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1 Overall quality at a glance (i)

The reported resolution of this entry is 3.30 A.

Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in
the following graphic. The table shows the number of entries on which the scores are based.

Metric Percentile Ranks Value
Rfree N | . 0.277
Clashscore N | I 15
Ramachandran outliers I 3.1%
Sidechain outliers TN 10.3%

RSRZ outliers I 0 [ 0.9%
Worse Better
0 Percentile relative to all X-ray structures

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

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
R free 66002 1341 (3.40-3.20)
Clashscore 79885 1696 (3.40-3.20)
Ramachandran outliers 78287 1664 (3.40-3.20)
Sidechain outliers 78261 1662 (3.40-3.20)
RSRZ outliers 66119 1342 (3.40-3.20)

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 on the lower bar indicate the
fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria.
The upper red bar (where present) indicates the fraction of residues that have poor fit to the
electron density.

Mol | Chain | Length Quality of chain
1 A 1174 ——
1 B 1174 ——
2 C 326 -
2 D 326 -
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2 Entry composition (i)

There are 4 unique types of molecules in this entry. The entry contains 22194 atoms, of which 0
are hydrogen and 0 are deuterium.

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 Serine/threonine-proteinkinase mTOR.

Mol

Chain

Residues Atoms ZeroOcc | AltConf | Trace
! B 1058 gggzl 5572 1?21 15’?52 683 0 0 0
! A 1058 gggzl 5572 1?21 15%2 683 0 0 0
e Molecule 2 is a protein called Target of rapamycin complex subunit LSTS.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 b 317 gzgg 15?26 4§6 4C7)6 188 0 0 0
2 ¢ 317 EZ;}I 15C26 41§6 4C7)6 188 0 0 0

e Molecule 3 is PHOSPHOTHIOPHOSPHORICACID-ADENYLATE ESTER (three-letter
code: AGS) (formula: C1oHsN5012P3S).



http://wwpdb.org/ValidationPDFNotes.html#h.7dhjbsckv7c8

Page 4

Full wwPDB X-ray Structure Validation Report

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O P S
3 B 1 31 10 5 12 3 1 0 0
Total C N O P S
3 A 1 31 10 5 12 3 1 0 0

e Molecule 4 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg
4 B 2 5 9 0 0
Total Mg
4 A 2 5 9 0 0
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3 Residue-property plots (i)

Page 5

, -
"2 2853
5 3, = ° = 2 .M
G
S O e LS
Lo 2T = =
Bo 52 E L2
S =9 n +~ 8 8+
5 0 0 ® =2 =
S RSER= = T .=
D = =R
+~ 0 - s
0 s O QO
pm @ % o = m [ | TT9TYH STLID | %0671 1 80221 | segea 81921
= m < QO 8L7T1 I HTLIH €06TL 66020 1 12D 1
o H S o 2 = [ ] | €TLIL | zoeTa 860TL 0022d 9€€TT STHEH
= S > .m e vLy1d 809TA zTLTd 10610 | 66TTH 1 | viven
= S B Wu Lw 5 - I ® L0971 [ | | 00671 86T2A TEETA £172S
o ,m m = % < LTLTH 6681N 1 1 | Tived
2agv o e TLPT 868TN mmmun mmﬂuz MNMN
..m mv _M hC .@ m m — wmmﬁm ommmx mmmmq wmmﬁ l
) = 99%TH
e, m = 1% m % [ | 26811 9802 68T2H 61€2N
o 2 5 2 & 2 RS 6SVTV | 1687S 696Td 1 8T€TL $OTH
+ 0 R . m — | ssvra 0681Y 896TH 2802b 1
o % < IS < o 15%13 $6GTH [ | 196TA 1 £TeTh }
—_ 2 0w . M = [ | 18811 [ | 8,021 18123 1 96€ETA
0 = < m - HSYTH HOLTH [ | $96T1 | L.0zd 0812H 10€2S S6ETN
k= _m 22 o g €571 €0LTN 81811 1 9,024 1 1
T = T o m Sy % [ | 2oL [ | 8S6TH 1 T0€CH 26821
= S o ) 0S¥TA TOLTH T18TY $.8TS | LG6TI 2L02h 00€TY 16€29
[} m — mu. mnu. % = [ | [ | 0T8TV | £.8T1 95611 1 vL1271 66221 | oeszl
~ ..abb = oF SHHIT 869TA [ | [ | 89021 €L72L . g6Tea 68ETA
= m > M 3w fae] voy1E 585TY L69TL L0810 05674 1 TL1TT 16220 | sseed
Z DV.Vu R | Q £HHTT | ¥8s1S [ | 908TH | ev6Td %9021 1 18ETH
A = % = m 1@ o (2%t £85TA 169TL [ | SV6TL 1 1622 | gseev
o m g0 = 1% = . = [ Tpvin | TesIs [ ] 20811 | iveta 63023 0622Y S8ETN
o o T8 n % m ovyId e 718574 L89TH [ | V611 | 850CH 1 | vseel |
w 1m = e [ | 9891a 96LTH [ | 15021 18224 €8€T1
n .9 .m ~ L £ePTT o 98911 [ ] £76T1 9302V 7912l 9822 28€TH
< 2 O = Z . S [ | ° $89T 06.LTH | Tver1 1 1 $822d T
= m =) A vm = 8THIY £89TY 19610 £902d 1912b 1 08€2L
~ = & = (o} = i | LzvtE v,573 } 1 091271 2822l
mu =3 N % = 9zHTd [ | 98.LTS } £502N 1 {
-~ > 0 o = = 1 THSTH $8LTY LE6TD 1 95121
= ol =Y %o n = b faaant 0%STL €810 1 16021 | sstes | 81221 a€21
15} o o o o o) | TevIN [ | 0L9TH T8LTH YEBTL { %372h 1 1
2 2 9 0 & — © = 0TVIN SESTH 6991V | T8L1d | eg6T@ I 4 892N 0L£23
m m ,.nba A n_y 61711 [ | [ | 08LTL zEBTI 820ZH 25T | 69gzd
o.= 8 T © =T D) [} | 8T¥IS §zST 09910 | 6LLTY TE6TD 1 89g2H
— 2 0 — n Q = LI9TI [ | [ | 8LLTY { 22021 } 1
= O =} m g W.o m 9THTT 6TSTY £59TM [ | 1 ovTed $9ETA
o, < = |2 ) STYIS [ | — SLLTR 92619 6T02A 1 | goged
2 O ® = T [} [ | 9TSTV | wLLTh | ggeTd 1 6£T2Y $522H [
NS m. = E o o hT. [adi] [ | 6%910Q €LLTT HTETA £7028 8€121T | gsgh 1
o > < S o ® - ZTSTI — TLLTA [ | | ziozh — z52ea 85€2d
O - m = i) = ~ [ | [ | 0Z6TN 110ZH 15224 | lsgza
= = 9 B Q 60STH £99TA 89.TL 6T6TA 1 yeTCH 1 98€2T
m + % m L 5 . m 00% T3 80STL [ | [ | 81610 50021 1 svzel SSETH °
= % = e R D A mu. [ | [ | €E9TM 09.LIN 1161d 1 0£121 faadl %962
o B O mo I .Mu.v [ m R £6ETA GOSTN z€91a mmmS . T00ZH | ezred 1 £s€CI °
= = o an ® ©0STA 00023 8z12d 6£22M [ °
s 2 & = 2 ¥ = - - ° €05TT I $9LTT 66610 | leres 1 1 zevTi
n m % o O O «© m — TOSTL 62911 £T6TA 1 92T SETTH Lvgea TEVTT
- Q m e < [ { 829TY Z1610a £66T3 1 1 9veeT I
< m .m m &+ .2 = = .. [ ] | TTeTd 1 £2121 82221 SYETH
o, w = 3 .. =N g o M 86%T0 €291 9€L10 0T6TH 066TV | zered 1 YETT 8T
o " o B .m < o L6510 2T9TH geLTd 606TT 686TN 12121 veeed £¥ETN 1
B = = 1% L 92 o o .= [ ] T29Td BELTL 806TL 886TH 1 Xaady) Tvees ¥ehed
CE R3S = Q > M < €677 [ | | geLty 20671 18674 z11Es 1 TvEd 1
< = 2 O B & =] m -~ [ | $T9TI TELIT | 906TA | 9861V 1 $12el ovETH Tehed
HTwm 30 &8 & & o O z8vTY 1 1 S06TY G86TL zotza 1 6ee2 1

RLDWIDE

0
PROTEIN DATA BANK

] g ] =

W


http://wwpdb.org/ValidationPDFNotes.html#h.fmehr2ap71lr

4JSP

+~
—
e}
o
Q
o
i
e}
mﬂm
<
g
3
-
<]
—
=
+~
Q
=
—
+~
N
=z
D
<
/M
A
ol
E
=
=
F

Page 6

6¥SCM
8¥5cd

Eigcrall

+

9esed

61921

-proteinkinase mTOR

L0SeH

+

me

: Serine/threoni

e Molecule 1
Chain A

[ esvia | S09TA
88%1D | wootd
[ | ® €£097I
mww& 209TA
8L¥TT 00973
[ | ® 66571
$LHTd —
°
G69TI
$6STH
€610
Sm; +
Bmﬁ 985TH
wmmﬂm £83TA
SHHIT o T185TH
vohTa ® 08519
EVHTT o{
(4445
[ Tpvin %9811
ovbTd [ |
[ | 28511
ZEYTA ety
[ | 08911
8THIV [ |
PRaast 994TA
9zy1d [ |
[ | THSTH
£TYTT 0%STL
[4472%1 [ |
LI ogsta
0THIN [ |
6THTT 52STh
8THIS [ |
LT%TT 6TSTY
9THTT 8TSTY
STHIS [ |
um-xs
60510
womﬁ
G09TN
$0STA
£0STT

66714

86¥%10

S6%T0

€6¥%T1

06%TM

SOLTM
TOLTW
€0LIN
CTOLTH
TOLTH

869TA

T69TL

L89TH

-

98911
89Th
€89T4

0L9TH
6997V

99971

09970

€99TM

F

6791Q

3

€79TA
6E9TA

E9TD
€EITM

b

629TI
82914

€2911
[44°1% 4
T291d
81971
Y1971

119748

L0911
9097

11814
0T8TV

L08TH
S6LTA
T6LTH
06LTM

S8LTS

€810
C8LTH

08LTL

8LLTV

SLLTA

CTLLTA

+

T9.LT0

09LTN
6SLTT

PSL11

+

18811

e

7,818

696Td
896TH
L96TA
79611
9G6T1
0S6TY
9V6TI

EV6T1

7610

F

LE6TD

YE6TL

961D

7417

0Z6TN
6T6TA
81610

€T6TA
2167Q

0T6TM
60671
806TL
LO6TT

S06TY

868TN

968TY
S68TS

268TI

@ 0602y

9802Y

z80zh

8L021

9,024

T.L02h

890CL

¥90CL

6502

LS0CW
9502V

€502d

€V0CTN

LEOTT

8COCH
220T1
6T0CA
€102S
TT0ZH
§S0021
TOOCH
00023
66610
€661
686TN
886TH
18614

S86T.L
786TL

0867S

LL6TL

SL67d

26121

68TCH

L8TTH

vL121
€L72L
2L

+

voteL

09121

96121

j£1140]

[4]14:]

F

ov1ed

0vTZA
6ETCTY
8ETTT

F

verecy

0ETTT

8¢12d

9CTCA
€2121
(43145
201ea

66020
860CL

Yeeet
6TETN
€TETN
LOETS

ToE€TH
00€TY

T62CA
0622y

1.8¢T4

istaacy

8.TT1

0.L224

89CCN

19221

L

4144

[4staded
TSceH

sveel
¥¥eea

6ETTM

LETTI

S€CTH
82¢CI

veeed
£22Th

¥reel
0022h

S672a

Teved
81¥C1

157408

€1%CS

125740

YOvC

62ETN

CTEVTN
12574

8C¥TN

wevea

6¥SCTM
8¥5cd

SvSTn

2ESTY

9zsed

61521

L1520

1528
€1524
2152a

0152

80521
L0SeH

¥0S2A

L

00§21

€672

Target of rapamycin complex subunit LST8

e Molecule 2
Chain D

O

R LDWIDE
PROTEIN DATA BANK

W



4JSP

Full wwPDB X-ray Structure Validation Report

Page 7

28a
T84

€9d
09V
9SH

S6S
4L

cva
154))

