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

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

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

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

The reported resolution of this entry is 3.35 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 (r— (251
Clashscore - 3
Ramachandran outliers . 7 .6%
Sidechain outliers D (5.8%
RSRZ outliers I | I 3.7
Worse Better

I Percentile relative to all X-ray structures

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

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Rree 130704 1558 (3.42-3.30)
Clashscore 141614 1627 (3.42-3.30)
Ramachandran outliers 138981 1599 (3.42-3.30)
Sidechain outliers 138945 1598 (3.42-3.30)
RSRZ outliers 127900 1507 (3.42-3.30)

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
5%
_ —
1 A 7T 23% 55% 15% = 5%
3%
_
1 B T 23% 55% 5% 5%
3%
_
1 C 77 23% 56% 5% 5%
3%
_
1 D 777 23% 56% 5% < 5%
7%
_ —
1 E 77 23% 55% 15% -« 5%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
5%
_ |
1 F T 24% 55% 15% - 5%
%
2 149 . 24% 61% 13% .
%
— |
2 P 149 2% 64% 2% -
%
2 Q 149 23% 62% 13% -
%
— __
2 R 149 21% 63% 13% -
3%
_ __
2 S 149 22% 63% 13% -
%
2 T 149 23% 62% 13% -
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2 Entry composition (i)

There are 6 unique types of molecules in this entry. The entry contains 43044 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 Calmodulin-sensitive adenylate cyclase.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L A 735 ngt;;l 38028 9155 1 ?63 g 0 0 0
L B 735 rgggzl 35?28 915315 1 333 2 0 0 0
L ¢ 735 ggg;l 35?28 9155 1 833 2 0 0 0
L) D | o sms s 16 6 ’ / !
L . 735 ggft)a; 38028 915\;5 1 1%3 g 0 0 0
L s 735 gggzl 38C28 915\;5 1 %3 2 0 0 0

There are 54 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A 24 MET - initiating methionine | UNP P40136
A 25 HIS - expression tag UNP P40136
A 26 HIS - expression tag UNP P40136
A 27 HIS - expression tag UNP P40136
A 28 HIS - expression tag UNP P40136
A 29 HIS - expression tag UNP P40136
A 30 HIS - expression tag UNP P40136
A 31 ALA - cloning artifact UNP P40136
A 32 ALA - cloning artifact UNP P40136
B 24 MET - initiating methionine | UNP P40136
B 25 HIS - expression tag UNP P40136
B 26 HIS - expression tag UNP P40136
B 27 HIS - expression tag UNP P40136
B 28 HIS - expression tag UNP P40136
B 29 HIS - expression tag UNP P40136
B 30 HIS - expression tag UNP P40136
B 31 ALA - cloning artifact UNP P40136

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

Chain | Residue | Modelled | Actual Comment Reference
B 32 ALA - cloning artifact UNP P40136
C 24 MET - initiating methionine | UNP P40136
C 25 HIS - expression tag UNP P40136
C 26 HIS - expression tag UNP P40136
C 27 HIS - expression tag UNP P40136
C 28 HIS - expression tag UNP P40136
C 29 HIS - expression tag UNP P40136
C 30 HIS - expression tag UNP P40136
C 31 ALA - cloning artifact UNP P40136
C 32 ALA - cloning artifact UNP P40136
D 24 MET - initiating methionine | UNP P40136
D 25 HIS - expression tag UNP P40136
D 26 HIS - expression tag UNP P40136
D 27 HIS - expression tag UNP P40136
D 28 HIS - expression tag UNP P40136
D 29 HIS - expression tag UNP P40136
D 30 HIS - expression tag UNP P40136
D 31 ALA - cloning artifact UNP P40136
D 32 ALA - cloning artifact UNP P40136
E 24 MET - initiating methionine | UNP P40136
E 25 HIS - expression tag UNP P40136
E 26 HIS - expression tag UNP P40136
E 27 HIS - expression tag UNP P40136
E 28 HIS - expression tag UNP P40136
E 29 HIS - expression tag UNP P40136
E 30 HIS - expression tag UNP P40136
E 31 ALA - cloning artifact UNP P40136
E 32 ALA - cloning artifact UNP P40136
F 24 MET - initiating methionine | UNP P40136
F 25 HIS - expression tag UNP P40136
F 26 HIS - expression tag UNP P40136
F 27 HIS - expression tag UNP P40136
F 28 HIS - expression tag UNP P40136
F 29 HIS - expression tag UNP P40136
F 30 HIS - expression tag UNP P40136
F 31 ALA - cloning artifact UNP P40136
F 32 ALA - cloning artifact UNP P40136
e Molecule 2 is a protein called Calmodulin 2.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S
21 0 146 1146 702 186 249 9 0 ; 0

