 (96%) 7 (4%) 0
1 EJ 164/166 (99%) 162 (99%) 2 (1%) 0
1 EK 164/166 (99%) 156 (95%) 8 (5%) 0
1 EL 164/166 (99%) 161 (98%) 3 (2%) 0
1 EM 164/166 (99%) 159 (97%) 4 (2%) 1 (1%)
1 EN 164/166 (99%) 164 (100%) 0 0
1 EO 164/166 (99%) 164 (100%) 0 0
1 EP 164/166 (99%) 164 (100%) 0 0
1 EQ 164/166 (99%) 163 (99%) 1 (1%) 0
1 ER 164/166 (99%) 163 (99%) 1 (1%) 0
1 ES 164/166 (99%) 164 (100%) 0 0
1 ET 164/166 (99%) 164 (100%) 0 0
1 EU 164/166 (99%) 164 (100%) 0 0
1 EV 164/166 (99%) 164 (100%) 0 0
1 EW 164/166 (99%) 161 (98%) 3 (2%) 0
1 EX 164/166 (99%) 160 (98%) 4 (2%) 0
1 EY 164/166 (99%) 163 (99%) 1 (1%) 0
1 EZ 164/166 (99%) 155 (94%) 9 (6%) 0
1 FA 164/166 (99%) 161 (98%) 3 (2%) 0
1 FB 164/166 (99%) 159 (97%) 5 (3%) 0
1 FC 164/166 (99%) 163 (99%) 1 (1%) 0
1 FD 164/166 (99%) 157 (96%) 7 (4%) 0
1 FE 164/166 (99%) 162 (99%) 2 (1%) 0
1 FF 164/166 (99%) 156 (95%) 8 (5%) 0
1 FG 164/166 (99%) 161 (98%) 3 (2%) 0

Continued on next page...



Page 86

wwPDB X-ray Structure Validation Summary Report

6YFB

Continued from previous page...

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 FH 164/166 (99%) 160 (98%) | 4 (2%) 0 |
1 FI 164/166 (99%) | 164 (100%) 0 0 100 ] [100]
1 FJ 164/166 (99%) | 164 (100%) 0 0 [100] [ 100
1 | FK 164/166 (99%) | 164 (100%) 0 0 100 ] [100]
1 FL 164/166 (99%) 163 (99%) | 1 (1%) 0 |
1 FM 164/166 (99%) 163 (99%) | 1 (1%) 0 |
1 | FN 164/166 (99%) | 164 (100%) 0 0 100 ] [100]
1 | FO 164/166 (99%) | 164 (100%) 0 0 [100] [ 100
1 | FP 164/166 (99%) | 164 (100%) 0 0 100 ] [100]
1 | FQ 164/166 (99%) | 164 (100%) 0 0 100 ] [100]
1 FR 164/166 (99%) 161 (98%) | 3 (2%) 0 |
1 | FsS 164/166 (99%) | 160 (98%) | 4 (2%) 0 100 ] [100]
1 FT 164/166 (99%) 163 (99%) | 1 (1%) 0 |
1 | FU 164/166 (99%) | 155 (94%) | 9 (6%) 0 100 ] [100]
1 FV 164,/166 (99%) 161 (98%) | 3 (2%) 0 |
1 FW 164/166 (99%) 159 (97%) | 5 (3%) 0 |
1 FX 164/166 (99%) 163 (99%) | 1 (1%) 0 |
1 FY 164/166 (99%) 157 (96%) | 7 (4%) 0 |
1 FZ 164/166 (99%) 162 (99%) | 2 (1%) 0 |
1 | ca 164/166 (99%) | 156 (95%) | 8 (5%) 0 [100] [ 100
1 | aB 164/166 (99%) | 161 (98%) | 3 (2%) 0 100 [100]
1 | ac 164/166 (99%) | 159 (97%) | 5 (3%) 0 100 ] [100]
1 GD 164/166 (99%) 164 (100%) 0 0 |
1 | GE 164/166 (99%) | 164 (100%) 0 0 100 ] [100]
1 | aF 164/166 (99%) | 164 (100%) 0 0 [100] [ 100
1 | ac 164/166 (99%) | 163 (99%) | 1 (1%) 0 100 ] [100]
1 | cH 164/166 (99%) | 163 (99%) | 1 (1%) 0 [100] [ 100
1 GI 164/166 (99%) 164 (100%) 0 0 |
1| Qs 164/166 (99%) | 164 (100%) 0 0 100 ] [100]
1 GK 164/166 (99%) 164 (100%) 0 0 |
1 GL 164,166 (99%) 164 (100%) 0 0
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 GM 164/166 (99%) 161 (98%) | 3 (2%) 0 |
1 | GN 164/166 (99%) | 160 (98%) | 4 (2%) 0 100 ] [100]
1 | co 164/166 (99%) | 163 (99%) | 1 (1%) 0 [100] [ 100
1 | ap 164/166 (99%) | 155 (94%) | 9 (6%) 0 100 ] [100]
1 | @q 164/166 (99%) | 161 (98%) | 3 (2%) 0 100 ] [100]
1 GR 164/166 (99%) 159 (97%) | 5 (3%) 0 |
1 | as 164/166 (99%) | 163 (99%) | 1 (1%) 0 100 ] [100]
1 | ar 164/166 (99%) | 157 (96%) | 7 (4%) 0 [100] [ 100
1 | au 164/166 (99%) | 162 (99%) | 2 (1%) 0 100 ] [100]
1 GV 164,/166 (99%) 156 (95%) | 8 (5%) 0 |
1 GW 164/166 (99%) 161 (98%) | 3 (2%) 0 |
1 | ox 164/166 (99%) | 158 (96%) | 6 (4%) 0 100 ] [100]
1 GY 164/166 (99%) 164 (100%) 0 0 |
1 | @z 164/166 (99%) | 164 (100%) 0 0 100 ] [100]
1 | HA 164/166 (99%) | 164 (100%) 0 0 [100] [ 100
1 HB 164/166 (99%) 163 (99%) | 1 (1%) 0 |
1 | HC 164/166 (99%) | 163 (99%) | 1 (1%) 0 100 ] [100]
1 HD 164/166 (99%) 164 (100%) 0 0 |
1 | HE 164/166 (99%) | 164 (100%) 0 0 100 ] [100]
1 HF 164,/166 (99%) 164 (100%) 0 0 |
1 | HG 164/166 (99%) | 164 (100%) 0 0 100 [100]
1 HH 164/166 (99%) 161 (98%) | 3 (2%) 0 |
1 HI 164/166 (99%) 160 (98%) | 4 (2%) 0 |
1 HJ 164/166 (99%) 163 (99%) | 1 (1%) 0 |
1 HK 164/166 (99%) 155 (94%) | 9 (6%) 0 |
1 | HL 164/166 (99%) | 161 (98%) | 3 (2%) 0 100 ] [100]
1 HM 164,/166 (99%) 159 (97%) | 5 (3%) 0 |
1 HN 164/166 (99%) 163 (99%) | 1 (1%) 0 |
1 HO 164/166 (99%) 157 (96%) | 7 (4%) 0 |
1 HP 164/166 (99%) 162 (99%) | 2 (1%) 0 |
1 HQ 164,166 (99%) 156 (95%) | 8 (5%) 0
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 HR 164/166 (99%) 161 (98%) | 3 (2%) 0 |
1 HS 164/166 (99%) 159 (97%) | 5 (3%) 0 |
1 | HT 164/166 (99%) | 164 (100%) 0 0 [100] [ 100
1 | HU 164/166 (99%) | 164 (100%) 0 0 100 ] [100]
1 | nv 164/166 (99%) | 164 (100%) 0 0 100 ] [100]
1 HW 164/166 (99%) 163 (99%) | 1 (1%) 0 |
1 HX 164/166 (99%) 163 (99%) | 1 (1%) 0 |
1 HY 164/166 (99%) 164 (100%) 0 0 |
1 | Hz 164/166 (99%) | 164 (100%) 0 0 100 ] [100]
1 IA 164/166 (99%) | 164 (100%) 0 0 100 ] [100]
1 IB 164/166 (99%) 164 (100%) 0 0 |