6ed
8€EA
LeL
ogd
Sel

€€l

OEH

8zh

12a

LTL

ST1

C9TN
T9TH

€STH

0STH

8% 10

971D
SYTA

[eias]
6ETN
8€Td
LETH

TETA

CETN

0€Td

LTTA

0zZTh
6111

L1714

ST

CTTM

csed

Tvea
ovey
6ETS

LETL

€ETL

Teea

99TI

S9T1
7910

€2ES

0zed

8T1€T

9TEA

eTex
[41:]
TTEH
(3°50]

L0€4d
90€Y

€0€d

T62a
0628

88TV

Target of rapamycin complex subunit LST8

6.2S

cLTn
TL2D
0,24

1

(4145

e Molecule 2
Chain C

85TT

GSTH

78A

c8a

€90

8EA
LEL
9ey

S9TT
791d

29N
T9TH

SETD
TETA

CETN

0E€Td

LTTA

0zTh
® 6111

LTTH

0,24

1

€92D

85CT

SGCH

[4cA)

-

[474)]
Tvca

LETL

€ETL

T€Ca

€zey
[£44AS

61CH

STTH
4548

0721

9024

702D

[ 44

96TA
S6TA

68TN
88TA

€818

LTS
YLTL

TLIA

9911

€2€S

ozed

81€T

ered
[42:li]
TTEH
0T€D

80€A
L0€3
90€Y

€0€d

66CA

L62M

vecy

T6ca
062S

88¢V

6.TS

cLTh
TL2D

O

R LDWIDE
PROTEIN DATA BANK

W



Page 8 Full wwPDB X-ray Structure Validation Report 4JSP

4 Data and refinement statistics (i)

Property Value Source
Space group P 22121 Depositor
Cell constants 139.40A  163.20A 207.80A .
Depositor
a, b, c,a, 3,y 90.00° 90.00° 90.00°
: 100.00 — 3.30 Depositor
Resolution (4) 7420 — 3.1 EDS
% Data completeness 89.9 (100.00-3.30) Depositor
(in resolution range) 87.4 (74.20-3.19) EDS
Rinerge 0.15 Depositor
Reym (Not available) Depositor
<I/o(l)>" 1.69 (at 3.19A) Xtriage
Refinement program REFMAC 5.6.0117 Depositor
R R 0.233 , 0.268 Depositor
» Hifree 0241 , 0.277 DCC
Rree test set 1719 reflections (2.54%) DCC
Wilson B-factor (A2) 51.6 Xtriage
Anisotropy 0.559 Xtriage
Bulk solvent kg (e/A3), By (A?) 0.30 , 17.2 EDS
Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning <|L| > =047, < L?* > =0.30 Xtriage
Outliers 4 of 77327 reflections (0.005%) Xtriage
F,,F. correlation 0.91 EDS
Total number of atoms 22194 wwPDB-VP
Average B, all atoms (A2) 70.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The analyses of the Patterson function reveals
a significant off-origin peak that is 40.83 % of the origin peak, indicating pseudo translational
symmetry. The chance of finding a peak of this or larger height randomly in a structure without
pseudo translational symmetry is equal to 2.5835e-04. The detected translational NCS is most likely
also responsible for the elevated intensity ratio.

Intensities estimated from amplitudes.
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5 Model quality (i)

5.1 Standard geometry (i)

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

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 | pyigy (47| 55 | RMSZ | #(7] >5
1 A 0.35 0/8805 0.60 | 2/11920 (0.0%)
1 B 0.36 0/8805 0.60 | 1/11920 (0.0%)
2 C 0.38 0/2514 0.66 0/3426
2 D 0.43 0/2514 0.68 0/3426
All All 0.37 | 0/22638 | 0.62 | 3/30692 (0.0%)

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

Mol | Chain | #Chirality outliers | #Planarity outliers
A 0 1
1 B 0 1
C 0 1
2 D 0 1
All All 0 4

There are no bond length outliers.

All (3) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(°) | Ideal(?)
1 A 1915 | HIS | N-CA-C | 5.96 127.09 111.00
1 B 1915 | HIS | N-CA-C | 5.88 126.89 111.00
1 A 1610 | GLU | N-CA-C | 5.77 126.58 111.00

There are no chirality outliers.

All (4) planarity outliers are listed below:


http://wwpdb.org/ValidationPDFNotes.html#h.nix4wpqb51w3
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Mol | Chain | Res | Type | Group
1 A 1914 | GLY | Peptide
1 B 1914 | GLY | Peptide
2 C 169 | PRO | Peptide
2 D 169 | PRO | Peptide

5.2 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 hydrogens
added by MolProbity. The Clashes column lists the number of clashes within the asymmetric unit,
and the number in parentheses is this value normalized per 1000 atoms of the molecule in the
chain. The Symm-Clashes column gives symmetry related clashes, in the same way as for the
Clashes column.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 8608 0 8593 237 6
1 B 8608 0 8593 233 0
2 C 2456 0 2341 110 0
2 D 2456 0 2341 119 0
3 A 31 0 12 1 0
3 B 31 0 12 1 0
4 A 2 0 0 0 0
4 B 2 0 0 0 0
All All 22194 0 21892 683 6

Clashscore is defined as the number of clashes calculated for the entry per 1000 atoms (including
hydrogens) of the entry. The overall clashscore for this entry is 15.

All (683) close contacts within the same asymmetric unit are listed below.

Atom-1 Atom-2 Distance(A) | Clash(A)
1:A:2503:ARG:HH11 | 1:A:2507:LYS:HE2 1.11 1.13
1:B:2503:ARG:HH11 | 1:B:2507:LYS:HE2 1.10 1.07

2:C:76:ASN:HB3 2:C:77:PRO:HD2 1.38 1.06
2:C:231:ASP:HB3 2:C:233: THR:OG1 1.59 1.02
2:D:231:ASP:HB3 2:D:233:THR:0G1 1.61 1.00
1:A:2503:ARG:NH1 1:A:2507:LYS:HE2 1.80 0.95
1:B:1969:PRO:0O 1:B:1970:GLN:HB2 1.66 0.95
2:D:76:ASN:HB3 2:D:77:PRO:HD2 1.46 0.95
2:D:167:PRO:HD2 2:D:169:PRO:HG2 1.49 0.94
1:B:2503:ARG:NH1 1:B:2507:LYS:HE2 1.83 0.94
1:A:1969:PRO:O 1:A:1970:GLN:HB2 1.67 0.92
1:B:2278:LEU:HD23 2:D:44:GLN:HG2 1.57 0.86

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

Atom-1 Atom-2 Distance(A) | Clash(A)
2:C:167:PRO:HD2 2:C:169:PRO:HG2 1.55 0.86
1:A:2278:LEU:HD23 2:C:44:GLN:HG2 1.58 0.85
1:A:1418:SER:HB2 1:A:1581:GLU:HG2 1.58 0.84
2:D:55:SER:O 2:D:56:MET:HG2 1.79 0.82
1:A:1493:LEU:HD23 | 1:A:1519:ALA:HB2 1.58 0.82
1:A:1704:MET:HG2 | 1:A:1713:ALA:HB2 1.62 0.82
1:A:2397:ARG:NH2 | 1:A:2526:GLU:OE1 2.13 0.81
2:D:69:ASP:HB2 2:D:78:ILE:HD11 1.62 0.81
1:A:2421:PHE:HA 1:A:2424:ASP:HB2 1.64 0.80
1:B:2223:GLN:HE22 1:B:2352:LYS:CB 1.95 0.79
1:A:2344:LEU:HD13 | 1:A:2353:ILE:HD11 1.64 0.79
1:B:2421:PHE:HD1 1:B:2430:ARG:NH2 1.81 0.79
2:C:301:THR:HB 2:C:303:GLU:HG2 1.66 0.78
1:B:1623:LEU:HG 1:B:1633: TRP:CH2 2.19 0.78
1:B:2397:ARG:NH2 1:B:2526:GLU:OE1 2.15 0.78
1:A:2223:GLN:HE22 1:A:2352:LYS:CB 1.96 0.78
1:A:2421:PHE:HD1 | 1:A:2430:ARG:HH22 1.29 0.78
1:A:2278:LEU:CD2 2:C:44:GLN:HG2 2.13 0.78
1:B:2421:PHE:HD1 | 1:B:2430:ARG:HH22 1.32 0.78
1:B:2254:ARG:HD3 1:B:2298:ASP:0D2 1.83 0.78
1:B:2421:PHE:HA 1:B:2424:ASP:HB2 1.66 0.77
2:C:286:VAL:HB 2:C:318:LEU:HD13 1.66 0.77
1:A:2254:ARG:HD3 1:A:2298:ASP:0D2 1.84 0.77
1:A:2392:LEU:O 1:A:2397:ARG:HB2 1.84 0.77
1:A:2421:PHE:HD1 1:A:2430:ARG:NH2 1.83 0.76
3:B:3000:AGS:HS8 3:B:3000:AGS:02A 1.84 0.76
2:C:76:ASN:HB3 2:C:77:PRO:CD 2.14 0.76
2:D:286:VAL:HB 2:D:318:LEU:HD13 1.68 0.75
2:C:95:GLU:HB2 2:C:140:GLN:NE2 2.01 0.75
1:B:1704:-MET:HG2 | 1:B:1713:ALA:HB2 1.67 0.75
2:C:117:ARG:O 2:C:118:ASN:HB2 1.86 0.75
2:D:301:THR:HB 2:D:303:GLU:HG2 1.69 0.74
2:C:146:GLY:HA3 2:C:173:ILE:HD11 1.68 0.74
1:B:2344:LEU:HD13 | 1:B:2353:ILE:HD11 1.68 0.73
1:A:1422:LYS:HD3 1:A:1580:GLY:HA3 1.69 0.73
2:C:69:ASP:HB2 2:C:78:ILE:HD11 1.71 0.72
2:D:95:GLU:HB2 2:D:140:GLN:NE2 2.04 0.72
3:A:3000:AGS:H8 3:A:3000:AGS:02A 1.90 0.72
2:D:117:ARG:O 2:D:118:ASN:HB2 1.88 0.72
2:D:170:GLU:HA 2:D:170:GLU:OE2 1.87 0.72
2:C:168:GLU:N 2:C:169:PRO:HD2 2.05 0.72
2:D:168:GLU:N 2:D:169:PRO:HD2 2.05 0.72
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:B:1941:GLN:HE22 | 1:B:2200:GLN:HE22 1.36 0.72
1:B:1901:GLN:HG3 1:B:2413:SER:HA 1.72 0.72
2:D:63:GLN:HE21 2:D:86:LYS:H 1.38 0.71