W O R L

PROTEIN

Continued on next page...
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 P 146 Tl‘(iﬁf(iil 7%2 115\316 229 3 0 0 0
2 Q 146 Tl‘(iﬁl?il 7%32 11;;6 229 S 0 0 0
2 R 146 Tl‘(izl}l 7%)32 115\;6 229 S 0 0 0
2 5 146 r{(ii?}l 7%2 115\;6 229 S 0 0 0
2 T 146 r‘1&1)51&61 7%2 11;16 229 S ¥ 0 0

e Molecule 3 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 A 2 TOQtal l\gg 0 0
3 B 2 TOQta“l l\gg 0 0
3 C 2 TO;al l\gg 0 0
3 D 2 TO;al hgg 0 0
3 E 2 TOQtal hgg 0 0
3 F 2 TOQtal hgg 0 0

e Molecule 4 is 3'-DEOXYADENOSINE-5'-TRIPHOSPHATE (three-letter code: 3AT)
(formula: C10H16N5012P3>.
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3AT
f&w
N ._(,.".:. - \\
(LD
¢ 7 o OH
ofl 1
HOu _
Oons
SEO .
OH,
o=
Ho _reJ
o
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O P
4 A 1 30 10 5 12 3 0 0
Total C N O P
4 B 1 30 10 5 12 3 0 0
Total C N O P
4 C 1 30 10 5 12 3 0 0
Total C N O P
4 D 1 30 10 5 12 3 0 0
Total C N O P
4 2 1 30 10 5 12 3 0 0
Total C N O P
4 F 1 30 10 5 12 3 0 0

e Molecule 5 is CALCIUM ION (three-letter code: CA) (formula: Ca).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 0 3 To?fal %a 0 0
5 P 3 TO;al C; 0 0
5 Q 3 To;al Cga 0 0
5 R 3 To?fal (;)a 0 0
5 S 3 To?fal %a 0 0
5 T 3 To?fal %a 0 0
sPrpe
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e Molecule 6 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf
6 A 1 Toltal (1) 0 0
6 B 1 Toltal (1) 0 0
6 C 1 Toltal (1) 0 0
6 D 1 Toltal (1) 0 0
6 E 1 Toltal (1) 0 0
6 F 1 Toltal ? 0 0
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23%

5%

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

second graphic. The second graphic shows the sequence view annotated by issues in geometry and
in the sample, but not in the model, are shown in grey.

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

e Molecule 1: Calmodulin-sensitive adenylate cyclase

3 Residue-property plots (i)

Page 9
Chain A:

I zEEN 86ET 291 I 9651
£8d [ | | oT9Rd 8651
| el 62€4 09%9 0z5d 5654
180 | gzed 6573 6TSL €651
[ osd | 1281 85) | 8ISN 265
9z€e1 £6€1 -2 LTSA | TSN
SzEk | zeel 95%) 9TGA 0650
HZEL 16€1 I | gred | |
| ezen | [ | $15a 185d
zeeT 98ed £57A | gIsM 9854
[ ] g8eT zsva z15d [ |
6TEV $8EN | TSEN I £8SN
8T€T £8€D 0STN | essa
L ouied z8ey 6%y 608d 1830
9TEN 1864 8¥va 80ST 08sd
aTed 08EA 1%¥S | L0sh 6451
FIEY o 9% 9053 | 8.59
£1£Q ShH 3093 LISH
zrev | vhpd 08T | ouN
TTEH 5.9 £vva £053 T
01ex | vieH (4478 | zosl
I | 60gd €LEN THHA 7081
80EA zLEN [ | | 00ss
LOET 1.8 8EYN 66vd 1951
0211 90€D ® 0.£1 [ | 867V | |
| etIa I | e9ga SEPT 16%1 $9GA
8TTh L BLTT 89€b | wEvT 967V €95V
8.1S £0e) [ ] £EVA 9674 298d
I I | zoe1 g9ed TEVA | wev1 T9SN
TOEV $9€1 €93 €670 09T
HITH SLTH 00€3 €964 [ | | z6¥A | easd
[emma | | e6za | zoen 8z 16v0 8390
8629 198V 12va 067V 18971
163 | ogen 9zv1 6871 93SH
e TiIA | 96T1 e 6sed | szva 8871 | ggsd
| oLTA S6TA 2451 18%d H39)
° £TH 9873 £330
8974 I ZSSM
19TY gges ° | 788N
9918 38 0ZyT 0338
S9Th 0623 £ge) 6151 28y 6%ST
$97d 6821 zsen 871
oI 88CA TSEH
° 1829 08€A
® 19TI 98zd | B¥EN
oI 3823 wmﬁ ommm
® 8S1a €821 SpEL 1£99
1STY | z8es BHEY 9£Gk
| 9sTI 1828 £YEA SESN
® SSIN 082S | zwen | $€ST
I 7S £€971
I oveEN z€91
PWkect 6€€T TESN
TSI 9,24 8g€T 081
5129 LEEN mmms
6021 £Lo) SEEY azeN
o 8021 [Tezea | [ wee1 | | wesd
102a 1421 eeed €281