All | ALl | 34440/34860 (99%) | 33906 (98%) | 532 (2%) | 2 (0%) |

All (2) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 CB 106 GLY
1 EM 106 GLY

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 147/147 (100%) 145 (99%) 2 (1%) 59 71
1 | AB 147/147 (100%) | 147 (100%) 0 [100] [ 100}
1 AC 147/147 (100%) 146 (99%) 1 (1%) 76 78
1 AD 147/147 (100%) 146 (99%) 1 (1%) 7678
1 AE 147/147 (100%) 146 (99%) 1 (1%) 7678
1 AF 147/147 (100%) 146 (99%) 1 (1%) 76 78
1 AG 147/147 (100%) 145 (99%) 2 (1%) 59 71
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 | AH 147/147 (100%) | 145 (99%) | 2 (1%) | 59 71
1 Al 147/147 (100%) | 146 (99%) | 1(1%) | 76 |78
1| AJ 147/147 (100%) | 145 (99%) | 2 (1%) | 59 71
1 | AK 147/147 (100%) | 146 (99%) | 1 (1%) | 76 |78
1 | AL 147/147 (100%) | 143 (97%) | 4 (3%) | 39 61
1 | AM 147/147 (100%) | 146 (99%) | 1 (1%) | 76 |78
1 | AN 147/147 (100%) | 147 (100%) 0 100] [ 200
1 | A0 147/147 (100%) | 145 (99%) | 2 (1%) | 59 71
1 | AP 147/147 (100%) | 147 (100%) 0 [100] [ 100}
1 | AQ 147/147 (100%) | 147 (100%) 0 100 ] | 100]
1 | AR 147/147 (100%) | 147 (100%) 0 100 ] [100]
1 | As 147/147 (100%) | 147 (100%) 0 100 ] 100}
1 | AT 147/147 (100%) | 147 (100%) 0 100 ] [100]
1 | AU 147/147 (100%) | 146 (99%) | 1(1%) | 76 |78
1| av 147/147 (100%) | 145 (99%) | 2 (1%) | 59 71
1 | AW | 147/147 (100%) | 147 (100%) 0 [100] [ 100}
1 | AX 147/147 (100%) | 146 (99%) | 1(1%) | 76 |78
1| AY 147/147 (100%) | 146 (99%) | 1 (1%) | 76 |78
1 | AZ 147/147 (100%) | 146 (99%) | 1 (1%) | 76 |78
1 | BA 147/147 (100%) | 146 (99%) | 1 (1%) | 76 |78
1 | BB 147/147 (100%) | 145 (99%) | 2 (1%) | 59 71
1 | BC 147/147 (100%) | 145 (99%) | 2 (1%) | 59 71
1 | BD 147/147 (100%) | 146 (99%) | 1 (1%) | 76 |78
1 | BE 147/147 (100%) | 145 (99%) | 2 (1%) | 59 71
1 | BF 147/147 (100%) | 146 (99%) | 1 (1%) | 76 |78
1 | BG 147/147 (100%) | 143 (97%) | 4 (3%) | 39 61
1 | BH 147/147 (100%) | 146 (99%) | 1 (1%) | 76 |78
1 BI 147/147 (100%) 147 (100%) 0 |
1 | BJ 147/147 (100%) | 145 (99%) | 2(1%) | 59 71
1 | BK 147/147 (100%) | 147 (100%) 0 100 [ 100
1 | BL 147/147 (100%) | 147 (100%) 0 100 | [ 100
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 BM 147/147 (100%) 147 (100%) 0 |
1 | BN 147/147 (100%) | 147 (100%) 0 100 ] [ 100}
1 | BO 147/147 (100%) | 147 (100%) 0 100 ] [100]
1 BP 147/147 (100%) 146 (99%) | 1 (1%)

1 BQ 147/147 (100%) 145 (99%) | 2 (1%) 59 71
1 BR 147/147 (100%) 147 (100%) 0 100 | | 100
1 BS 147/147 (100%) 146 (99%) | 1 (1%) 76 | 78
1 BT 147/147 (100%) 146 (99%) | 1 (1%) 761 78
1 BU 147/147 (100%) 146 (99%) | 1 (1%) 76 | 78
1 BV 147/147 (100%) 146 (99%) | 1 (1%) 761 78
1 BW 147/147 (100%) 145 (99%) | 2 (1%) 59 71
1 BX 147/147 (100%) 145 (99%) | 2 (1%) 59 71
1 BY 147/147 (100%) 146 (99%) | 1 (1%) 76 1 78
1 BZ 147/147 (100%) 145 (99%) | 2 (1%) 59 71
1 CA 147/147 (100%) 146 (99%) | 1 (1%) 761 78
1 CB 147/147 (100%) 143 (97%) | 4 (3%) 39 61
1 cC 147/147 (100%) 146 (99%) | 1 (1%) 761 78
1 CD 147/147 (100%) 147 (100%) 0 100 | | 100
1 CE 147/147 (100%) 145 (99%) | 2 (1%) 59 71
1 CF 147/147 (100%) 147 (100%) 0