1:B:1778:ALA:O 1:B:1782:HIS:HD2 1.72 0.71
1:B:2278:LEU:CD2 2:D:44:GLN:HG2 2.19 0.71
1:B:2392:LEU:O 1:B:2397:ARG:HB2 1.89 0.71
1:B:1701:MET:HE1 1:B:1717:MET:N 2.06 0.71
1:B:2022:LEU:HD21 | 1:B:2126:VAL:HG13 1.72 0.71
1:A:1759:LEU:HG 1:A:1772:VAL:HG11 1.73 0.71
2:D:76:ASN:HB3 2:D:77:PRO:CD 2.21 0.70
2:C:170:GLU:OE2 2:C:170:GLU:HA 1.89 0.70
1:B:2223:GLN:HE22 1:B:2352:LYS:HB3 1.55 0.70
1:A:1878:LEU:HD21 | 1:A:1918:ASP:HB2 1.72 0.70
2:D:146:GLY:HA3 2:D:173:ILE:HD11 1.72 0.70
2:C:279:SER:HA 2:C:320:PHE:HE2 1.56 0.70
1:A:1901:GLN:HG3 1:A:2413:SER:HA 1.73 0.69
1:A:2064:THR:HG22 | 1:A:2128:PRO:HD3 1.73 0.69
2:D:279:SER:HA 2:D:320:PHE:HE2 1.57 0.69
1:A:2223:GLN:HE22 1:A:2352:LYS:HB3 1.57 0.69
1:A:1705:TRP:HZ2 | 1:A:1760:ASN:HD22 1.39 0.69
1:B:1878:LEU:HD21 1:B:1918:ASP:HB2 1.74 0.68
1:B:1913:TYR:HB2 1:B:1915:HIS:CE1 2.28 0.68
2:C:63:GLN:HE21 2:C:86:LYS:H 1.41 0.68
1:B:1969:PRO:O 1:B:1970:GLN:CB 2.39 0.68
1:B:1493:LEU:HD23 | 1:B:1519:ALA:HB2 1.76 0.68
1:A:2281:MET:HE1 2:C:222:TYR:CD2 2.28 0.68
2:D:107:CYS:HB3 2:D:127:VAL:O 1.94 0.67
2:D:8:VAL:HG21 2:D:36:ARG:HD3 1.76 0.67
2:C:137:HIS:HD2 2:C:139:ASN:H 1.41 0.67
1:A:2022:LEU:HD21 | 1:A:2126:VAL:HG13 1.77 0.67
1:A:1913:TYR:HB2 1:A:1915:HIS:CE1 2.29 0.67
1:A:1778:ALA:O 1:A:1782:HIS:HD2 1.78 0.67
1:A:2378:ARG:NH2 1:A:2545: TRP:O 2.28 0.66
2:C:219:HIS:NE2 2:C:237:THR:HG22 2.09 0.66
2:D:150:GLY:HA3 2:D:169:PRO:HB3 1.77 0.66
1:A:2411:LYS:O 1:A:2415:MET:HG3 1.95 0.66
2:C:150:GLY:HA3 2:C:169:PRO:HB3 1.77 0.66
1:A:1969:PRO:O 1:A:1970:GLN:CB 2.39 0.66
2:C:8:VAL:HG21 2:C:36:ARG:HD3 1.76 0.66
1:B:1964:ILE:O 1:B:1967:TYR:O 2.13 0.66
1:A:1701:MET:HE1 1:A:1717:-MET:N 2.10 0.66
1:A:1964:1LE:O 1:A:1967:TYR:O 2.13 0.66
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:B:2064: THR:HG22 | 1:B:2128:PRO:HD3 1.77 0.66
1:B:2281:MET:HE1 2:D:222:TYR:CD2 2.30 0.66
1:A:1941:GLN:HE22 | 1:A:2200:GLN:HE22 1.43 0.66
1:A:1611:ARG:HG2 | 1:A:1614:ILE:HD12 1.79 0.65
1:B:2363:GLU:OE2 1:B:2503:ARG:HD?2 1.95 0.65
2:D:188:VAL:HG13 2:D:223:ALA:HB3 1.79 0.65
2:C:55:SER:O 2:C:56:MET:HG2 1.97 0.65
2:D:137:HIS:HD2 2:D:139:ASN:H 1.42 0.65
1:B:1907:LEU:HD11 | 1:B:1938:VAL:CG1 2.27 0.65
2:D:241:ASP:0OD2 2:D:243:THR:HB 1.96 0.65
2:D:17:THR:HB 2:D:311:HIS:HE1 1.61 0.65
2:C:107:CYS:HB3 2:C:127:VAL:O 1.95 0.65
2:C:17:THR:HB 2:C:311:HIS:HE1 1.62 0.65
1:A:2192:LEU:HD12 | 1:A:2235:GLY:HA3 1.80 0.64
1:B:1907:LEU:HD11 | 1:B:1938:VAL:HG11 1.79 0.64
1:A:2387:MET:HE1 | 1:A:2396:TYR:HB2 1.78 0.64
1:A:1926:GLY:O 1:A:1930:1ILE:HG22 1.96 0.64
2:D:219:HIS:NE2 2:D:237:THR:HG22 2.13 0.64
1:A:1670:HIS:HE1 1:A:1681:PRO:HB3 1.62 0.64
1:A:2389:VAL:O 1:A:2390: THR:HG22 1.97 0.64
1:A:2363:GLU:OE2 | 1:A:2503:ARG:HD2 1.98 0.64
2:C:241:ASP:0OD2 2:C:243: THR:HB 1.97 0.64
1:A:1680:ASP:C 1:A:1682:SER:H 2.01 0.64
1:B:2390: THR:HG23 1:B:2390: THR:O 1.97 0.64
1:A:2223:GLN:HE22 1:A:2352:LYS:HB2 1.62 0.63
1:B:1422:LYS:HE2 1:B:1581:GLU:HG2 1.78 0.63
2:D:60:ALA:HB1 2:D:88:ILE:HG22 1.80 0.63
1:B:2382:MET:HG3 1:B:2549: TRP:O 1.98 0.63
1:A:2382:MET:HG3 1:A:2549:TRP:O 1.97 0.63
2:D:279:SER:HA 2:D:320:PHE:CE2 2.34 0.63
1:B:1680:ASP:C 1:B:1682:SER:H 2.02 0.63
1:A:2387:MET:CE 1:A:2396:TYR:HB2 2.29 0.63
2:C:12:PRO:O 2:C:54:ARG:NH2 2.31 0.63
1:B:2223:GLN:HE22 | 1:B:2352:LYS:HB2 1.63 0.63
1:B:2380: THR:HG22 1:B:2383:LEU:HG 1.80 0.63
1:A:1680:ASP:C 1:A:1682:SER:N 2.53 0.63
2:D:108:THR:OG1 2:D:110:ARG:NH1 2.32 0.63
2:C:108:THR:0OG1 2:C:110:ARG:NH1 2.32 0.63
2:C:36:ARG:NH2 2:C:69:ASP:O 2.32 0.62
2:D:118:ASN:HD22 2:D:120:GLN:HB2 1.63 0.62
1:A:1427:GLU:HB2 1:A:2398:ILE:HD13 1.81 0.62
1:B:2339:ARG:HH21 | 1:B:2343:ASN:HB3 1.64 0.62
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Atom-1 Atom-2 Distance(A) | Clash(A)

1:B:1759:LEU:HG 1:B:1772:VAL:HG11 1.80 0.62
2:C:94:HIS:CD2 2:C:140:GLN:HB3 2.34 0.62
1:A:1703:ASN:O 1:A:1707:SER:HB2 1.99 0.62
2:C:279:SER:HA 2:C:320:PHE:CE2 2.35 0.62
1:B:1703:ASN:O 1:B:1707:SER:HB2 1.99 0.62
1:B:2378:ARG:HH11 | 1:B:2380:THR:HG21 1.64 0.62
1:B:2389:VAL:O 1:B:2390: THR:HG22 1.99 0.62
2:D:169:PRO:HA 2:D:171:VAL:H 1.64 0.62
1:B:2251:ARG:NH1 1:B:2252:ASP:0OD1 2.32 0.62
2:C:118:ASN:HD22 2:C:120:GLN:HB2 1.64 0.62
1:B:2378:ARG:NH2 1:B:2545:TRP:O 2.32 0.62
1:B:1705:TRP:HZ2 | 1:B:1760:ASN:HD22 1.48 0.62
2:D:36:ARG:NH2 2:D:69:ASP:O 2.33 0.62
1:B:1913:TYR:O 1:B:1915:HIS:HA 1.99 0.61
1:A:1607:LEU:O 1:A:1609:PRO:HD3 1.99 0.61
2:C:60:ALA:HB1 2:C:88:ILE:HG22 1.82 0.61
1:B:1680:ASP:C 1:B:1682:SER:N 2.53 0.61
2:D:94:HIS:CD2 2:D:140:GLN:HB3 2.35 0.61
1:B:1691: THR:HG22 1:B:1691: THR:O 2.00 0.61
1:B:2387:-MET:HE1 1:B:2396: TYR:HB2 1.82 0.61
1:A:1913:TYR:O 1:A:1915:HIS:HA 2.00 0.61
1:B:1422:LYS:HE2 1:B:1581:GLU:CG 2.30 0.61
1:B:2380: THR:HG23 1:B:2549: TRP:O 2.01 0.60
1:B:2093:ASN:O 1:B:2094:VAL:HB 2.01 0.60
1:A:1583:TYR:C 1:A:1585:ARG:H 2.05 0.60
1:B:2387:MET:CE 1:B:2396: TYR:HB2 2.31 0.60
1:B:2411:LYS:O 1:B:2415:-MET:HG3 2.01 0.60
1:A:2380: THR:HG22 1:A:2383:LEU:HG 1.83 0.60
1:A:1734:THR:C 1:A:1736:ASP:H 2.04 0.60
2:D:12:PRO:O 2:D:54:ARG:NH2 2.34 0.60
2:C:105:GLU:HA 2:C:130:PRO:HB3 1.84 0.60
1:B:2298:ASP:HB2 1:B:2382:MET:CE 2.31 0.60
2:D:132:ASN:HD21 2:D:148:GLN:HG2 1.66 0.60
1:A:2093:ASN:O 1:A:2094:VAL:HB 2.02 0.60
1:A:2380: THR:HG23 1:A:2549:TRP:O 2.02 0.59
1:B:2192:LEU:HD12 | 1:B:2235:GLY:HA3 1.84 0.59
1:A:1402:LEU:O 1:A:1405:GLN:HB2 2.03 0.59
2:C:169:PRO:HA 2:C:171:VAL:H 1.66 0.59
1:A:2390: THR:O 1:A:2390: THR:HG23 2.01 0.59
1:A:2339:ARG:HH21 | 1:A:2343:ASN:HB3 1.68 0.59
1:B:1583:TYR:C 1:B:1585:ARG:H 2.06 0.59
2:D:94:HIS:CE1 2:D:96:ASP:HB2 2.38 0.59
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Atom-1 Atom-2 Distance(A) | Clash(A)
2:C:248:ARG:O 2:C:252:PHE:N 2.34 0.58
1:A:1691:THR:O 1:A:1691: THR:HG22 2.03 0.58
1:A:2287:PHE:O 1:A:2291:VAL:HG23 2.03 0.58