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

1XFV

wwPDB X-ray Structure Validation Summary Report

Page 10

9LLT
SLLT

€LLd

L6L1
96.L1
S6.LY

tive adenylate cyclase

In-sensi

Calmoduli

e Molecule 1

- 5%

15%

55%

23%

3%

Chain B

€8d

130

TeTd

0ZTT

® 8ITd

e 7ITH

961

€67

7811

8L1S

SLTH

® TLIX

8974
L9TX
9918
S9Td

89Ta
LSTH

SGSTIN

TSTH

VTN

9zgea

TeeN

® cITd

6021

,02a

€eexn

86€1

(44728
157478

8EVN
SEVT
€EVA
(457
TEVA
8TYN

L2va
9CYI

4928
€TV

0zyT
61VI

3

ST9a

€171
[as7cl
T
0T¥I
6074
80¥%T

90%Q
SO0PT

€071

TO7I

STSA

€251

0gsd
6151

LIS
9TSA

7130

(45t

60S8d
80SI

9084
S0SY
¥0sI
€059

TOST

167
067V
68¥L
88¥1
L8¥%d
98%)

28%d

8LYY

9LYA
S.Lvd

ELYN

TLVM
0L¥N
6974

L9%3
99%D

96ST
S6SI
ASEES

2659

0650

18Sd
9854

£83GN

1850
0853
6LSL

LLSH

S.LSA

7991

TeLd

8TLY
220

STLD

00LX
669D

L1691
9693

769A
£69S

069%

1893
9890

789a

7890
0893

119D

V.98

TL94

8998
L1991

O

R LDWIDE
PROTEIN DATA BANK

W



1XFV

wwPDB X-ray Structure Validation Summary Report

Page 11

S6.L%

€6.4
T6LA

L6L1
96.L1

denylate cyclase

ive a

t

111-Se1s1

Calmodul

e Molecule 1

- 5%
[

15%

56%

23%

3%

Chain C

€8d

180

SLL

CLL

691

991

VTN
17451

(47498

6ETS

LETA

TeTY
0€TS

¥e1a

Te1s
01T

8TTh
L1TT

YT1TH

L0za
902s
S0zs

20za

00zZs
6611

96TI
G6TT

€611
® 614
e T67d

6810

PAIA
981X
@ S81a
781X

T8TI
08Ta

8L1S

SLTA

TZeN
0221

9124

@ €1Td
[414)]