1 CG 147/147 (100%) 147 (100%) 0

1 CH 147/147 (100%) 147 (100%) 0

1 CI 147/147 (100%) 147 (100%) 0

1 CJ 147/147 (100%) 147 (100%) 0

1 CK 147/147 (100%) 146 (99%) | 1 (1%) 761 78
1 CL 147/147 (100%) 145 (99%) | 2 (1%) 59 71
1 CM 147/147 (100%) 147 (100%) 0 100 | | 100
1 CN 147/147 (100%) 146 (99%) | 1 (1%) 7678
1 CO 147/147 (100%) 146 (99%) | 1 (1%) 76| 78
1 CP 147/147 (100%) 146 (99%) | 1 (1%) 761 78
1 CQ 147/147 (100%) 146 (99%) | 1 (1%) 76 | 78
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 | CrR 147/147 (100%) | 145 (99%) | 2 (1%) | 59 71
1 | cs 147/147 (100%) | 145 (99%) | 2 (1%) | 59 71
1| ot 147/147 (100%) | 146 (99%) | 1(1%) | 76 |78
1 | cu 147/147 (100%) | 145 (99%) | 2 (1%) | 59 71
1 | v 147/147 (100%) | 146 (99%) | 1(1%) | 76 |78
1 | CW | 147/147 (100%) | 143 (97%) | 4 (3%) | 39 61
1 | ox 147/147 (100%) | 146 (99%) | 1(1%) | 76 |78
1 | oy 147/147 (100%) | 147 (100%) 0 100 | [ 100
1|z 147/147 (100%) | 145 (99%) | 2 (1%) | 59 71
1 | Dpa 147/147 (100%) | 147 (100%) 0
1 DB 147/147 (100%) 147 (100%) 0 |
1 | pC 147/147 (100%) | 147 (100%) 0 100 ] 100}
1 | pp 147/147 (100%) | 147 (100%) 0 100 ] [100]
1 | DE 147/147 (100%) | 147 (100%) 0 100 [ 100}
1 | DF 147/147 (100%) | 146 (99%) | 1(1%) | 76 |78
1 | DG 147/147 (100%) | 145 (99%) | 2 (1%) | 59 71
1 | pH 147/147 (100%) | 147 (100%) 0 [100] 100}
1 DI 147/147 (100%) | 146 (99%) | 1(1%) | 76 |78
1 | DJ 147/147 (100%) | 146 (99%) | 1 (1%) | 76 |78
1 | DK 147/147 (100%) | 146 (99%) | 1(1%) | 76 |78
1 | DL 147/147 (100%) | 146 (99%) | 1(1%) | 76 |78
1 | DM | 147/147 (100%) | 145 (99%) | 2(1%) | 59 71
1 | DN 147/147 (100%) | 145 (99%) | 2 (1%) | 59 71
1 | DO 147/147 (100%) | 146 (99%) | 1(1%) | 76 |78
1 | pp 147/147 (100%) | 145 (99%) | 2 (1%) | 59 71
1 | DQ 147/147 (100%) | 146 (99%) | 1 (1%) | 76 |78
1 | DR 147/147 (100%) | 143 (97%) | 4 (3%) | 39 61
1 | DS 147/147 (100%) | 146 (99%) | 1(1%) | 76 |78
1 | DT 147/147 (100%) | 147 (100%) 0 [100] [100]
1 | pu 147/147 (100%) | 145 (99%) | 2 (1%) | 59 71
1 | DV 147/147 (100%) | 147 (100%) 0 100 | [ 100
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 DW 147/147 (100%) 147 (100%) 0 |
1 | DX 147/147 (100%) | 147 (100%) 0 100 ] [ 100}
1 | by 147/147 (100%) | 147 (100%) 0 100 ] [100]
1 | Dz 147/147 (100%) | 147 (100%) 0 100 ] [ 100}
1 | EA 147/147 (100%) | 146 (99%) | 1(1%) | 76 |78
1 | EB 147/147 (100%) | 145 (99%) | 2(1%) | 59 71
1 | EC 147/147 (100%) | 147 (100%) 0 100] [ 200
1 | ED 147/147 (100%) | 146 (99%) | 1 (1%) | 76 |78
1 | EE 147/147 (100%) | 146 (99%) | 1 (1%) | 76 |78
1 | EF 147/147 (100%) | 146 (99%) | 1(1%) | 76 |78
1 | EG 147/147 (100%) | 146 (99%) | 1 (1%) | 76 |78
1 | EH 147/147 (100%) | 145 (99%) | 2(1%) | 59 71
1 EI 147/147 (100%) | 145 (99%) | 2 (1%) | 59 71
1 | EJ 147/147 (100%) | 146 (99%) | 1(1%) | 76 |78
1 | EK 147/147 (100%) | 145 (99%) | 2 (1%) | 59 71
1 | EL 147/147 (100%) | 146 (99%) | 1 (1%) | 76 |78
1 | EM 147/147 (100%) | 143 (97%) | 4 (3%) | 39 61
1 | EN 147/147 (100%) | 146 (99%) | 1 (1%) | 76 |78
1 | EO 147/147 (100%) | 147 (100%) 0 100] [ 200
1 | EP 147/147 (100%) | 145 (99%) | 2 (1%) | 59 71
1 | EQ 147/147 (100%) | 147 (100%) 0 [100] [ 100}
1 | ER 147/147 (100%) | 147 (100%) 0 100 ] [ 100}
1 ES 147/147 (100%) | 147 (100%) 0 100 ] [100]
1 | ET 147/147 (100%) | 147 (100%) 0 100 ] 100}
1 | EU 147/147 (100%) | 147 (100%) 0 100 ] [100]
1 | EV 147/147 (100%) | 146 (99%) | 1 (1%) | 76 |78
1 | EW | 147/147 (100%) | 145 (99%) | 2(1%) | 59 71
1 EX 147/147 (100%) 147 (100%) 0 |
1 | EY 147/147 (100%) | 146 (99%) | 1(1%) | 76 |78
1 | EZ 147/147 (100%) | 146 (99%) | 1 (1%) | 76 |78
1 | FA 147/147 (100%) | 146 (99%) | 1(1%) | 76 |78
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 | FB 147/147 (100%) | 146 (99%) | 1 (1%) | 76 |78
1 | FC 147/147 (100%) | 145 (99%) | 2 (1%) | 59 71
1 | FD 147/147 (100%) | 145 (99%) | 2 (1%) | 59 71
1 | FE 147/147 (100%) | 146 (99%) | 1 (1%) | 76 |78
1 | FF 147/147 (100%) | 145 (99%) | 2 (1%) | 59 71
1 | FG 147/147 (100%) | 146 (99%) | 1 (1%) | 76 |78
1 | FH 147/147 (100%) | 143 (97%) | 4 (3%) | 39 61
1 FI 147/147 (100%) | 146 (99%) | 1 (1%) | 76 |78
1| FJ 147/147 (100%) | 147 (100%) 0 100] [ 200
1 | FK 147/147 (100%) | 145 (99%) | 2 (1%) | 59 71
1 | FL 147/147 (100%) | 147 (100%) 0
1 | FM 147/147 (100%) | 147 (100%) 0 100 ] 100}
1 | PN 147/147 (100%) | 147 (100%) 0 100 ] [100]
1 | FO 147/147 (100%) | 147 (100%) 0 100 [ 100}
1 | FP 147/147 (100%) | 147 (100%) 0 100 ] [100]
1 | FQ 147/147 (100%) | 146 (99%) | 1 (1%)