1:A:1732:1LE:CD1 1:A:1740:LYS:HB2 2.33 0.58
2:C:54:ARG:HD2 2:C:323:SER:HB2 1.85 0.58
1:A:1734:THR:O 1:A:1736:ASP:N 2.31 0.58
1:A:2530:LYS:HE2 1:A:2530:LYS:HA 1.84 0.58
2:D:137:HIS:CD2 2:D:138:PRO:HD2 2.38 0.58
1:B:1892:ILE:HD11 1:B:1903: THR:HA 1.85 0.58
2:C:21:ASP:HB3 2:C:313:LYS:H 1.68 0.58
1:A:2319:ASN:HB3 1:A:2352:LYS:HG2 1.85 0.58
1:A:2298:ASP:HB2 1:A:2382:MET:CE 2.33 0.58
1:B:2281:MET:HE1 2:D:222:TYR:CG 2.38 0.58
1:B:2514:SER:OG 1:B:2517:ASP:HB2 2.04 0.58
2:D:168:GLU:HB3 2:D:195:TYR:OH 2.04 0.58
2:D:105:GLU:HA 2:D:130:PRO:HB3 1.85 0.58
2:D:128:ASN:O 2:D:129:ALA:HB3 2.03 0.58
1:B:1497:CYS:SG 1:B:1516:ALA:HB2 2.44 0.58
1:B:2298:ASP:HB2 1:B:2382:MET:HE2 1.85 0.58
1:A:1907:LEU:HD11 | 1:A:1938:VAL:CG1 2.34 0.58
1:B:2287:PHE:O 1:B:2291:VAL:HG23 2.04 0.58
1:A:1783:ASP:O 1:A:1785:SER:N 2.37 0.57
2:C:94:HIS:HD2 2:C:140:GLN:HB3 1.69 0.57
1:A:2378:ARG:HH11 | 1:A:2380: THR:HG21 1.70 0.57
2:C:168:GLU:HG2 2:C:169:PRO:N 2.19 0.57
2:D:21:ASP:HB3 2:D:313:LYS:H 1.69 0.57
1:A:2515:HIS:N 1:A:2515:HIS:ND1 2.53 0.57
2:D:94:HIS:HD?2 2:D:140:GLN:HB3 1.70 0.57
1:B:1680:ASP:O 1:B:1682:SER:N 2.30 0.57
1:A:1943:1LE:O 1:A:1987:ARG:NH2 2.34 0.57
1:A:1785:SER:O 1:A:1786: TRP:CB 2.52 0.57
1:B:1785:SER:O 1:B:1786:TRP:CB 2.52 0.56
1:B:2515:HIS:N 1:B:2515:HIS:ND1 2.53 0.56
1:A:1418:SER:HB2 1:A:1581:GLU:CG 2.33 0.56
1:A:2346:LEU:HD23 | 1:A:2353:ILE:HG13 1.85 0.56
1:A:2387:MET:HE1 1:A:2396:TYR:CB 2.35 0.56
2:C:132:ASN:HD21 2:C:148:GLN:HG2 1.70 0.56
2:D:168:GLU:HG2 2:D:169:PRO:N 2.21 0.56
1:A:1732:1LE:HD13 1:A:1740:LYS:HB2 1.87 0.56
1:A:2251:ARG:NH1 1:A:2252:ASP:0OD1 2.38 0.56
1:B:1734: THR:O 1:B:1736:ASP:N 2.28 0.56
1:A:2337:GLY:O 1:A:2339:ARG:NH1 2.38 0.56
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:A:2339:ARG:NH2 1:A:2343:ASN:HB3 2.20 0.56
2:C:137:HIS:CD2 2:C:139:ASN:H 2.22 0.56
2:D:137:HIS:CD2 2:D:139:ASN:H 2.22 0.56
1:B:1926:GLY:O 1:B:1930:ILE:HG22 2.06 0.56
1:B:2530:LYS:HE2 1:B:2530:LYS:HA 1.87 0.56
2:C:128:ASN:O 2:C:129:ALA:HB3 2.05 0.55
1:A:2037:LEU:HD22 | 1:A:2043:ASN:HD22 1.71 0.55
2:C:76:ASN:CB 2:C:77:PRO:HD2 2.25 0.55
2:C:106:ASP:OD1 2:C:108:THR:OG1 2.18 0.55
1:A:1907:LEU:HD11 | 1:A:1938:VAL:HG11 1.87 0.55
1:A:2095:LYS:O 1:A:2099:GLN:HG2 2.06 0.55
1:B:1783:ASP:O 1:B:1785:SER:N 2.39 0.55
2:D:38:VAL:HG11 2:D:68:TYR:CD2 2.41 0.55
1:B:2378:ARG:NH1 | 1:B:2380:THR:HG21 2.20 0.55
1:B:1415:SER:O 1:B:1419:ILE:HG22 2.07 0.55
2:D:106:ASP:0OD1 2:D:108: THR:0G1 2.18 0.55
1:B:2056:ALA:HA 1:B:2059:GLU:HB2 1.88 0.55
2:D:53:ASP:HB2 2:D:55:SER:OG 2.07 0.55
2:C:188:VAL:HG13 2:C:223:ALA:HB3 1.89 0.55
1:A:2503:ARG:HH11 1:A:2507:LYS:CE 2.02 0.55
1:A:2408:ARG:HG2 1:A:2508:LEU:O 2.06 0.55
1:B:2146:PRO:0O 1:B:2147:ASN:HB2 2.07 0.55
1:B:2346:LEU:HD23 | 1:B:2353:ILE:HG13 1.88 0.54
2:D:95:GLU:HB2 2:D:140:GLN:HE21 1.72 0.54
2:C:269:SER:OG 2:C:270:ARG:N 2.41 0.54
2:C:117:ARG:O 2:C:118:ASN:CB 2.55 0.54
2:D:117:ARG:O 2:D:118:ASN:CB 2.55 0.54
1:B:2095:LYS:0O 1:B:2099:GLN:HG2 2.07 0.54
2:D:82:ASP:HB2 2:D:119:LEU:HD13 1.90 0.54
1:B:2282:GLN:HE21 | 2:D:316:VAL:HG11 1.72 0.54
1:B:1428:ALA:HB2 | 1:B:2395:ASN:HD21 1.72 0.54
1:A:2178:ASN:HD22 1:A:2180:HIS:H 1.56 0.54
1:A:1508: THR:O 1:A:1512:MET:HB2 2.08 0.54
1:B:2339:ARG:NH2 1:B:2343:ASN:HB3 2.22 0.54
2:D:54:ARG:HD2 2:D:323:SER:HB2 1.90 0.54
1:B:2082:GLN:HG2 1:B:2086:ARG:HD3 1.90 0.54
2:C:96:ASP:0O 2:C:98:ARG:N 2.37 0.53
2:D:96:ASP:O 2:D:98:ARG:N 2.38 0.53
1:B:1402:LEU:O 1:B:1405:GLN:HB2 2.08 0.53
1:A:1422:LYS:HE2 1:A:1581:GLU:HG3 1.90 0.53
1:B:1623:LEU:HG 1:B:1633: TRP:CZ3 2.43 0.53
2:C:195:TYR:CE2 2:C:215:LYS:HG3 2.43 0.53
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:A:1754:LEU:HD13 | 1:A:1775:TYR:CE2 2.43 0.53
1:B:2387:-MET:HE1 1:B:2396: TYR:CB 2.38 0.53

1:A:1590:MET:O 1:A:1594:HIS:HB2 2.09 0.53
1:A:1807:GLN:O 1:A:1810:ALA:HB3 2.08 0.53
1:B:2418:LEU:HD23 1:B:2421:PHE:CZ 2.43 0.53
1:A:1422:LYS:HE?2 1:A:1581:GLU:CG 2.39 0.53
1:A:1892:ILE:HD11 1:A:1903: THR:HA 1.90 0.53
1:A:1393:TYR:CZ 1:A:1422:LYS:HD2 2.44 0.53
1:A:2281:MET:HE1 2:C:222:TYR:CG 2.44 0.52
1:B:2530:LYS:HA 1:B:2530:LYS:CE 2.39 0.52
1:B:1508: THR:O 1:B:1512:MET:HB2 2.09 0.52
2:D:127:VAL:HG11 2:D:153:HIS:CE1 2.44 0.52
1:A:1698:TYR:O 1:A:1702:LYS:HG2 2.09 0.52
1:B:2178:ASN:HD22 1:B:2180:HIS:H 1.57 0.52
1:B:1807:GLN:O 1:B:1810:ALA:HB3 2.08 0.52
2:D:269:SER:OG 2:D:270:ARG:N 2.43 0.52
1:A:2056:ALA:HA 1:A:2059:GLU:HB2 1.90 0.52
1:B:1913:TYR:CB 1:B:1915:HIS:CE1 2.92 0.52
1:B:1590:-MET:O 1:B:1594:HIS:HB2 2.10 0.52
1:A:1393:TYR:O 1:A:1419:1LE:HD11 2.10 0.52
1:A:1415:SER:O 1:A:1419:1ILE:HG22 2.10 0.52
2:C:130:PRO:HD2 2:C:148:GLN:HB2 1.91 0.52
2:C:168:GLU:HB3 2:C:195:TYR:OH 2.10 0.52
1:A:1913:TYR:CB 1:A:1915:HIS:CE1 2.92 0.52
2:C:259:SER:HB2 2:C:261:LYS:HE3 1.92 0.52
2:C:38:VAL:HG11 2:C:68:TYR:CD2 2.44 0.52
1:A:2130:LEU:HD22 | 1:A:2156:ILE:HD13 1.91 0.52
2:D:72:SER:O 2:D:74:ASN:N 2.42 0.52
1:B:1698:TYR:O 1:B:1702:LYS:HG2 2.10 0.52
1:A:1701:MET:HE1 1:A:1716:HIS:C 2.30 0.52
1:A:1989:ASN:O 1:A:1993:LYS:HD2 2.09 0.52
1:A:2146:PRO:O 1:A:2147:ASN:HB2 2.10 0.52
1:B:2156:ILE:HG12 | 1:B:2174:LEU:HD22 1.92 0.51
1:A:1915:HIS:HE1 1:A:1919:VAL:HG11 1.75 0.51
1:B:1943:ILE:O 1:B:1987:ARG:NH2 2.39 0.51
1:A:2278:LEU:HD23 2:C:44:GLN:CG 2.35 0.51
2:C:137:HIS:CD2 2:C:138:PRO:HD2 2.46 0.51
1:B:1611:ARG:HG2 1:B:1614:ILE:HD12 1.93 0.51
1:A:1422:LYS:HG2 1:A:1580:GLY:C 2.31 0.51
1:B:1701:MET:HE1 1:B:1716:HIS:C 2.30 0.51
1:B:1698: TYR:CE2 1:B:1702:LYS:HD3 2.45 0.51
1:B:2037:LEU:HD22 | 1:B:2043:ASN:HD22 1.75 0.51
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:A:2378:ARG:NH1 | 1:A:2380:THR:HG21 2.25 0.51
1:B:2337:GLY:O 1:B:2339:ARG:NH1 2.44 0.51
2:C:72:SER:O 2:C:74:ASN:N 2.43 0.51
2:D:259:SER:HB2 2:D:261:LYS:HE3 1.92 0.51
1:A:2082:GLN:HG2 | 1:A:2086:ARG:HD3 1.93 0.51
2:D:76:ASN:CB 2:D:77:PRO:HD2 2.30 0.51
1:B:1938:VAL:O 1:B:1938:VAL:CG1 2.59 0.51
1:B:1643:VAL:HG12 | 1:B:1644:VAL:HG22 1.92 0.51
2:C:286:VAL:HB 2:C:318:LEU:CD1 2.40 0.50
1:B:1913:TYR:O 1:B:1915:HIS:CG 2.64 0.50
1:A:2530:LYS:CE 1:A:2530:LYS:HA 2.41 0.50
1:A:1698:TYR:CE2 1:A:1702:LYS:HD3 2.47 0.50
2:C:127:VAL:HG11 2:C:153:HIS:CE1 2.47 0.50
1:B:1660:CYS:HB2 1:B:1669:ALA:HB2 1.92 0.50
2:C:255:-MET:HE1 2:C:299:VAL:HG12 1.93 0.50
1:B:2428:ASN:HB3 | 1:B:2493:LEU:HD13 1.94 0.50
1:A:1717:-MET:HG3 1:A:1754:LEU:HG 1.92 0.50
1:A:2340:HIS:HB2 1:A:2341:PRO:HD2 1.94 0.50
2:C:271:GLY:HA2 2:C:290:SER:HB2 1.93 0.50
2:D:128:ASN:O 2:D:129:ALA:CB 2.59 0.50
1:A:2514:SER:OG 1:A:2517:ASP:HB2 2.12 0.50
2:C:168:GLU:N 2:C:169:PRO:CD 2.73 0.50
1:B:1393:TYR:CZ 1:B:1422:LYS:HD2 2.47 0.50
2:D:248:ARG:O 2:D:252:PHE:N 2.43 0.49
2:C:196:VAL:HG11 2:C:252:PHE:CZ 2.47 0.49
2:D:255:MET:HE1 2:D:299:VAL:HG12 1.94 0.49
1:A:1908:THR:O 1:A:1912:ASP:HB2 2.12 0.49
1:B:1466:LYS:O 1:B:1470:ASN:HB2 2.12 0.49
1:B:2340:HIS:HB2 1:B:2341:PRO:HD2 1.94 0.49
1:B:2278:LEU:HD23 2:D:44:GLN:CG 2.37 0.49
2:D:196:VAL:HG11 2:D:252:PHE:CZ 2.47 0.49
1:B:1686:ASP:O 1:A:2266:ARG:HG3 2.12 0.49
1:A:2298:ASP:HB2 1:A:2382:MET:HE1 1.94 0.49
1:B:2421:PHE:CD1 1:B:2430:ARG:NH2 2.71 0.49
2:C:53:ASP:HB2 2:C:55:SER:OG 2.12 0.49
1:B:1930:ILE:HD11 | 1:B:1934: THR:HG21 1.95 0.49
1:B:1621:GLU:C 1:B:1623:LEU:H 2.15 0.49
1:B:1629:ILE:HG22 | 1:B:1630:VAL:HG23 1.94 0.49
1:B:2285:GLU:HB2 2:D:272:TRP:CZ3 2.46 0.49
1:A:1784:ARG:O 1:A:1790:TRP:NE1 2.37 0.49
2:C:202:GLY:O 2:C:203:ILE:O 2.31 0.49
2:C:94:HIS:CE1 2:C:96:ASP:HB2 2.48 0.49
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:A:1913:TYR:O 1:A:1915:HIS:CG 2.65 0.49
2:C:219:HIS:NE2 2:C:237:THR:CG2 2.76 0.49