6021

62eY

prays
9zel
{498
YCeL

azeT

€0EN

TOEY
00€X

862D
L1621

S6CTA

@® B86€I

S.LED

€LEN
cLeNd
TLES
0LET

89¢€b

99ed
y9er
€9€A

T9EY

65ed

isio
vses
€5eN
[4si50]
TSEH
0SEA

8%eT

SheL

M~ OO o
M Mo $ S <
Mmmmmnon o M
Z2aHX®n =<

SEEV

€EEN
CEEN

(471

S0¥'T

€071

TO7I

STSH

€2ST

0zsd
61SL

LISA
9TSA

v15a

-

SLvd

L9%3
99%D
S9%T

S.LSA

Ll

L9S1L

79SA
€95V

TSN
0991

85590
1891
9SS

7SS
€350
2SSM

CE
08SS
6751

O

R LDWIDE
PROTEIN DATA BANK

W



1XFV

« 5%

15%

56%

tive adenylate cyclase

In-sensi

wwPDB X-ray Structure Validation Summary Report

23%

Calmodul

3%

Page 12
e Molecule 1
Chain D

1020 1421 ZEEN ® 868l z9vI | vesd 865d | G99y 184
® 90zs 0Lz TEEA T9%3 €291 | 168N %991 I
5028 692N | oged | 09%9 I 9651 €994
892 6284 6578 G651 2991 8TLY
192k | gzed 8GH) 025d $654 | T99Y 1TLb
99zd 12€1 £6€d -2 6TSL | 68T 0998 | 9ziT
00zS s9zd 9z€eI | zeel 95H) | 8TSN 2653 I (%)
6671 | 9TH SzER 16€1 I LTSA | 168N veLd
I £92a HZEL | | 9TSA 0650 1891 gcLd
| eezen | 98ed £57A | ogrey | | 9591 2eLI
9671 zeel a8eT zava $18a 185d SS9N 1218
[ | [ | $8EN | TSEN — 9854 %591 Lozl
€611 1521 61EY £8€9 0S%N | | | | 6T
o T6Td 952 e s8Il z8e) 697 609d £83N 6%91 8T
1614 35TL AL 1884 8%%a 80ST | zssa [ | LTLN
061d | vezd oteN 08EA 17%S o L08h 185D SHOM 9T
6810 £92H q1ed 99T 909) 0853 7991 g1
[8s11 | 2520 HIEY SHHU 3093 6451 | evor a7
1878 182d £TEa | vhbd $0ST | 8199 TH9A €148
98Ty 0sey TIEY SLED £vva £053 LLSH | 1R9y | TrLd
$87a 6vcd TTEH | leH (472728 | zosi | | 9lsN 0v9N TTLI
I $8TY 8vTk ored £LEN THHA 7081 SLSA | BE9N
I 1¥Tk | 60gd zLEN I 8£99
1278 9%2S 80EA TL€8 | lg9d
0211 1811 OI L0€1 0.£1 864V 9£9V YOLA
| etta | 081a 90€D | e9ga SEYT 16%1 19SL £0.0
811D L 6LTT €521 I 89€h CvEvT 967V | | 20.S
2111 8LTS zhes [ | ® E£gvk 367 $95A 1€98 L otoL1
I I Thgd £0EN g9ed TEVA | w6y | €95V 0£9Y 00k
ovey | zogel $9ET €Y £6va 2954 | BTN 6699
H1TH SLTY o 6gTH T0€V £9€A [ | | zevh 198N 8294 | 869V
[ erma | 8ezh 00€) | z9en | 8THN 16%a 09971 129K 1691
TTTA o lgTd | e6zd 198V Prazs 067V 6554 929k 9693
° 9gTa 8629 | ogen 9zv1 6871 8350 5291 | seoM
° e TLIk S€TL 1623 65€d | geva 8871 1851 29k $69A
60T | OLTR $€CT | 9621 | ssen 2451 18%d 935K £290 £69S
807a 69TA £€eN S6TA LSEM £TH) 987} | gqssh (24> 2691
L0TL 8974 | | 95€a I 593 I | T69d
9074 1973 o ogal gges ° £550 0693
S0TA 9918 o 62zd $3ES 01 zasM 6191
$0TT 397D 8zZN £geN 6171 z8vd | 788N 8TON
€074 5974 | lzer 0623 zsED 085S LT9% 1894
20T ° 9220 682d TSEH r 6991 9191 9890
1019 ° e scel 88z 05 q19a 8SL ST9T 9893
0071 ° 1829 | evEN L pIed 8.4V $194 %890
| eed 09TV 98¢d 8vET £TV1 | LLEW | erod [ |
86S | 6STA 382y [ | A%t 9.LVA 2199 1890
|6k 831a 122N | wsed SHEL TT%d [t ovsy TT9L 089)
961 18T 0221 £821 BHEY 0T%I | wpr [ | 0o I
g6d 9371 | zgEs | SHEA 6074 SL7N 1£99 6098
761 | sgIN | 1823 | Tven 801 I 9£Sk | soom | 1199
€61 $STI 082S T9€S | LOVH SESN LO9N | |
z6a I 91ed I oveN 90%a 0LYN $EST | 909y $.9S
63 | | 6€€1 3071 6974 €€91 S09L I
06d 18T e €T Liea 8€€T | vowd | 89wy zeS1 %091
681 031d o cich 9,24 LEEN €071 1978 TESN £09T TL94
. ossd I 3429 | ogel | zovd 997D 0€SL 2094 | |
o /8 | iy SEEY 1071 3971 625A 1093 8998
| 981 6021 [FEa | wee1 | 9P | | | 0099 1991
381 | 8021 | | gied eeeN £9%L gzsy 6653 | 999N |