1 | FR 147/147 (100%) | 145 (99%) | 2 (1%) | 59 71
1 | FS 147/147 (100%) | 147 (100%) 0 100] [z00
1 | FT 147/147 (100%) | 146 (99%) | 1(1%) | 76 |78
1 | FU 147/147 (100%) | 146 (99%) | 1 (1%) | 76 |78
1 | FV 147/147 (100%) | 146 (99%) | 1 (1%) | 76 |78
1| FW | 147/147 (100%) | 146 (99%) | 1(1%) | (76 |78
1 | FX 147/147 (100%) | 145 (99%) | 2 (1%) | 59 71
1 | FY 147/147 (100%) | 145 (99%) | 2 (1%) | 59 71
1 | Fz 147/147 (100%) | 146 (99%) | 1 (1%) | 76 |78
1 | cA 147/147 (100%) | 145 (99%) | 2 (1%) | 59 71
1 | ¢B 147/147 (100%) | 146 (99%) | 1(1%) | 76 |78
1 | ac 147/147 (100%) | 143 (97%) | 4 (3%) | 39 61
1 | ap 147/147 (100%) | 146 (99%) | 1(1%) | 76 |78
1 | GE 147/147 (100%) | 147 (100%) 0 100] ['z00
1 | GF 147/147 (100%) | 145 (99%) | 2 (1%) | 59 71
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 | aa 147/147 (100%) | 147 (100%) 0 100 [100]
1 | cH 147/147 (100%) | 147 (100%) 0 100 ] [ 100}
1 a1 147/147 (100%) | 147 (100%) 0 100 ] [100]
1| 147/147 (100%) | 147 (100%) 0 100 ] [ 100}
1 | CK 147/147 (100%) | 147 (100%) 0 100 [ 100]
1 | aL 147/147 (100%) | 146 (99%) | 1 (1%)

1 | GM | 147/147 (100%) | 145 (99%) | 2 (1%) | 59 71
1 | aN 147/147 (100%) | 147 (100%) 0 100] [z00
1 | co 147/147 (100%) | 146 (99%) | 1 (1%) | 76 |78
1 | ap 147/147 (100%) | 146 (99%) | 1(1%) | 76 |78
1 | aqQ 147/147 (100%) | 146 (99%) | 1 (1%) | 76 |78
1 | Gr 147/147 (100%) | 146 (99%) | 1(1%) | 76 |78
1 | as 147/147 (100%) | 145 (99%) | 2 (1%) | 59 71
1 | ar 147/147 (100%) | 145 (99%) | 2 (1%) | 59 71
1 | QU 147/147 (100%) | 146 (99%) | 1(1%) | 76 |78
1 | av 147/147 (100%) | 145 (99%) | 2 (1%) | 59 71
1| oW | 147/147 (100%) | 146 (99%) | 1(1%) | (76 |78
1 | ax 147/147 (100%) | 143 (97%) | 4 (3%) | 39 61
1 | ay 147/147 (100%) | 146 (99%) | 1(1%) | 76 |78
1 | az 147/147 (100%) | 147 (100%) 0 100] ['z00
1 | HA 147/147 (100%) | 145 (99%) | 2 (1%) | 59 71
1 | uB 147/147 (100%) | 147 (100%) 0 [100] [ 100}
1 | HC 147/147 (100%) | 147 (100%) 0 100 ] [100]
1 | HD 147/147 (100%) | 147 (100%) 0 100 ] 100}
1 | HE 147/147 (100%) | 147 (100%) 0 100 ] [100]
1 | HF 147/147 (100%) | 147 (100%) 0 100 100}
1 | Ha 147/147 (100%) | 146 (99%) | 1(1%) | 76 |78
1 | mH 147/147 (100%) | 145 (99%) | 2 (1%) | 59 71
1 HI 147/147 (100%) | 147 (100%) 0 [100] [ 100}
1 | HJ 147/147 (100%) | 146 (99%) | 1 (1%) | 76 |78
1 | HK 147/147 (100%) | 146 (99%) | 1(1%) | 76 |78
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 | HL 147/147 (100%) | 146 (99%) | 1 (1%) | 76 |78
1 | HM 147/147 (100%) | 146 (99%) | 1(1%) | 76 |78
1 | HN 147/147 (100%) | 145 (99%) | 2 (1%) | 59 71
1 | HO 147/147 (100%) | 145 (99%) | 2 (1%) | 59 71
1 | mp 147/147 (100%) | 146 (99%) | 1(1%) | 76 |78
1 | HQ 147/147 (100%) | 145 (99%) | 2(1%) | 59 71
1 | HR 147/147 (100%) | 146 (99%) | 1(1%) | 76 |78
1 | HS 147/147 (100%) | 143 (97%) | 4 (3%) | 39 61
1 | HT 147/147 (100%) | 146 (99%) | 1 (1%) | 76 |78
1 | HU 147/147 (100%) | 147 (100%) 0 100] [0
1 | Hv 147/147 (100%) | 145 (99%) | 2 (1%) | 59 71
1 | HW | 147/147 (100%) | 147 (100%) 0 [100] [ 100}
1 | HX 147/147 (100%) | 147 (100%) 0 100 ] [100]
1 | HY 147/147 (100%) | 147 (100%) 0 100 [ 100}
1 | "z 147/147 (100%) | 147 (100%) 0 100 ] [100]
1 IA 147/147 (100%) | 147 (100%) 0 100 [ 100}
1 IB 147/147 (100%) | 146 (99%) | 1(1%) | 76 |78