1:B:2130:LEU:HD22 | 1:B:2156:ILE:HD13 1.94 0.49
1:A:1621:GLU:C 1:A:1623:LEU:H 2.15 0.49
2:C:134:VAL:HG22 2:C:145:VAL:HG22 1.94 0.49
1:A:1466:LYS:O 1:A:1470:ASN:HB2 2.12 0.49
2:D:168:GLU:N 2:D:169:PRO:CD 2.74 0.49
1:B:2319:ASN:HB3 1:B:2352:LYS:HG2 1.94 0.49
1:A:1878:LEU:HD21 1:A:1918:ASP:CB 2.42 0.49
1:B:1930:ILE:HG12 1:B:1931:GLN:N 2.28 0.49
2:D:231:ASP:CB 2:D:233: THR:0G1 2.50 0.48
1:A:2298:ASP:HB2 1:A:2382:MET:HE2 1.94 0.48
2:C:128:ASN:O 2:C:129:ALA:CB 2.60 0.48
1:B:1628:ARG:HB2 1:B:1633: TRP:CD1 2.48 0.48
2:C:95:GLU:HB2 2:C:140:GLN:HE21 1.73 0.48
1:B:1980:SER:O 1:B:1988:HIS:HB2 2.13 0.48
1:B:1989:ASN:O 1:B:1993:LYS:HD2 2.13 0.48
1:B:1938:VAL:O 1:B:1938:VAL:HG13 2.13 0.48
2:C:98:ARG:HD2 2:C:115:ARG:HB2 1.96 0.48
2:D:306:ARG:HG2 2:D:307:GLU:H 1.78 0.48
2:D:41:GLN:O 2:D:42:ASP:HB2 2.13 0.48
1:A:1530:GLU:HA 1:A:1550:LEU:HD11 1.95 0.48
1:B:1393:TYR:O 1:B:1419:ILE:HD11 2.13 0.48
1:B:1734:THR:C 1:B:1736:ASP:H 2.13 0.48
1:B:1943:ILE:O 1:B:1946:ILE:HG13 2.14 0.48
1:B:2512:ASP:N 1:B:2512:ASP:0OD1 2.36 0.48
2:D:219:HIS:HE1 2:D:243: THR:HG22 1.77 0.48
1:A:1980:SER:O 1:A:1988:HIS:HB2 2.14 0.48
2:D:202:GLY:O 2:D:203:1ILE:O 2.32 0.48
1:A:2185:LEU:CD1 1:A:2239: TRP:HZ3 2.27 0.48
1:B:1428:ALA:HB2 1:B:2395:ASN:ND2 2.29 0.48
1:A:1608:VAL:O 1:A:1610:GLU:N 2.46 0.48
1:A:1628:ARG:HB2 1:A:1633: TRP:CD1 2.49 0.48
1:A:2428:ASN:HB3 | 1:A:2493:LEU:HD13 1.96 0.48
2:C:306:ARG:HG2 2:C:307:GLU:H 1.79 0.48
1:A:1970:GLN:NE2 1:A:2139:ALA:H 2.12 0.48
1:B:2281:MET:HA 1:B:2281:MET:CE 2.44 0.48
1:B:1649:ASP:HB2 1:B:1653: TRP:CD1 2.49 0.48
1:A:2421:PHE:CD1 1:A:2430:ARG:NH2 2.73 0.47
2:D:98:ARG:HD2 2:D:115:ARG:HB2 1.96 0.47
1:B:2208:LEU:HD22 1:B:2410:HIS:CG 2.49 0.47
1:A:2019:VAL:HG22 | 1:A:2126:VAL:HG12 1.96 0.47
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Atom-1 Atom-2 Distance(A) | Clash(A)

1:A:2418:LEU:HD23 1:A:2421:PHE:CZ 2.48 0.47
2:C:219:HIS:HE1 2:C:243: THR:HG22 1.78 0.47
1:B:2146:PRO:O 1:B:2147:ASN:CB 2.62 0.47
1:A:1649:ASP:HB2 1:A:1653: TRP:CD1 2.49 0.47
1:B:1754:LEU:HD13 | 1:B:1775:TYR:CE2 2.49 0.47
2:D:134:VAL:HG22 2:D:145:VAL:HG22 1.95 0.47
1:B:1908: THR:O 1:B:1912:ASP:HB2 2.14 0.47
2:D:289:SER:HB2 2:D:291:ASP:0OD1 2.14 0.47
1:A:2513:PHE:HB2 | 1:A:2519:LEU:HD11 1.97 0.47
1:B:1878:LEU:HD21 1:B:1918:ASP:CB 2.42 0.47
1:A:1643:VAL:HG12 | 1:A:1644:VAL:HG22 1.96 0.47
2:D:167:PRO:HD2 2:D:169:PRO:CG 2.33 0.47
1:A:2297:ASP:O 1:A:2300:ALA:N 2.48 0.47
1:B:1705: TRP:HZ2 1:B:1760:ASN:ND2 2.10 0.47
1:A:1943:1LE:O 1:A:1946:1LE:HG13 2.15 0.47
1:A:2408:ARG:NH2 1:A:2510:GLY:HA3 2.30 0.47
1:B:1684:GLN:HB3 1:B:1687:HIS:CD2 2.50 0.47
1:A:1428:ALA:HB2 1:A:2395:ASN:ND2 2.30 0.47
2:D:69:ASP:CB 2:D:78:ILE:HD11 2.38 0.47
1:A:2130:LEU:HD22 1:A:2156:ILE:CD1 2.45 0.47
1:B:2166:LYS:O 1:B:2166:LYS:HE2 2.15 0.47
1:A:1498:CYS:HA 1:A:1501: TRP:HD1 1.80 0.47
1:B:1498:CYS:HA 1:B:1501: TRP:HD1 1.79 0.47
1:A:1660:CYS:HB2 1:A:1669:ALA:HB2 1.97 0.47
1:B:2036:ARG:HD3 1:B:2036:ARG:HA 1.70 0.47
1:A:1791:HIS:O 1:A:1795:VAL:HG23 2.15 0.47
2:C:15:LEU:HD11 2:C:286:VAL:HG11 1.98 0.46
2:C:95:GLU:HB2 2:C:140:GLN:HE22 1.76 0.46
1:A:2281:MET:CE 2:C:222:TYR:CD2 2.98 0.46
1:A:1670:HIS:HE1 1:A:1681:PRO:CB 2.27 0.46
1:B:1594:HIS:HE1 1:B:1622: ARG:HD?2 1.80 0.46
1:B:1920:ASN:O 1:B:1924:VAL:HG23 2.14 0.46
2:D:219:HIS:NE2 2:D:237:THR:CG2 2.78 0.46
2:C:289:SER:HB2 2:C:291:ASP:OD1 2.15 0.46
2:D:165:LEU:HD23 2:D:210:LEU:HD12 1.97 0.46
1:B:1970:GLN:NE2 1:B:2139:ALA:H 2.12 0.46
1:A:1938:VAL:O 1:A:1938:VAL:CG1 2.63 0.46
2:C:159: THR:HB 2:C:161:HIS:HB2 1.96 0.46
1:B:2324:LEU:HA 1:B:2353:ILE:HG21 1.98 0.46
1:B:2390: THR:O 1:B:2390: THR:CG2 2.64 0.46
1:B:1705:TRP:CE3 1:B:1710:LYS:HB2 2.51 0.46
1:A:1440:PHE:HB3 1:A:1442:GLU:HB2 1.97 0.46
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Atom-1 Atom-2 Distance(A) | Clash(A)

1:B:1943:ILE:HD13 1:B:1975:PRO:HB2 1.98 0.46
1:B:1607:LEU:O 1:B:1609:PRO:HD3 2.15 0.46
1:A:1564:1ILE:HD13 | 1:A:1600:GLU:HG3 1.97 0.46
1:A:1684:GLN:HB3 1:A:1687:HIS:CD2 2.50 0.46
1:B:1881:THR:HG23 | 1:B:1909:LEU:HD22 1.98 0.46
1:B:2513:PHE:HB2 | 1:B:2519:LEU:HD11 1.98 0.46
1:B:2245:THR:HA 1:B:2345:-MET:HB3 1.96 0.46
2:C:28:GLN:O 2:C:28:GLN:HG3 2.16 0.46
1:A:1490:TRP:CE3 1:A:1519:ALA:HA 2.50 0.46
2:D:86:LYS:HE2 2:D:105:GLU:HB3 1.97 0.46
1:A:2339:ARG:HD3 1:A:2355:HIS:CE1 2.51 0.46
1:B:2208:LEU:HD22 1:B:2410:HIS:CD2 2.51 0.46
1:B:1501: TRP:HA 1:B:1503:LEU:HG 1.98 0.46
1:A:2345:MET:HG3 | 1:A:2354:LEU:HD23 1.98 0.46
1:A:1505:ASN:HB2 1:A:1508:THR:HB 1.97 0.46
2:C:287:THR:O 2:C:294:ALA:HA 2.16 0.46
1:A:2028:HIS:HE1 1:A:2112:SER:OG 1.99 0.46
1:B:2408:ARG:NH2 1:B:2510:GLY:HA3 2.31 0.46
2:D:159: THR:HB 2:D:161:HIS:HB2 1.97 0.46
1:B:1958:HIS:CE1 1:B:1990:ALA:HB1 2.51 0.46
1:A:1595:MET:HG2 | 1:A:1639:VAL:HG21 1.97 0.45
1:A:1973:1ILE:HG13 1:A:1973:1LE:H 1.57 0.45
1:B:1915:HIS:HE1 1:B:1919:VAL:HG11 1.81 0.45
2:C:86:LYS:HE2 2:C:105:GLU:HB3 1.97 0.45
2:D:159:THR:C 2:D:161:HIS:H 2.20 0.45
1:A:1473:ASP:HA 1:A:1474:PRO:HD2 1.83 0.45
1:B:2028:HIS:HE1 1:B:2112:SER:OG 1.99 0.45
1:B:2329:MET:SD 1:B:2404:MET:-HE?2 2.55 0.45
1:A:1943:1LE:HD13 1:A:1975:PRO:HB2 1.98 0.45
1:A:1594:HIS:HE1 1:A:1622:ARG:HD2 1.81 0.45
2:C:159:THR:C 2:C:161:HIS:H 2.20 0.45
1:B:2375:ILE:HA 1:B:2375:ILE:HD13 1.74 0.45
2:C:82:ASP:HB2 2:C:119:LEU:HD13 1.99 0.45
2:D:288:ALA:HB2 2:D:318:LEU:HG 1.98 0.45
1:B:1784:ARG:O 1:B:1790: TRP:NE1 2.39 0.45
1:B:1722:GLN:HA 1:B:1725:GLN:NE2 2.30 0.45
1:B:1478:LEU:O 1:B:1482:ARG:HG3 2.16 0.45
1:B:1697: THR:O 1:B:1701:MET:HG3 2.16 0.45
1:B:2339:ARG:NH2 1:B:2356:ILE:O 2.49 0.45
1:B:1473:ASP:HA 1:B:1474:PRO:HD2 1.83 0.45
1:A:1920:ASN:O 1:A:1924:VAL:HG23 2.15 0.45
2:C:258:LEU:HD22 2:C:297: TRP:CE3 2.51 0.45
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:B:1400:LYS:HG3 1:B:1416:LEU:HD13 1.99 0.45
2:D:169:PRO:CA 2:D:171:VAL:H 2.30 0.45
2:D:86:LYS:HB2 2:D:105:GLU:HB2 1.97 0.45
1:B:1710:LYS:NZ 1:B:1760:ASN:HD21 2.14 0.45