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



1XFV

wwPDB X-ray Structure Validation Summary Report

Page 13

denylate cyclase

ive a

t

111-S€e1S1

Calmodul

e Molecule 1

« 5%

15%

55%

23%

4%

Chain E

€8d

130

6.1

SLL

CTLL

691

99T

LA 1020
[ | ® 90zs

(47498 $S0Zs
6ETS

LETA 002Zs
6611

-
3] 0 ON~0DO
© © © O © O~ I~
N NN NN
=} BE>EZ=2XA

-
~
o
N
)

€611
1€T4 | zetd 95ZA
0ETS 1614 agzlL
6810 £9TH
° [ 8811 | zsea
° e .8TS 152d
° 98T o0gey
ye1d 5810 6¥cd
I ® 81X 8hTk
-
1218 9%2S
0211 1871 | |
[ etta I €721
e 8IId 2hes
L1711 8L1S | Tved |
O =
652H
YITH SLTN 8€Th
[emma | Lezd
TITA 9ggd
ol TrT1 ezl
e 0T1a o TLIA
6071 Lok
| gota 69TA
L0TL 89Td
9074 1973
S0TA 9918
$0TT S9Th
€01d %914
z01D
1019 °
0011
86S 6STA
|6k 831a
961 18T
g61 93TT
61 | seIn
€61 $STT [ ect
z6a I [ arex
63 o 7¥led
06d 19T £1e)
68T 08Td °

381 . 6021

€eeN

€0EN

00€X%

862D
16T

TOVI

86€1

® SEVI

€EVA
(4579
TEPA

8CYN
Leva
9TYI

Yeva
(47208

(471
® 61¥I

3

STHd

eT71
c1vd
Tva
(05728
6074
80%1

90%a
S0¥T

€01

62SA

STSA

€251

0zsd
6TSL

LISA
9TSA

7180

2153

86%Y
L6YT
967
G674

£67a

T6%d
067V
6871
8871
18%d
98%)

28%d

8LYY

9LYA
S.v3

ELVN

*

6974

L9%3

7991

069%

1893

€6.4
T6LA

denylate cyclase

ive a

t

In-sensi

Calmoduli

e Molecule 1

« 5%

15%

55%

24%

5%

Chain F

R LDWIDE

O

PROTEIN DATA BANK

W



1XFV

wwPDB X-ray Structure Validation Summary Report

Page 14

€80

180

6.1

SLL

CLL

691

9971

SYIN

(4478

6ETS

LETA

TeTd
0€TS

vera

S6d

€6A

1811
081Q

8.L1S

SLTA

® TLIA

69TA
8974
L9TX
9918
S9Th
7914

T9TI

® 8S1d
LSTH
® 9STI

YSTI

TSTH
0STd

eian

® 9zzTa
@ Ssctl

® TeTN
0221

912

€1TH
e cITd

6021

L0za

80€A
L0€T
90€D

€0EN

Toey
00€X%

862D
L6231

S6CA

T0%I

® 86€l

£9€X

TOEV

65€d

SGES
vses

® GEV1

44728
[4372%
TEPH

8CTYN
Leva
9TYI

v
47208

® 0T¥1
61%I

3

STHd

eT71
c1vd
A
(05728
6074
80%1

90%a
@ SO0¥1

€01

STSA

€251

0gsd
6151

LISA
9TSA

7138

2153

86%Y
L6YT
96%Y
G674

£67a

28%d

8LYY

9LYA
S.vd

ELVN

0L¥N
6974

L9%3

86Sd

96SI
S6SI
7654

2654

0650

L9SL

%93
€95V
2953
TOSN
0991

8550
L8971
9GS

&Sy
€350
TGSM

085S
6751
8%SL

19971

7991
€994
2993

0998

L1991
9991
SS9N
991

6654

TL94

8998

2

: Calmodulin

e Molecule 2

oo
0
IC'