All | Al | 30870/30870 (100%) | 30650 (99%) | 220 (1%) | | 76 78

5 of 220 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 EG 75 ASN
1 FF 72 ASN
1 IB 97 ARG
1 HH 98 THR
1 EI 97 ARG

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 133
such sidechains are listed below:

Mol | Chain | Res | Type
1 HD 74 GLN
1 HG 144 GLN
1 HY 99 GLN
1 CY 75 ASN

Continued on next page...



Page 96 wwPDB X-ray Structure Validation Summary Report 6YFB

Continued from previous page...
Mol | Chain | Res | Type
1 CX 75 ASN

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 oligosaccharides in this entry.

5.6 Ligand geometry (i)

There are no ligands in this entry.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#rna
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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> ZFRSRZ>2 OWAB(A?) [Q<0.9
1 | AA | 166/166 (100%) 0.44 4(2%) 59 34 | 76,102, 127,158 | 0
1 | AB | 166/166 (100%) 0.45 3(1%) 67 40 |80,103,133,171| 0
1 | AC | 166/166 (100%) 0.35 3(1%) 67 40 | 77,99, 128,154 | 0
1 | AD | 166/166 (100%) 0.33 3(1%) 67 40 |76, 101, 136,166 | 0
1 | AE | 166/166 (100%) 0.31 5(3%) 52 30 | 75,99,125,158 | 0
1 | AF | 166/166 (100%) 0.43 5(3%) 52 30 |75, 100,137, 171| 0
1 | AG | 166/166 (100%) 0.64 4(2%) 59 34 | 75,98 123,150 | 0
1 | AH | 166/166 (100%) 0.60 6 (3%) 46 26 | 75,97, 135,166 | 0
1| Al 166,166 (100%) 0.41 4(2%) 59 34 | 76,97, 123,140 | 0
1| AT | 166/166 (100%) 0.48 4(2%) 59 34 | 76,97, 127,170 | 0
1 | AK | 166/166 (100%) 0.42 4(2%) 59 34 | 76,96, 121,156 | 0
1 | AL | 166/166 (100%) 0.41 4(2%) 59 34 | 76,97, 133,170 | 0
1 | AM | 166/166 (100%) 0.50 7(4%) 40 |22 | 78,105,138, 151| 0
1 | AN | 166/166 (100%) 0.51 3(1%) 67 40 | 81,104, 137,156 | 0
1 | AO | 166/166 (100%) 0.40 o [00] [00 80, 100, 136, 151 | 0
1 | AP | 166/166 (100%) 0.38 4(2%) 59 34 |75 103,133,149 | 0
1 | AQ | 166/166 (100%) 0.54 7(4%) 40 (22| |76, 101,138,162 | 0
1 | AR | 166/166 (100%) 0.53 10 (6%) 27 | 17] | 77,100, 138,153 | 0
1 | AS | 166/166 (100%) 0.51 6 (3%) 46 26 | 76,97, 138,150 | 0
1 | AT | 166/166 (100%) 0.60 5(3%) 52 30 | 76,98, 134,178 | 0
1 | AU | 166/166 (100%) 1.28 29 (17%) 79, 100, 130, 148 | 0
1 | AV | 166/166 (100%) 0.42 6 (3%) 46 26 | 76,102, 127,158 | 0
1 | AW | 166/166 (100%) 0.34 5(3%) 52 30 |80,103,133, 171| 0
1| AX | 166/166 (100%) 0.42 6 (3%) 46 26 | 77,99,128,154 | 0

Continued on next page...



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_model_data
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_protein_na_chains

Page 98 wwPDB X-ray Structure Validation Summary Report 6YFB

Continued from previous page...