1:A:1977:THR:HG21 1:A:2013:SER:OG 2.17 0.45
1:B:1907:LEU:HD11 | 1:B:1938:VAL:HG13 1.99 0.45
1:A:2223:GLN:NE2 1:A:2352:LYS:HB2 2.30 0.45
2:C:288:ALA:HB2 2:C:318:LEU:HG 1.99 0.45
1:A:1915:HIS:CE1 1:A:1919:VAL:HG11 2.52 0.45
1:A:1432:VAL:HG22 | 1:A:2390: THR:HG21 1.98 0.45
1:B:1705:TRP:CZ2 1:B:1760:ASN:ND2 2.81 0.45
1:A:1938:VAL:O 1:A:1938:VAL:HG13 2.16 0.45
1:B:1973:ILE:HG13 1:B:1973:ILE:H 1.60 0.45
2:D:195:TYR:CE2 2:D:215:LYS:HG3 2.52 0.45
1:B:2223:GLN:NE2 1:B:2352:LYS:HB2 2.30 0.45
2:D:130:PRO:HD2 2:D:148:GLN:HB2 1.99 0.45
1:A:1501: TRP:HA 1:A:1503:LEU:HG 1.99 0.45
1:B:2281:MET:CE 2:D:222:TYR:CD2 3.00 0.44
2:D:240:ALA:HB1 2:D:272: TRP:CE2 2.52 0.44
2:D:242:GLN:NE2 2:D:261:LYS:HB3 2.33 0.44
1:B:1643:VAL:HG12 | 1:B:1644:VAL:CG2 2.47 0.44
1:B:1913:TYR:O 1:B:1915:HIS:ND1 2.50 0.44
1:A:2260:LEU:HD12 1:A:2261:LEU:N 2.33 0.44
1:A:2260:LEU:HD21 | 1:A:2266:ARG:NH1 2.32 0.44
1:A:1629:1LE:HG22 | 1:A:1630:VAL:HG23 2.00 0.44
2:D:271:GLY:HA2 2:D:290:SER:HB2 1.99 0.44
1:B:2408:ARG:HG2 1:B:2508:LEU:O 2.17 0.44
2:C:165:LEU:HD23 2:C:210:LEU:HD12 1.99 0.44
2:C:169:PRO:CA 2:C:171:VAL:H 2.31 0.44
2:C:21:ASP:HB3 2:C:313:LYS:HB2 2.00 0.44
1:B:2185:LEU:CD1 1:B:2239: TRP:HZ3 2.31 0.44
2:D:85:ASN:ND2 2:D:85:ASN:H 2.15 0.44
1:A:2430:ARG:H 1:A:2430:ARG:HG3 1.71 0.44
1:A:1930:ILE:HD11 | 1:A:1934:THR:HG21 2.00 0.44
1:A:2156:ILE:HG12 | 1:A:2174:LEU:HD22 2.00 0.44
1:B:2345:-MET:HG3 | 1:B:2354:.LEU:HD23 1.99 0.44
1:A:2245: THR:HA 1:A:2345:MET:HB3 1.99 0.44
1:B:2297:ASP:O 1:B:2300:ALA:N 2.51 0.44
1:B:2198:VAL:HG11 | 1:B:2358:PHE:CD2 2.53 0.44
1:B:1759:LEU:HD11 | 1:B:1796:MET:HE3 2.00 0.43
2:D:94:HIS:HE1 2:D:96:ASP:HB2 1.79 0.43
1:A:2375:1LE:HD12 1:A:2532:ALA:HA 2.00 0.43
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:B:1910: TRP:HD1 1:B:1910: TRP:O 2.01 0.43
1:B:2130:LEU:HD22 1:B:2156:ILE:CD1 2.49 0.43
1:A:1681:PRO:HG2 1:A:1683:ARG:HE 1.84 0.43
1:B:1802:LEU:HD22 1:B:1806:HIS:NE2 2.33 0.43
1:B:2019:VAL:HG22 | 1:B:2126:VAL:HG12 1.99 0.43

1:A:2095:LYS:HA 1:A:2098: THR:HG22 1.99 0.43
2:D:82:ASP:H 2:D:119:LEU:HD22 1.84 0.43
2:D:81:TYR:CD2 2:D:112:TRP:CE3 3.07 0.43
1:A:2036:ARG:HA 1:A:2036:ARG:HD3 1.71 0.43
1:B:1670:HIS:HE1 1:B:1681:PRO:HB3 1.82 0.43
1:A:2324:LEU:HA 1:A:2353:1LE:HG21 2.01 0.43
1:A:2146:PRO:O 1:A:2147:ASN:CB 2.66 0.43
2:D:203:ILE:HA 2:D:206:GLU:HG2 2.01 0.43
1:A:1478:LEU:O 1:A:1482:ARG:HG3 2.18 0.43
2:C:168:GLU:HB3 2:C:195:TYR:HH 1.84 0.43
2:D:86:LYS:CB 2:D:105:GLU:HB2 2.48 0.43
1:A:1666:LEU:HD13 1:A:1707:SER:HA 2.00 0.43
1:A:1999:CYS:C 1:A:2001:HIS:H 2.22 0.43
1:B:2307:SER:CB 1:B:2313: TRP:HB2 2.49 0.43
2:D:21:ASP:HB3 2:D:313:LYS:HB2 2.01 0.43
2:D:293:LEU:HD12 2:D:295:ARG:NH2 2.34 0.43
1:A:2285:GLU:HB2 2:C:272:TRP:CZ3 2.54 0.43
2:D:270:ARG:HA 2:D:270:ARG:HD2 1.76 0.43
2:C:203:ILE:HA 2:C:206:GLU:HG2 2.01 0.43
1:B:2168:ARG:CZ 1:B:2168:ARG:HB2 2.48 0.43
1:A:1705: TRP:CE3 1:A:1710:LYS:HB2 2.54 0.43
1:A:1705: TRP:HZ2 1:A:1760:ASN:ND2 2.10 0.43
1:A:1916:TRP:HA 1:A:1917:PRO:HD2 1.73 0.43
1:B:2297:ASP:O 1:B:2298:ASP:C 2.57 0.42
1:B:1807:GLN:O 1:B:1811:ARG:HG2 2.19 0.42
1:B:1605: TYR:CG 1:B:1643:VAL:HG11 2.54 0.42
2:D:68:TYR:CE2 2:D:77:PRO:HD3 2.54 0.42
1:B:1773:LEU:HG 1:B:1796:MET:HG3 2.01 0.42
1:A:2270:ARG:O 2:C:313:LYS:NZ 2.43 0.42
1:B:2093:ASN:HB3 1:B:2094:VAL:H 1.62 0.42
1:B:1505:ASN:HB2 1:B:1508: THR:HB 2.00 0.42
1:A:1518:ALA:HB2 1:A:1546:TYR:OH 2.19 0.42
1:A:2140:VAL:HG11 1:A:2182:PHE:CG 2.55 0.42
2:D:95:GLU:HB2 2:D:140:GLN:HE22 1.83 0.42
1:A:2168:ARG:HB2 1:A:2168:ARG:CZ 2.49 0.42
1:B:1914:GLY:HA3 1:B:1950:ARG:HE 1.84 0.42
1:A:2297:ASP:O 1:A:2298:ASP:C 2.57 0.42
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:A:1691:THR:HG23 | 1:A:1724:MET:HE1 2.02 0.42
1:A:2340:HIS:HB2 1:A:2341:PRO:CD 2.49 0.42
1:A:1722:GLN:HA 1:A:1725:GLN:NE2 2.34 0.42
2:C:262:SER:HB2 2:C:263:GLY:H 1.56 0.42
1:B:1905:ARG:HD3 1:B:1905:ARG:HA 1.75 0.42
1:A:2281:MET:CE 2:C:222:TYR:CE2 3.03 0.42
1:B:2340:HIS:HB2 1:B:2341:PRO:CD 2.49 0.42
1:B:1440:PHE:HB3 1:B:1442:GLU:HB2 2.00 0.42
2:D:287:THR:O 2:D:294:ALA:HA 2.19 0.42
2:D:44:GLN:HG3 2:D:44:GLN:H 1.42 0.42
2:C:17:THR:HB 2:C:311:HIS:CE1 2.47 0.42
1:B:2095:LYS:HA 1:B:2098: THR:HG22 2.00 0.42
1:A:1428:ALA:HB2 | 1:A:2395:ASN:HD21 1.83 0.42
1:A:1595:MET:O 1:A:1599:LEU:HB2 2.19 0.42
2:C:82:ASP:H 2:C:119:LEU:HD22 1.85 0.42
1:B:1433:LEU:HD23 | 1:B:1453:LEU:CD2 2.50 0.42
1:A:2187:-LYS:HD2 1:A:2237:ILE:CD1 2.50 0.42
2:D:17:THR:HB 2:D:311:HIS:CE1 2.47 0.42
1:A:2192:LEU:HD12 1:A:2235:GLY:CA 2.49 0.42
1:A:2307:SER:CB 1:A:2313: TRP:HB2 2.50 0.42
1:A:1495:GLN:O 1:A:1499:GLU:HB2 2.20 0.42
2:D:28:GLN:OE1 2:D:30:HIS:CE1 2.72 0.42
1:A:1400:LYS:HG3 | 1:A:1416:LEU:HD13 2.02 0.42
1:A:1393:TYR:CE2 1:A:1422:LYS:HD2 2.55 0.42
2:D:15:LEU:HD11 2:D:286:VAL:HG11 2.02 0.42
1:B:1943:ILE:HG12 1:B:1946:ILE:HD11 2.02 0.42
1:A:1726:GLN:HA 1:A:1729:GLN:HG2 2.01 0.42
1:B:1591:VAL:HG21 | 1:B:1632:ASP:OD1 2.20 0.42
1:A:2134:ARG:O 1:A:2135:ASP:C 2.58 0.42
1:B:1938:VAL:HG22 | 1:B:1941:GLN:HE21 1.85 0.42
1:B:1778:ALA:O 1:B:1782:HIS:CD2 2.62 0.42
1:B:2336:LEU:HG 1:B:2339:ARG:HH11 1.85 0.42
2:C:294:ALA:HB3 2:C:308: TYR:HB2 2.02 0.42
2:D:135:CYS:SG 2:D:178:ILE:HG22 2.60 0.42
1:A:1762:GLN:HB2 | 1:A:1768: THR:HG21 2.01 0.42
1:A:1618:ILE:H 1:A:1618:ILE:HG13 1.73 0.42
1:A:1502: THR:HG22 | 1:A:1504:VAL:HG23 2.01 0.42
2:C:86:LYS:HB2 2:C:105:GLU:HB2 2.00 0.41
1:A:1552:LEU:HD22 | 1:A:1602:VAL:HG12 2.02 0.41
1:B:2368:ARG:HD2 1:B:2370:LYS:O 2.20 0.41
2:D:258:LEU:HD22 2:D:297: TRP:CE3 2.54 0.41
1:A:2160:LEU:HD22 1:A:2172:LEU:HA 2.02 0.41

Continued on next page...




Page 25

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Atom-1 Atom-2 Distance(A) | Clash(A)
1:A:2503:ARG:O 1:A:2507:-LYS:HG3 2.20 0.41
2:C:69:ASP:CB 2:C:78:ILE:HD11 2.43 0.41
1:A:1734:THR:C 1:A:1736:ASP:N 2.71 0.41

1:A:1943:ILE:HG12 | 1:A:1946:1LE:HD11 2.02 0.41
2:C:159:THR:C 2:C:161:HIS:N 2.72 0.41
1:A:2380: THR:HG22 1:A:2383:LEU:CG 2.49 0.41
1:A:1583:TYR:C 1:A:1585:ARG:N 2.72 0.41
2:C:255:MET:CE 2:C:299:VAL:HG12 2.50 0.41
1:B:2260:LEU:HD21 | 1:B:2266:ARG:NH1 2.35 0.41
1:A:2344:LEU:CD1 1:A:2353:1LE:HD11 2.44 0.41
1:B:1629:ILE:O 1:B:1630:VAL:C 2.59 0.41
2:C:28:GLN:OE1 2:C:30:HIS:CE1 2.73 0.41
1:A:1905:ARG:HA 1:A:1905:ARG:HD3 1.77 0.41
2:C:168:GLU:OE1 2:C:189:ASN:ND2 2.52 0.41
1:B:2380: THR:CG2 1:B:2383:LEU:HG 2.48 0.41
2:C:28:GLN:NE2 2:C:31:SER:OG 2.54 0.41
2:D:159: THR:C 2:D:161:HIS:N 2.72 0.41
1:B:1910: TRP:C 1:B:1910: TRP:CD1 2.94 0.41
1:A:1881:THR:HG23 | 1:A:1909:LEU:HD22 2.02 0.41
1:B:2268:MET:HG3 | 1:B:2290:ALA:HB2 2.01 0.41
1:A:1914:GLY:HA3 1:A:1950:ARG:HE 1.85 0.41
1:B:1916: TRP:HA 1:B:1917:PRO:HD2 1.74 0.41
1:B:2053:PRO:O 1:B:2057:MET:HB2 2.20 0.41
1:A:1910:TRP:O 1:A:1910:TRP:HD1 2.04 0.41
2:C:102: THR:O 2:C:109:ALA:HA 2.20 0.41
2:D:75:PRO:HB2 2:D:76:ASN:H 1.63 0.41
1:B:2297:ASP:O 1:B:2299:LEU:N 2.53 0.41
1:B:2339:ARG:HD3 1:B:2355:HIS:CE1 2.55 0.41
1:B:1583:TYR:C 1:B:1585:ARG:N 2.73 0.41
1:A:1907:LEU:HD11 | 1:A:1938:VAL:HG13 2.03 0.41
1:A:2251:ARG:HG2 | 1:A:2251:ARG:HH11 1.86 0.41
1:B:2307:SER:OG 1:B:2313: TRP:HB2 2.21 0.41
1:B:1948: THR:HG22 1:B:1950:ARG:H 1.86 0.41
2:D:28:GLN:HE21 2:D:33:ILE:HD12 1.85 0.41
1:B:1977: THR:HG21 1:B:2013:SER:OG 2.21 0.41
1:A:2268:MET:HG3 | 1:A:2290:ALA:HB2 2.02 0.41
1:B:1999:CYS:C 1:B:2001:HIS:H 2.24 0.41
2:C:85:ASN:H 2:C:85:ASN:ND2 2.19 0.41
2:D:188:VAL:HG13 2:D:223:ALA:CB 2.48 0.41
1:A:1892:1ILE:HG21 1:A:1930:ILE:HD11 2.03 0.41
1:A:2339:ARG:NH2 1:A:2356:ILE:O 2.53 0.41
2:D:68:TYR:HE2 2:D:77:PRO:HD3 1.86 0.41