13%

61%

24%

291

09N
65D

SSA
754

2SI
TS
0Ssd

Lyd
il
i
4
€vd

0
o¥d
6€1
8€S
LEY

O

R LDWIDE
PROTEIN DATA BANK

SEA
veL
£€9
ze1
Ted

W



1XFV

wwPDB X-ray Structure Validation Summary Report

Page 15

2oTvY

00TI
664

g6a
Y64

(4
TeA
o6y
684
88V
184

€84

LLY

SLA

eLy
TN

0LL
691

99d

¥oa
€91

27498

9YTL

YPIN
Eiads]
(4498
714

e Molecule 2

6€TT
8ETA
LETIN

n 2

Calmoduli

64%

22%

%

Chain P

vl

{44\

-
<
o

o¥d
6€T

SEA

[}
3}
(&}

ce1

o
oM m
B

8CL
pran
9TL

vea
€20
cea
T

914
STV

c1d
1%

61
8b
3
94

71
€0

LN

SLA

eLY
TLN

0LL
691

99d

v9a
€91
2oL

249!

9VTL

PYIn
A1)
TYIA
wid
(4%
6€Td
8ETA
LETN
9ETA

n 2

Calmodul

e Molecule 2

13%

62%

23%

ma
© o —
o H =)

SEA

oN 0
M o
'—”’I

—
®
5]

~
o
=]

©
N
=

¥za

= oo
NN
El =]

0 ©
-
<

(4o g

00TI
664

g6a
7634

c6d
T6A
06y
684
88V
184

€84

LLY

S

€Ly
CTLN

0LL
691

99d

¥oa

2749’8

9YTL

YYIN
Eiads]
(4498
714

e Molecule 2

6€TT
8ETA
LETN
9€TA

n 2

Calmoduli

13%

63%

21%

%

Chain R

09N
65D
85d

95a

€SN
2SI
TSW
0sa

Lyd
Eid
Svd
42

o
<
[

0
0¥d
6€T

LEY

SEA
veL
€€D
(491
1ed

1

o < ©O I~
(XS] N
T A oA

- N
(SR
E=]

0 ©
—
< B

— o
~
(S

61

8YIA

9YIL

Calmodul

474978
€710
TYIA
T4

6€Td
8ETA
LETN
9€TA

€ETA

e Molecule 2

T€1d
0€TI

n 2

13%

63%

22%

3%

Chain S

R LDWIDE

O

PROTEIN DATA BANK

W



1XFV

wwPDB X-ray Structure Validation Summary Report

Page 16

09N
65D
85d

94a

¥9a
€SN
(48
TS
0sa

8%1

i
Svd
4
€¥d

0
07D

00TI

(X
0 © N~
SE N~

194
99d

¥9a

2oL

8VIA

9PTL

Calmodul

4749
Eiads]
TYIA
714

e Molecule 2

6ETT
8ETA
LETN
9ETA

TE€Ta
0E€TI

2

11

©
e}
IQI

13%

62%

23%

Chain T

291

639D
85d

vSd
€SN
2SI
TS

o
)
Ia

8%1
Lyd
il
i
4
€vd

0
0¥d
6€T

LEY

SEA

© NIlo o oo™
NN o mmo
BHH O XMEJAO

ca

eca
e

Te1a

S6a
761

64
T6A
064
684
88V
184

€84

LLA

SN

[ ]
eLY

O

R LDWIDE
PROTEIN DATA BANK

W



Page 17 wwPDB X-ray Structure Validation Summary Report 1XFV
4 Data and refinement statistics (i)
Property Value Source
Space group c121 Depositor
Cell constants 184.60A 319.29A 142.05A .
Depositor
a, b, c, a, B, 90.00° 90.22° 90.00°
. 29.57 — 3.35 Depositor
Resolution (A) 3551 — 3.35 EDS
% Data completeness 92.6 (29.57-3.35) Depositor
(in resolution range) 91.6 (35.51-3.35) EDS
Rinerge 0.08 Depositor
Rsym 0.06 Depositor
<I/o(I)>" 2.04 (at 3.32A) Xtriage
Refinement program CNS 1.1 Depositor
R R 0.263 , 0.282 Depositor
) Thfree 0.234 , 0.251 DCC
Rree test set 5790 reflections (5.04%) wwPDB-VP
Wilson B-factor (A?) 97.5 Xtriage
Anisotropy 0.117 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.30 , 56.3 EDS
L-test for twinning? <|L| > =048, < L?> =10.32 Xtriage
0.458 for -1/2*h+1/2*k,3/2*h+1/2%k -1
0.458 for -1/2*h-1/2%k,-3/2*h+1/2%k -1
Estimated twinning fraction 0.440 for 1/2*h+1/2%k,3/2*h-1/2%k,-1 Xtriage
0.447 for 1/2*h-1/2%k,-3/2%h-1/2%k -]
0.439 for -h,-k,1
F,.F. correlation 0.90 EDS
Total number of atoms 43044 wwPDB-VP
Average B, all atoms (A?) 81.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.41% 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.