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
1 AY 166/166 (100%) 0.40 3 (1%) 67 40 76, 101, 136, 166 0
1 AZ 166,/166 (100%) 0.29 1(0%) [85] 64 75, 99, 125, 158 0
1 BA 166/166 (100%) 0.41 9 (5%) 31 |18 75, 100, 137, 171 0
1 BB 166/166 (100%) 0.41 3 (1%) 67 40 75, 98, 123, 150 0
1 BC 166/166 (100%) 0.41 3 (1%) 67 40 75, 97, 135, 166 0
1 BD 166/166 (100%) 0.41 4 (2%) 59 34 76, 97, 123, 140 0
1 BE 166/166 (100%) 0.38 3 (1%) 67 40 76, 97, 127, 170 0
1 BF 166/166 (100%) 0.40 3 (1%) 67 40 76, 96, 121, 156 0
1 BG 166/166 (100%) 0.43 3 (1%) 67 40 76, 97, 133, 170 0
1 BH 166/166 (100%) 0.54 3 (1%) 67 40 78, 105, 138, 151 0
1 BI 166/166 (100%) 0.56 6 (3%) 46 26 81, 104, 137, 156 0
1 BJ 166/166 (100%) 0.51 6 (3%) 46 26 80, 100, 136, 151 0
1 BK 166/166 (100%) 0.67 12 (7%) 21 | 14 75, 103, 133, 149 0
1 BL 166,/166 (100%) 0.43 4 (2%) 59 34 76, 101, 138, 162 0
1 BM 166/166 (100%) 0.46 8 (4%) 35 120 77, 100, 138, 153 0
1 BN 166/166 (100%) 0.41 8 (4%) 35 20 76, 97, 138, 150 0
1 BO 166/166 (100%) 0.44 3 (1%) 67 40 76, 98, 134, 178 0
1 BP 166/166 (100%) 0.69 11 (6%) 24 |15 79, 100, 130, 148 0
1 BQ 166/166 (100%) 0.56 7 (4%) 40 22 76, 102, 127, 158 0
1 BR 166/166 (100%) 0.44 6 (3%) 46 26 80, 103, 133, 171 0
1 BS 166/166 (100%) 0.50 5(03%) 52 30 77,99, 128, 154 0
1 BT 166/166 (100%) 0.50 4 (2%) 59 34 76, 101, 136, 166 0
1 BU 166/166 (100%) 0.49 5(3%) 52 30 75, 99, 125, 158 0
1 BV 166/166 (100%) 0.60 7 (4%) 40 22 75, 100, 137, 171 0
1 BW 166/166 (100%) 0.54 7 (4%) 40 22 75, 98, 123, 150 0
1 BX 166,/166 (100%) 0.57 5(03%) 52 30 75, 97, 135, 166 0
1 BY 166/166 (100%) 0.61 12 (7%) 21 | 14 76, 97, 123, 140 0
1 BZ 166/166 (100%) 0.54 5(3%) 52 30 76, 97, 127, 170 0
1 CA 166/166 (100%) 0.39 2 (1%) 761 50 76, 96, 121, 156 0
1 CB 166/166 (100%) 0.41 3 (1%) 67 40 76, 97, 133, 170 0
1 CcC 166/166 (100%) 0.50 4 (2%) 59 34 78, 105, 138, 151 0
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
1 CD 166/166 (100%) 0.62 10 (6%) 27 |17 81, 104, 137, 156 0
1 CE 166,/166 (100%) 0.51 8 (4%) 35 120 80, 100, 136, 151 0
1 CF 166/166 (100%) 0.54 6 (3%) 46 26 75, 103, 133, 149 0
1 CG 166/166 (100%) 0.59 6 (3%) 46 26 76, 101, 138, 162 0
1 CH 166/166 (100%) 0.69 14 (8%) 1171 [ 12 77,100, 138, 153 0
1 CI 166/166 (100%) 0.68 10 (6%) 27 |17 76, 97, 138, 150 0
1 CJ 166/166 (100%) 0.61 8 (4%) 35 120 76, 98, 134, 178 0
1 CK 166/166 (100%) 0.66 8 (4%) 35 120 79, 100, 130, 148 0
1 CL 166/166 (100%) 0.60 7(4%) 40 22 76, 102, 127, 158 0
1 CM 166/166 (100%) 0.52 5(3%) 52 30 80, 103, 133, 171 0
1 CN 166/166 (100%) 0.50 7 (4%) 40 22 77,99, 128, 154 0
1 CO 166/166 (100%) 0.48 4 (2%) 59 34 76, 101, 136, 166 0
1 CP 166/166 (100%) 0.45 5(3%) 52 30 75, 99, 125, 158 0
1 CQ 166,/166 (100%) 0.40 3 (1%) 67 40 75, 100, 137, 171 0
1 CR 166/166 (100%) 0.40 3 (1%) 67 40 75, 98, 123, 150 0
1 CS 166/166 (100%) 0.38 5(3%) 52 30 75, 97, 135, 166 0
1 cT 166/166 (100%) 0.50 2 (1%) 761 50 76, 97, 123, 140 0
1 CU 166/166 (100%) 0.42 4 (2%) 59 34 76, 97, 127, 170 0
1 CvV 166/166 (100%) 0.51 8 (4%) 35 120 76, 96, 121, 156 0
1 CW 166/166 (100%) 0.50 7 (4%) 40 22 76, 97, 133, 170 0
1 CX 166/166 (100%) 0.54 10 (6%) 27 17 78, 105, 138, 151 0
1 CY 166/166 (100%) 0.60 6 (3%) 46 26 81, 104, 137, 156 0
1 CZ 166/166 (100%) 0.63 10 (6%) 27 |17 80, 100, 136, 151 0
1 DA 166/166 (100%) 0.77 16 (9%) 1131110 75, 103, 133, 149 0
1 DB 166/166 (100%) 0.68 7 (4%) 40 22 76, 101, 138, 162 0
1 DC 166,/166 (100%) 0.65 9 (5%) 31 |18 77, 100, 138, 153 0
1 DD 166/166 (100%) 0.42 6 (3%) 46 26 76, 97, 138, 150 0
1 DE 166/166 (100%) 0.54 5(3%) 52 30 76, 98, 134, 178 0
1 DF 166/166 (100%) 0.74 18 (10%) 9 79, 100, 130, 148 0
1 DG 166/166 (100%) 0.56 5(3%) 52 30 76, 102, 127, 158 0
1 DH 166/166 (100%) 0.46 4 (2%) 59 34 80, 103, 133, 171 0
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
1 DI 166/166 (100%) 0.53 6 (3%) 46 26 77,99, 128, 154 0
1 DJ 166,/166 (100%) 0.57 7 (4%) 40 22 76, 101, 136, 166 0
1 DK 166/166 (100%) 0.43 4 (2%) 59 34 75,99, 125, 158 0
1 DL 166/166 (100%) 0.57 6 (3%) 46 26 75, 100, 137, 171 0
1 DM 166/166 (100%) 0.51 7 (4%) 40 22 75, 98, 123, 150 0
1 DN 166/166 (100%) 0.54 5(3%) 52 30 75, 97, 135, 166 0
1 DO 166/166 (100%) 0.40 3 (1%) 67 40 76, 97, 123, 140 0
1 DP 166/166 (100%) 0.45 3 (1%) 67 40 76, 97, 127, 170 0
1 DQ 166/166 (100%) 0.54 6 (3%) 46 26 76, 96, 121, 156 0
1 DR 166/166 (100%) 0.53 2 (1%) 761 50 76, 97, 133, 170 0
1 DS 166/166 (100%) 0.61 8 (4%) 35 20 78, 105, 138, 151 0
1 DT 166/166 (100%) 0.63 8 (4%) 35 120 81, 104, 137, 156 0
1 DU 166/166 (100%) 0.48 6 (3%) 46 26 80, 100, 136, 151 0
1 DV 166,/166 (100%) 0.57 7(4%) 40 22 75, 103, 133, 149 0
1 DW 166/166 (100%) 0.60 7 (4%) 40 22 76, 101, 138, 162 0