Continued on next page...
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:A:1874:SER:O 1:A:1878:LEU:HB2 2.21 0.41
1:B:1874:SER:O 1:B:1878:LEU:HB2 2.21 0.41
1:A:1807:GLN:O 1:A:1811:ARG:HG2 2.21 0.41
2:D:255:MET:CE 2:D:299:VAL:HG12 2.50 0.41
2:D:39:GLN:HB3 2:D:41:GLN:NE2 2.36 0.41

2:D:165:LEU:HD11 2:D:197:TRP:CH2 2.56 0.41
1:A:1488:GLY:HA3 1:A:1634:GLN:OE1 2.21 0.41
1:B:2160:LEU:HD22 1:B:2172:LEU:HA 2.02 0.41
2:C:81:'TYR:CD2 2:C:112: TRP:CE3 3.09 0.41
1:A:2500:1ILE:O 1:A:2504:VAL:HG23 2.20 0.41
1:B:2332:TYR:CZ 1:B:2507:LYS:HD3 2.56 0.41
2:C:270:ARG:HD2 2:C:270:ARG:HA 1.77 0.41
1:B:2268:MET:HG2 | 1:B:2286:VAL:HG12 2.03 0.41
1:A:2363:GLU:OE1 1:A:2363:GLU:HA 2.21 0.40
1:B:1691: THR:HG23 | 1:B:1724:MET:HE1 2.02 0.40
1:B:1681:PRO:HG2 1:B:1683:ARG:HE 1.86 0.40
1:B:1502: THR:HG22 | 1:B:1504:VAL:HG23 2.03 0.40
1:A:2053:PRO:O 1:A:2057:MET:HB2 2.21 0.40
1:B:2363:GLU:OE1 1:B:2363:GLU:HA 2.21 0.40
2:C:98:ARG:O 2:C:98:ARG:HG3 2.20 0.40
2:D:239:SER:OG 2:D:240:ALA:N 2.54 0.40
1:B:1450: TYR:HB2 1:B:1459:ALA:HB2 2.02 0.40
1:B:1595:MET:O 1:B:1599:LEU:HB2 2.21 0.40
1:B:1497:CYS:SG 1:B:1516:ALA:CB 3.09 0.40
1:B:1470:ASN:HB3 1:B:1471:LYS:H 1.59 0.40
2:D:28:GLN:O 2:D:28:GLN:HG3 2.21 0.40
1:A:1910: TRP:CD1 1:A:1910: TRP:C 2.95 0.40
1:A:1895:SER:HB2 1:A:1899:ASN:HB3 2.02 0.40
1:A:2329:MET:SD 1:A:2404:MET:HE2 2.61 0.40
1:A:1423:LEU:HA 1:A:1423:LEU:HD12 1.96 0.40
1:B:2134:ARG:O 1:B:2135:ASP:C 2.60 0.40
2:D:185:MET:HB2 2:D:199:LEU:HD21 2.03 0.40
1:B:2298:ASP:HB2 1:B:2382:MET:HE1 2.00 0.40
1:A:1710:LYS:NZ 1:A:1760:ASN:HD21 2.19 0.40
2:C:86:LYS:CB 2:C:105:GLU:HB2 2.51 0.40
1:B:1574:GLU:HG2 | 1:B:1585:ARG:HH22 1.86 0.40
1:A:1691: THR:CG2 1:A:1691: THR:O 2.70 0.40
1:A:2166:LYS:O 1:A:2166:LYS:HE2 2.21 0.40
1:B:2121:LEU:HA 1:B:2121:LEU:HD23 1.88 0.40
1:A:2408:ARG:CG 1:A:2508:LEU:O 2.67 0.40
1:B:1732:ILE:HD13 1:B:1740:LYS:HB2 2.02 0.40

All (6) symmetry-related close contacts are listed below. The label for Atom-2 includes the sym-
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metry operator and encoded unit-cell translations to be applied.

Atom-1 Atom-2 Distance(A) | Clash(A)
1:A:1607:LEU:N | 1:A:1609:PRO:0O[2_554 1.39 0.81
1:A:1607:LEU:CA | 1:A:1609:PRO:0[2_554 1.77 0.43
1:A:1608:VAL:O | 1:A:1608:VAL:0[2_554] 1.84 0.36
1:A:1606:LYS:C | 1:A:1609:PRO:0[2_554] 1.92 0.28
1:A:1607:LEU:N | 1:A:1609:PRO:C[2_554] 2.13 0.07
1:A:1607:LEU:C | 1:A:1609:PRO:0[2_554] 2.14 0.06

5.3 Torsion angles

5.3.1 Protein backbone (i)

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 A 1052/1174 (90%) | 938 (89%) | 85 (8%) | 29 (3%) 8 48
1 B 1052/1174 (90%) | 940 (89%) | 84 (8%) | 28 (3%) 8l 49
2 C 315/326 (97%) | 270 (86%) | 31 (10%) | 14 (4%) 32
2 D 315/326 (97%) | 273 (87%) | 27 (9%) | 15 (5%) 30
All All 2734/3000 (91%) | 2421 (89%) | 227 (8%) | 86 (3%) 45

All (86) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 B 1630 VAL
1 B 1650 | MET
1 B 1937 | GLN
1 B 1970 | GLN
1 B 2094 VAL
1 B 2298 ASP
1 B 2364 VAL
2 D 73 ASN
2 D 74 ASN
2 D 97 GLY
2 D 118 ASN
2 D 169 PRO
2 D 203 ILE

Continued on next page...
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Mol | Chain | Res | Type
2 D 269 SER
1 A 1630 VAL
1 A 1650 | MET
1 A 1937 | GLN
1 A 1970 | GLN
1 A 2094 VAL
1 A 2298 ASP
1 A 2364 VAL
2 C 73 ASN
2 C 74 ASN
2 C 97 GLY
2 C 118 ASN
2 C 169 PRO
2 C 203 ILE
2 C 269 SER
1 B 1444 | GLU
1 B 1735 GLU
1 B 1786 | TRP
1 B 1914 GLY
1 B 2093 ASN
2 D 35 THR
2 D 75 PRO
2 D 160 ASP
2 D 167 PRO
2 D 204 GLY
1 A 1444 | GLU
1 A 1735 GLU
1 A 1786 | TRP
1 A 1914 GLY
1 A 2093 ASN
2 C 35 THR
2 C 75 PRO
2 C 167 PRO
2 C 204 GLY
1 B 1445 ILE
1 B 1470 ASN
1 B 1525 GLN
1 B 1682 SER
1 B 1707 SER
1 A 1445 ILE
1 A 1525 GLN
1 A 1609 | PRO

Continued on next page...
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Mol | Chain | Res | Type
1 A 1682 SER
1 A 1707 SER
1 A 2000 | GLU
1 A 2135 ASP
2 C 160 ASP
1 B 1680 ASP
1 B 2000 | GLU
1 B 2135 ASP
1 B 2147 | ASN
1 B 2391 GLY
2 D 129 ALA
1 A 1470 ASN
1 A 1680 ASP
1 A 2147 |  ASN
1 A 2391 GLY
2 C 129 ALA
1 B 1681 PRO
1 B 2362 PHE
2 D 208 THR
1 A 1454 HIS
1 A 1681 PRO
1 B 1454 HIS
1 B 1609 | PRO
1 A 1784 | ARG
1 B 1473 ASP
1 A 1473 ASP
1 B 1426 | PRO
1 A 1426 | PRO
1 A 1608 VAL
2 C 310 GLY
2 D 310 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 A 931/1024 (91%) | 848 (91%) 83 (9%) 147 51

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 B 931/1024 (91%) | 845 (91%) 86 (9%) 131 48
2 C 269/276 (98%) 230 (86%) | 39 (14%) 23
2 D 269/276 (98%) 229 (85%) | 40 (15%) 21
All All 2400/2600 (92%) | 2152 (90%) | 248 (10%) 41

All (248) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 B 1402 LEU
1 B 1417 ILE
1 B 1420 ASN
1 B 1443 LEU
1 B 1457 GLU
1 B 1501 TRP
1 B 1509 GLN
1 B 1535 | MET
1 B 1540 | THR
1 B 1541 HIS
1 B 1590 | MET
1 B 1593 CYS
1 B 1603 ILE
1 B 1605 TYR
1 B 1608 VAL
1 B 1630 VAL
1 B 1644 VAL
1 B 1650 | MET
1 B 1685 LEU
1 B 1740 LYS
1 B 1768 | THR
1 B 1780 | THR
1 B 1872 ASP
1 B 1890 | ARG
1 B 1896 | ARG
1 B 1898 ASN
1 B 1899 ASN
1 B 1916 TRP
1 B 1930 ILE
1 B 1932 ILE
1 B 1938 VAL
1 B 1956 LEU
1 B 1968 HIS

Continued on next page...
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Mol | Chain | Res | Type
1 B 1973 ILE
1 B 1984 | THR
1 B 1985 | THR
1 B 2005 LEU
1 B 2011 | MET
1 B 2036 | ARG
1 B 2068 | THR
1 B 2072 GLN
1 B 2076 | ARG
1 B 2078 LEU
1 B 2090 LYS
1 B 2093 ASN
1 B 2095 LYS
1 B 2102 ASP
1 B 2123 LEU
1 B 2138 LEU
1 B 2152 | ARG
1 B 2154 | GLN
1 B 2161 GLN
1 B 2164 | THR
1 B 2166 LYS
1 B 2168 | ARG
1 B 2173 | THR
1 B 2178 ASN
1 B 2181 GLU
1 B 2185 LEU
1 B 2189 HIS
1 B 2195 ASP
1 B 2214 | THR
1 B 2224 | ARG
1 B 2228 ILE
1 B 2244 ASP
1 B 2260 LEU
1 B 2266 | ARG
1 B 2281 | MET
1 B 2301 LYS
1 B 2318 | THR
1 B 2342 SER
1 B 2347 ASP
1 B 2363 | GLU
1 B 2378 | ARG
1 B 2385 ASN

Continued on next page...
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Mol | Chain | Res | Type
1 B 2390 | THR
1 B 2397 | ARG
1 B 2408 | ARG
1 B 2430 | ARG
1 B 2431 LEU
1 B 2432 | MET
1 B 2503 | ARG
1 B 2512 ASP
1 B 2515 HIS
1 B 2530 LYS
1 B 2548 PHE
2 D 10 SER
2 D 13 VAL
2 D 37 THR
2 D 44 GLN
2 D 53 ASP
2 D 74 ASN
2 D 80 SER
2 D 84 VAL
2 D 85 ASN
2 D 86 LYS
2 D 90 SER
2 D 91 VAL
2 D 128 ASN
2 D 135 CYS
2 D 159 THR
2 D 160 ASP
2 D 162 ASN
2 D 164 GLN
2 D 166 ILE
2 D 168 GLU
2 D 169 PRO
2 D 170 GLU
2 D 171 VAL
2 D 173 ILE
2 D 174 THR
2 D 183 SER
2 D 214 THR
2 D 215 LYS
2 D 242 GLN
2 D 243 THR
2 D 248 ARG