WO RLDWIDE

PROTEIN DATA BANK
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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: CA,
3AT, MG

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

. Bond lengths Bond angles
Mol | Chain | prigy7 1 47155 | RMSZ #4|Z| >5
1 A 0.53 0/6104 0.82 13/8208 (0.2%)
1 B 0.54 0/6104 0.83 13/8208 (0.2%)
1 C 0.56 1/6104 (0.0%) | 0.89 | 22/8208 (0.3%)
1 D 0.56 | 3/6104 (0.0%) | 0.85 15/8208 (0.2%)
1 E 0.56 | 2/6104 (0.0%) | 0.85 16,/8208 (0.2%)
1 F 0.54 0/6104 0.84 | 12/8208 (0.1%)
2 0O 0.53 0/1158 0.76 0/1553
2 P 0.54 0/1158 0.76 0/1553
2 Q 0.55 0/1158 0.75 0/1553
2 R 0.55 0/1158 0.76 0/1553
2 S 0.56 0/1158 0.76 0/1553
2 T 0.56 0/1158 0.76 0/1553
All All 0.55 | 6/43572 (0.0%) | 0.83 | 91/58566 (0.2%)

The worst 5 of 6 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 D 740 | GLN C-N -5.88 1.20 1.34
1 C 766 | HIS C-N -0.74 1.20 1.34
1 D 784 | GLU C-N 5.50 1.46 1.34
1 D 621 | GLY C-N 2.27 1.46 1.34
1 E 784 | GLU C-N 5.14 1.45 1.34
The worst 5 of 91 bond angle outliers are listed below:
Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
1 C 766 | HIS O-C-N -15.18 98.42 122.70
1 C 767 | GLN CA-C-N 12.73 145.20 117.20
1 C 766 | HIS | CG-NDI1-CE1 | 9.42 121.39 108.20
1 C 766 | HIS | ND1-CG-CD2 | -8.71 93.81 106.00
1 C 767 | GLN O-C-N -7.95 109.99 122.70
grDRe
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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 A 5992 0 6010 771 2
1 B 5992 0 6010 765 2
1 C 2992 0 6010 770 2
1 D 5992 0 6009 771 3
1 E 5992 0 6009 772 3
1 F 5992 0 6010 755 1
2 O 1146 0 1071 150 0
2 P 1146 0 1071 157 0
2 Q 1146 0 1071 155 0
2 R 1146 0 1071 157 0
2 S 1146 0 1071 162 0
2 T 1146 0 1071 157 0
3 A 2 0 0 0 0
3 B 2 0 0 0 0
3 C 2 0 0 0 0
3 D 2 0 0 0 0
3 E 2 0 0 0 0
3 F 2 0 0 0 0
4 A 30 0 12 1 0
4 B 30 0 12 1 0
4 C 30 0 12 1 0
4 D 30 0 12 1 0
4 E 30 0 12 1 0
4 F 30 0 12 1 0
) O 3 0 0 0 0
5 P 3 0 0 0 0
5 Q 3 0 0 0 0
5 R 3 0 0 0 0
5 S 3 0 0 0 0
) T 3 0 0 0 0
6 A 1 0 0 0 0
6 B 1 0 0 0 0
6 C 1 0 0 0 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
6 D 1 0 0 0 0
6 E 1 0 0 0 0
6 F 1 0 0 0 0
All All 43044 0 42556 5389 8

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 63.