1 DX 166/166 (100%) 0.58 7 (4%) 40 22 77, 100, 138, 153 0
1 DY 166/166 (100%) 0.45 4 (2%) 59 34 76, 97, 138, 150 0
1 DZ 166/166 (100%) 0.35 3 (1%) 67 40 76, 98, 134, 178 0
1 EA 166/166 (100%) 0.44 2 (1%) 761 50 79, 100, 130, 148 0
1 EB 166/166 (100%) 0.45 5(3%) 52 30 76, 102, 127, 158 0
1 EC 166/166 (100%) 0.54 7(4%) 40 22 80, 103, 133, 171 0
1 ED 166/166 (100%) 0.36 2 (1%) 761 50 77,99, 128, 154 0
1 EE 166/166 (100%) 0.33 4 (2%) 59 34 76, 101, 136, 166 0
1 EF 166/166 (100%) 0.25 4 (2%) 59 34 75, 99, 125, 158 0
1 EG 166/166 (100%) 0.42 7 (4%) 40 22 75, 100, 137, 171 0
1 EH 166,/166 (100%) 0.43 3 (1%) 67 40 75, 98, 123, 150 0
1 EI 166/166 (100%) 0.61 12 (7%) 21 | 14 75, 97, 135, 166 0
1 EJ 166/166 (100%) 0.60 4 (2%) 59 34 76, 97, 123, 140 0
1 EK 166/166 (100%) 0.73 8 (4%) 35 120 76, 97, 127, 170 0
1 EL 166/166 (100%) 0.42 6 (3%) 46 26 76, 96, 121, 156 0
1 EM 166/166 (100%) 0.41 4 (2%) 59 34 76, 97, 133, 170 0
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
1 EN 166/166 (100%) 0.52 4 (2%) 59 34 78, 105, 138, 151 0
1 EO 166,/166 (100%) 0.61 9(5%) 31 |18 81, 104, 137, 156 0
1 EP 166/166 (100%) 0.45 4 (2%) 59 34 80, 100, 136, 151 0
1 EQ 166/166 (100%) 0.48 5(03%) 52 30 75, 103, 133, 149 0
1 ER 166/166 (100%) 0.74 10 (6%) 27 |17 76, 101, 138, 162 0
1 ES 166/166 (100%) 0.64 10 (6%) 27 |17 77, 100, 138, 153 0
1 ET 166/166 (100%) 0.67 6 (3%) 46 26 76, 97, 138, 150 0
1 EU 166/166 (100%) 0.67 9 (5%) 31 |18 76, 98, 134, 178 0
1 EV 166/166 (100%) 0.80 12 (7%) 21 |14 79, 100, 130, 148 0
1 EW 166/166 (100%) 0.57 6 (3%) 46 26 76, 102, 127, 158 0
1 EX 166/166 (100%) 0.50 9 (5%) 31 |18 80, 103, 133, 171 0
1 EY 166/166 (100%) 0.30 3 (1%) 67 40 77,99, 128, 154 0
1 EZ 166/166 (100%) 0.41 2 (1%) 761 50 76, 101, 136, 166 0
1 FA 166,/166 (100%) 0.24 2 (1%) 761 50 75, 99, 125, 158 0
1 FB 166/166 (100%) 0.31 7 (4%) 40 22 75, 100, 137, 171 0
1 FC 166/166 (100%) 0.33 2 (1%) 761 50 75, 98, 123, 150 0
1 FD 166/166 (100%) 0.37 2 (1%) 761 50 75, 97, 135, 166 0
1 FE 166/166 (100%) 0.35 4 (2%) 59 34 76, 97, 123, 140 0
1 FF 166/166 (100%) 0.35 0 §100 Q100 76, 97, 127, 170 0
1 FG 166/166 (100%) 0.41 2 (1%) 761 50 76, 96, 121, 156 0
1 FH 166/166 (100%) 0.41 4 (2%) 59 34 76, 97, 133, 170 0
1 FI 166/166 (100%) 0.49 4 (2%) 59 34 78, 105, 138, 151 0
1 FJ 166/166 (100%) 0.68 11 (6%) 24 |15 81, 104, 137, 156 0
1 FK 166/166 (100%) 0.46 6 (3%) 46 26 80, 100, 136, 151 0
1 FL 166/166 (100%) 0.52 6 (3%) 46 26 75, 103, 133, 149 0
1 FM 166,/166 (100%) 0.57 11 (6%) 24 |15 76, 101, 138, 162 0
1 FN 166/166 (100%) 0.50 5(3%) 52 30 77,100, 138, 153 0
1 FO 166/166 (100%) 0.56 12 (7%) 21 | 14 76, 97, 138, 150 0
1 FP 166/166 (100%) 0.46 3 (1%) 67 40 76, 98, 134, 178 0
1 FQ 166/166 (100%) 0.66 12 (7%) 21 | 14 79, 100, 130, 148 0
1 FR 166/166 (100%) 0.41 5(3%) 52 30 76, 102, 127, 158 0
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
1 FS 166/166 (100%) 0.53 8 (4%) 35 20 80, 103, 133, 171 0
1 FT 166,/166 (100%) 0.42 4 (2%) 59 34 77,99, 128, 154 0
1 FU 166/166 (100%) 0.49 7 (4%) 40 22 76, 101, 136, 166 0
1 FV 166/166 (100%) 0.39 5(03%) 52 30 75, 99, 125, 158 0
1 FW 166/166 (100%) 0.48 7 (4%) 40 22 75, 100, 137, 171 0
1 FX 166/166 (100%) 0.34 4 (2%) 59 34 75, 98, 123, 150 0
1 FY 166/166 (100%) 0.57 8 (4%) 35 120 75, 97, 135, 166 0
1 F7Z 166/166 (100%) 0.55 9 (5%) 31 |18 76, 97, 123, 140 0
1 GA 166/166 (100%) 0.63 7 (4%) 40 22 76, 97, 127, 170 0
1 GB 166/166 (100%) 0.37 3 (1%) 67 40 76, 96, 121, 156 0
1 GC 166/166 (100%) 0.37 2 (1%) 761 50 76, 97, 133, 170 0
1 GD 166/166 (100%) 0.47 7 (4%) 40 22 78, 105, 138, 151 0
1 GE 166/166 (100%) 0.47 5(3%) 52 30 81, 104, 137, 156 0
1 GF 166,/166 (100%) 0.42 6 (3%) 46 26 80, 100, 136, 151 0
1 GG 166/166 (100%) 0.39 6 (3%) 46 26 75, 103, 133, 149 0
1 GH 166/166 (100%) 0.34 3 (1%) 67 40 76, 101, 138, 162 0
1 GI 166/166 (100%) 0.57 9(5%) 31 |18 77,100, 138, 153 0
1 GJ 166,/166 (100%) 0.88 9 (11%) {101 |8} | 76,97, 138, 150 0
1 GK 166/166 (100%) 0.80 1(6%) 24 |15 76, 98, 134, 178 0
1 GL 166/166 (100%) 0.50 (3%) 46 26 79, 100, 130, 148 0
1 GM 166/166 (100%) 0.55 (3%) 46 26 76, 102, 127, 158 0
1 GN 166/166 (100%) 0.49 (3%) 46 26 80, 103, 133, 171 0
1 GO 166/166 (100%) 0.49 (3%) 52 30 77,99, 128, 154 0
1 GP 166/166 (100%) 0.48 (3%) 52 30 76, 101, 136, 166 0
1 GQ 166/166 (100%) 0.44 (3%) 52 30 75, 99, 125, 158 0
1 GR 166,/166 (100%) 0.40 (3%) 52 30 75, 100, 137, 171 0
1 GS 166/166 (100%) 0.36 (1%) 1 76 = 50 75, 98, 123, 150 0
1 GT 166/166 (100%) 0.45 (4%) 40 22 75, 97, 135, 166 0
1 GU 166/166 (100%) 0.41 (3%) 46 26 76, 97, 123, 140 0
1 GV 166/166 (100%) 0.39 (2%) 59 34 76, 97, 127, 170 0
1 GW 166/166 (100%) 0.39 (1%) 67 40 76, 96, 121, 156 0