Continued on next page...
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Mol | Chain | Res | Type
2 D 259 SER
2 D 261 LYS
2 D 262 SER
2 D 269 SER
2 D 286 VAL
2 D 287 THR
2 D 289 SER
2 D 301 THR
2 D 312 GLN
1 A 1417 ILE
1 A 1420 ASN
1 A 1443 LEU
1 A 1457 | GLU
1 A 1501 TRP
1 A 1509 | GLN
1 A 1540 | THR
1 A 1541 HIS
1 A 1590 | MET
1 A 1593 CYS
1 A 1603 ILE
1 A 1605 | TYR
1 A 1608 VAL
1 A 1630 VAL
1 A 1644 VAL
1 A 1650 | MET
1 A 1680 ASP
1 A 1685 LEU
1 A 1740 LYS
1 A 1768 | THR
1 A 1780 | THR
1 A 1872 ASP
1 A 1878 LEU
1 A 1896 | ARG
1 A 1898 ASN
1 A 1899 ASN
1 A 1916 | TRP
1 A 1930 ILE
1 A 1932 ILE
1 A 1938 VAL
1 A 1956 LEU
1 A 1968 HIS
1 A 1973 ILE

Continued on next page...
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Mol | Chain | Res | Type
1 A 1984 | THR
1 A 1985 | THR
1 A 2005 LEU
1 A 2011 | MET
1 A 2036 | ARG
1 A 2068 | THR
1 A 2072 GLN
1 A 2076 | ARG
1 A 2078 LEU
1 A 2090 LYS
1 A 2093 ASN
1 A 2095 LYS
1 A 2102 ASP
1 A 2123 LEU
1 A 2138 LEU
1 A 2152 | ARG
1 A 2154 | GLN
1 A 2164 | THR
1 A 2166 LYS
1 A 2168 | ARG
1 A 2173 | THR
1 A 2178 ASN
1 A 2181 GLU
1 A 2185 LEU
1 A 2189 HIS
1 A 2195 ASP
1 A 2214 | THR
1 A 2224 | ARG
1 A 2228 ILE
1 A 2244 ASP
1 A 2260 LEU
1 A 2266 | ARG
1 A 2281 | MET
1 A 2297 ASP
1 A 2301 LYS
1 A 2342 SER
1 A 2347 ASP
1 A 2363 | GLU
1 A 2378 | ARG
1 A 2385 ASN
1 A 2390 | THR
1 A 2408 | ARG

Continued on next page...
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Mol | Chain | Res | Type
1 A 2430 | ARG
1 A 2431 LEU
1 A 2432 | MET
1 A 2503 | ARG
1 A 2512 ASP
1 A 2515 HIS
1 A 2530 LYS
1 A 2548 PHE
2 C 10 SER
2 C 13 VAL
2 C 37 THR
2 C 44 GLN
2 C 53 ASP
2 C 74 ASN
2 C 80 SER
2 C 84 VAL
2 C 85 ASN
2 C 86 LYS
2 C 90 SER
2 C 91 VAL
2 C 128 ASN
2 C 135 CYS
2 C 159 THR
2 C 160 ASP
2 C 162 ASN
2 C 164 GLN
2 C 166 ILE
2 C 168 GLU
2 C 169 PRO
2 C 170 GLU
2 C 173 ILE
2 C 174 THR
2 C 175 SER
2 C 183 SER
2 C 214 THR
2 C 242 GLN
2 C 243 THR
2 C 248 ARG
2 C 259 SER
2 C 261 LYS
2 C 262 SER
2 C 269 SER

Continued on next page...
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Mol | Chain | Res | Type
2 C 286 VAL
2 C 287 THR
2 C 289 SER
2 C 301 THR
2 C 312 GLN

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (81) such
sidechains are listed below:

Mol | Chain | Res | Type
1 B 1594 HIS
1 B 1670 HIS
1 B 1687 HIS
1 B 1695 GLN
1 B 1730 HIS
1 B 1760 ASN
1 B 1782 HIS
1 B 1898 ASN
1 B 1941 GLN
1 B 1970 | GLN
1 B 2003 ASN
1 B 2028 HIS
1 B 2082 GLN
1 B 2093 ASN
1 B 2154 | GLN
1 B 2161 GLN
1 B 2189 HIS
1 B 2223 | GLN
1 B 2247 HIS
1 B 2289 HIS
1 B 2293 ASN
1 B 2395 ASN
1 B 2502 ASN
2 D 22 HIS
2 D 30 HIS
2 D 40 HIS
2 D 41 GLN
2 D 63 GLN
2 D 85 ASN
2 D 94 HIS
2 D 118 ASN
2 D 128 ASN
2 D 132 ASN

Continued on next page...
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Mol | Chain | Res | Type
2 D 137 HIS
2 D 140 GLN
2 D 153 HIS
2 D 161 HIS
2 D 198 ASN
2 D 242 GLN
2 D 311 HIS
2 D 312 GLN
1 A 1594 HIS
1 A 1670 HIS
1 A 1687 HIS
1 A 1695 GLN
1 A 1719 HIS
1 A 1760 ASN
1 A 1782 HIS
1 A 1898 ASN
1 A 1941 GLN
1 A 1970 | GLN
1 A 2001 HIS
1 A 2003 ASN
1 A 2028 HIS
1 A 2082 GLN
1 A 2093 ASN
1 A 2154 | GLN
1 A 2161 GLN
1 A 2189 HIS
1 A 2223 | GLN
1 A 2247 HIS
1 A 2289 HIS
1 A 2293 ASN
1 A 2395 ASN
2 C 22 HIS
2 C 30 HIS
2 C 40 HIS
2 C 41 GLN
2 C 63 GLN
2 C 85 ASN
2 C 94 HIS
2 C 118 ASN
2 C 128 ASN
2 C 132 ASN
2 C 137 HIS

Continued on next page...
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Mol | Chain | Res | Type
2 C 153 HIS
2 C 161 HIS
2 C 198 ASN
2 C 242 GLN
2 C 311 HIS
2 C 312 GLN

5.3.3 RNA (D

There are no RNA chains 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 carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 6 ligands modelled in this entry, 4 are monoatomic - leaving 2 for Mogul analysis.

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

. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link Counts | RMSZ | #|Z| > 2 | Counts | RMSZ | #|Z| > 2
AGS A 3000 4 33,33,33 | 2.25 | 6 (18%) | 52,52,52 | 2.48 | 12 (23%)
AGS B 3000 4 33,33,33 | 2.32 | 6 (18%) | 52,52,52 | 2.66 | 11 (21%)

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

no outliers of that kind were identified.

- means
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
3 | AGS | A |3000] 4 - 0/21/38/38 | 0/1/3/3
3 | AGS| B |3000] 4 - 0/21/38/38 | 0/1/3/3

All (12) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
3 A 3000 | AGS | PG-S1G | 10.43 2.09 1.90
3 B 3000 | AGS | PG-S1G | 10.39 2.09 1.90
3 B 3000 | AGS | C4-N9 | -3.34 1.32 1.37
3 B 3000 | AGS | PG-O3G | -3.13 1.50 1.56
3 B 3000 | AGS C5-C4 3.02 1.47 1.40
3 A 3000 | AGS C5-C4 2.96 1.47 1.40
3 A 3000 | AGS | PG-03G | -2.93 1.50 1.56
3 A 3000 | AGS | PG-02G | 2.87 1.63 1.56
3 B 3000 | AGS | PG-O3B | 2.84 1.63 1.60
3 B 3000 | AGS | PG-O02G | 2.84 1.63 1.56
3 A 3000 | AGS | C4-N9 | -2.67 1.33 1.37
3 A 3000 | AGS | PG-O3B | 2.53 1.63 1.60

All (23) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(?)
3 B 3000 | AGS | O3B-PG-S1G | -14.49 108.10 114.53
3 A 3000 | AGS | O3B-PG-S1G | -10.72 109.77 114.53
3 A 3000 | AGS N3-C2-N1 -6.90 122.94 128.71
3 B 3000 | AGS N3-C2-N1 -6.28 123.46 128.71
3 A 3000 | AGS N3-C4-N9 5.18 134.78 125.43
3 B 3000 | AGS N3-C4-N9 4.69 133.90 125.43
3 A 3000 | AGS | PA-O3A-PB | -4.38 118.84 131.68
3 B 3000 | AGS 04’-C1’-N9 4.05 112.20 108.44
3 A 3000 | AGS | O3G-PG-S1G | -3.63 108.90 112.73
3 A 3000 | AGS C4-Ch-N7 -3.47 106.55 109.52
3 A 3000 | AGS 04’-C1-N9 3.43 111.63 108.44
3 A 3000 | AGS | PB-O3B-PG | -3.24 120.73 131.81
3 A 3000 | AGS C5-C4-N3 -3.09 118.96 125.70
3 B 3000 | AGS | O2G-PG-S1G | -2.86 109.71 112.73
3 A 3000 | AGS | C3-C2-C1" | 2.80 105.29 100.91
3 B 3000 | AGS | PA-O3A-PB | -2.73 123.66 131.68
3 B 3000 | AGS C5-C4-N3 -2.69 119.85 125.70
3 A 3000 | AGS C2-N3-C4 2.62 121.47 114.01
3 B 3000 | AGS C4-C5h-N7 -2.53 107.36 109.52
3 B 3000 | AGS | PB-O3B-PG | -2.46 123.40 131.81
3 A 3000 | AGS C8-N9-C4 2.37 108.71 106.90

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

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(?)
3 B 3000 | AGS C2-N3-C4 2.15 120.12 114.01
3 B 3000 | AGS C3-C2-C1’ 2.12 104.23 100.91

There are no chirality outliers.
There are no torsion outliers.

There are no ring outliers.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues

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

6.1 Protein, DNA and RNA chains (i)

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

Mol | Chain | Analysed | <RSRZ> #RSRZ>2 OWAB(A?) [ Q<0.9
1 A | 1058/1174 (90%) | 0.04 | 14 (1%) 74 27 | 30, 64, 156, 230
1 B | 1058/1174 (90%) | -0.00 | 11 (1%) |79 33 | 25, 54, 134, 177
2 C 317/326 (97%) -0.03 1 (0%) ! 63 | 36, 63, 113, 157
2 D 317/326 (97%) -0.07 o [1oo] [100 27, 43, 94, 127

All | Al | 2750/3000 (91%) 0.00 |26 (0%) 81| 37 | 25,57, 143, 230

o | oo |Oo | O

All (26) RSRZ outliers are listed below:

<
)

Chain | Res | Type | RSRZ
1599 | LEU 4.1
1580 | GLY 3.7
1385 | GLU 3.5
1581 | GLU 3.2
2434 | THR 3.2
1581 | GLU 3.1
1607 | LEU 3.0
1579 | ALA 2.8
2433 | ASP 2.7
1469 | THR 2.7
1385 | GLU 2.6
1577 | ALA 2.6
1610 | GLU 2.5
1596 | LEU 2.4
119 | LEU 2.3
1578 | MET 2.3
1603 | ILE 2.3
1504 | VAL 2.3
2090 | LYS 2.2
2436 | THR 2.2
2435 | ASN 2.2

Continued on next page...
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Mol | Chain | Res | Type | RSRZ
1 B 1868 | LYS 2.2
1 B 1587 | TYR 2.2
1 A 2434 | THR 2.1
1 A 1868 | LYS 2.0
1 B 2436 | THR 2.0

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 carbohydrates in this entry.

6.4 Ligands (i)

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. LLDF column lists the quality of electron
density of the group with respect to its neighbouring residues in protein, DNA or RNA chains.
The B-factors column lists the minimum, median, 95" percentile and maximum values of B factors
of atoms in the group. The column labelled ‘Q< 0.9 lists the number of atoms with occupancy
less than 0.9.

Mol | Type | Chain | Res | Atoms | RSR | LLDF | B-factors(A2) | Q<0.9
1 | MG A 3002 1/1 | 022 | 0.04 72.72.72,72 0
4 MG B 3001 1/1 0.20 -0.02 63,63,63,63 0
4 MG A 3001 1/1 0.18 -0.15 66,66,66,66 0
3 AGS B 3000 | 31/31 | 0.20 | -0.37 50,56,79,84 0
3 AGS A 3000 | 31/31 | 0.18 | -1.00 51,60,81,85 0
i | MG B |3002| 1/1 | 012 | 291 | 69,69,69,69 0
6.5 Other polymers (i)
There are no such residues in this entry.
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