Continued on next page...




Page 103 wwPDB X-ray Structure Validation Summary Report 6YFB

Continued from previous page...

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
1 GX 166/166 (100%) 0.41 4 (2%) 59 34 76, 97, 133, 170 0
1 GY 166,/166 (100%) 0.39 4 (2%) 59 34 78, 105, 138, 151 0
1 GZ 166/166 (100%) 0.44 7 (4%) 40 22 81, 104, 137, 156 0
1 HA 166/166 (100%) 0.55 7(4%) 40 22 80, 100, 136, 151 0
1 HB 166/166 (100%) 0.57 8 (4%) 35 120 75, 103, 133, 149 0
1 HC 166/166 (100%) 0.63 4 (2%) 59 34 76, 101, 138, 162 0
1 HD 166/166 (100%) 0.63 5(3%) 52 30 77,100, 138, 153 0
1 HE 166/166 (100%) 0.53 5(3%) 52 30 76, 97, 138, 150 0
1 HF 166/166 (100%) 0.49 5(03%) 52 30 76, 98, 134, 178 0
1 HG 166/166 (100%) 0.93 18 (10%) 9 79, 100, 130, 148 0
1 HH 166/166 (100%) 0.52 4 (2%) 59 34 76, 102, 127, 158 0
1 HI 166/166 (100%) 0.47 4 (2%) 59 34 80, 103, 133, 171 0
1 HJ 166/166 (100%) 0.50 6 (3%) 46 26 77,99, 128, 154 0
1 HK 166,/166 (100%) 0.51 9 (5%) 31 |18 76, 101, 136, 166 0
1 HL 166/166 (100%) 0.31 3 (1%) 67 40 75,99, 125, 158 0
1 HM 166/166 (100%) 0.34 5(3%) 52 30 75, 100, 137, 171 0
1 HN 166/166 (100%) 0.44 7 (4%) 40 22 75, 98, 123, 150 0
1 HO 166/166 (100%) 0.36 4 (2%) 59 34 75, 97, 135, 166 0
1 HP 166/166 (100%) 0.28 2 (1%) 761 50 76, 97, 123, 140 0
1 HQ 166/166 (100%) 0.39 6 (3%) 46 26 76, 97, 127, 170 0
1 HR 166/166 (100%) 0.36 3 (1%) 67 40 76, 96, 121, 156 0
1 HS 166/166 (100%) 0.41 4 (2%) 59 34 76, 97, 133, 170 0
1 HT 166/166 (100%) 0.53 8 (4%) 35 20 78, 105, 138, 151 0
1 HU 166/166 (100%) 0.56 11 (6%) 24 |15 81, 104, 137, 156 0
1 HV 166/166 (100%) 0.43 1 (0%) m 64 80, 100, 136, 151 0
1 HW 166,/166 (100%) 0.44 4 (2%) 59 34 75, 103, 133, 149 0
1 HX 166/166 (100%) 0.42 5(3%) 52 30 76, 101, 138, 162 0
1 HY 166/166 (100%) 0.34 4 (2%) 59 34 77, 100, 138, 153 0
1 HZ 166/166 (100%) 0.38 7 (4%) 40 22 76, 97, 138, 150 0
1 IA 166/166 (100%) 0.38 5(3%) 52 30 76, 98, 134, 178 0
1 IB 166/166 (100%) 0.49 4 (2%) 59 34 79, 100, 130, 148 0
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9

All | Al | 34860/34860 (100%) |  0.49 | 1245 (3%) 46

26

75, 100, 135, 178

The worst 5 of 1245 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
DA 37 | GLN 6.6
FJ 160 | GLY 6.0
HB 37 | GLN 5.7
DE 36 | SER 5.6
DE 37 | GLN 5.5

—| =] =] = =

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 oligosaccharides in this entry.

6.4 Ligands (i)

There are no ligands in this entry.

6.5 Other polymers (i)

There are no such residues in this entry.



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

	Overall quality at a glance
	Entry composition
	Residue-property plots
	Data and refinement statistics
	Model quality
	Standard geometry
	Too-close contacts
	Torsion angles
	Protein backbone
	Protein sidechains
	RNA

	Non-standard residues in protein, DNA, RNA chains
	Carbohydrates
	Ligand geometry
	Other polymers
	Polymer linkage issues

	Fit of model and data
	Protein, DNA and RNA chains
	Non-standard residues in protein, DNA, RNA chains
	Carbohydrates
	Ligands
	Other polymers