The worst 5 of 5389 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:E:179:LEU:O | 1:E:183:SER:CB 1.74 1.36
1:D:179:LEU:O | 1:D:183:SER:CB 1.77 1.30
1:F:179:LEU:O | 1:F:183:SER:CB 1.80 1.30
1:C:179:LEU:O | 1:C:183:SER:CB 1.77 1.30
1:B:179:LEU:O | 1:B:183:SER:HB2 1.18 1.27

The worst 5 of 8 symmetry-related close contacts are listed below. The label for Atom-2 includes
the symmetry operator and encoded unit-cell translations to be applied.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:D:685:LYS:NZ | 1:D:685:LYS:NZ[2 657| 2.03 0.17
1:A:75:THR:CG2 | 1:E:786:GLU:O[4_556] 2.09 0.11
1:B:786:GLU:O | 1:D:75:THR:CG2[4_656] 2.12 0.08
L:F:75:THR:CG2 | 1:F:786:GLU:O[2_557] 2.13 0.07
1:B:75:THR:CG2 | 1:D:786:GLU:O[4_656] 2.14 0.06

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.
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Mol | Chain Analysed Favoured | Allowed | Outliers
1 A 733/777 (94%) | 497 (68%) | 179 (24%) | 57 (8%)
1 B 733/777 (94%) | 494 (67%) | 183 (25%) | 56 (8%)
1 C 733/777 (94%) | 491 (67%) | 187 (26%) | 55 (8%)
1 D 733/777 (94%) | 492 (67%) | 187 (26%) | 54 (7%)
1 E 733/777 (94%) | 490 (67%) | 186 (25%) | 57 (8%)
1 F 733/777 (94%) | 492 (67%) | 186 (25%) | 55 (8%)
2 0 144/149 (97%) 103 (72%) | 30 (21%) 11 (8%)
2 P 144/149 (97%) 103 (72%) | 30 (21%) 11 (8%)
2 Q 144/149 (97%) 103 (72%) | 30 (21%) 11 (8%)
2 R 144/149 (97%) 103 (72%) | 29 (20%) 12 (8%)
2 S 144/149 (97%) 103 (72%) | 30 (21%) 11 (8%)
2 T 144/149 (97%) 103 (72%) | 30 (21%) 11 (8%)

All All 5262 /5556 (95%) | 3574 (68%) | 1287 (24%) | 401 (8%)

5 of 401 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 176 GLY
1 A 183 SER
1 A 302 LEU
1 A 787 THR
1 B 137 PHE

5.3.2 Protein sidechains (1)

Percentiles

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.

Percentiles

Mol | Chain Analysed Rotameric | Outliers
1 A 664/705 (94%) 562 (85%) | 102 (15%)
1 B 664/705 (94%) 558 (84%) | 106 (16%)
1 C 664/705 (94%) 560 (84%) | 104 (16%)
1 D 664/705 (94%) 558 (84%) | 106 (16%)

Continued on next page...
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Percentiles

Mol | Chain Analysed Rotameric | Outliers
1 E 664/705 (94%) 558 (84%) | 106 (16%)
1 F 664/705 (94%) 558 (84%) | 106 (16%)
2 O 123/127 (97%) 103 (84%) | 20 (16%)
2 P 123/127 (97%) 105 (85%) | 18 (15%)
2 Q 123/127 (97%) 104 (85%) | 19 (15%)
2 R 123/127 (97%) 103 (84%) | 20 (16%)
2 S 123/127 (97%) 105 (85%) | 18 (15%)
2 T 123/127 (97%) 104 (85%) | 19 (15%)

All All 4722/4992 (95%) | 3978 (84%) | 744 (16%)

5 of 744 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 E 292 ARG
1 F 299 GLU
1 E 401 ILE
1 E 284 LYS
1 E 770 ASN

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 225
such sidechains are listed below:

Mol | Chain | Res | Type
1 D 387 ASN
2 S 143 GLN
1 E 212 GLN
2 S 49 GLN
1 F 709 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.
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5.5 Carbohydrates (i)

There are no monosaccharides in this entry.

5.6 Ligand geometry (i)

Of 36 ligands modelled in this entry, 30 are monoatomic - leaving 6 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).

Mol | Type | Chain | Res | Link Count?onf({il\/llgIZlgﬂ#lés\Z | > 2 CountsBOIfli(li/Inglglj;Z | > 2
4 3AT C 905 3 25,32,32 | 1.46 4 (16%) | 28,50,50 | 1.33 3 (10%)
4 3AT D 906 3 25,32,32 | 1.44 4 (16%) | 28,50,50 | 1.30 3 (10%)
4 3AT E 907 3 25,32,32 | 1.37 4 (16%) | 28,50,50 | 1.29 3 (10%)
4 3AT A 903 3 25,32,32 | 1.42 4 (16%) | 28,50,50 | 1.32 3 (10%)
4 | 3AT | B | 904 | 3 [253232| 140 | 4(16%) | 28,50,50 | 1.34 | 3 (10%)
4 | 3AT | F | 908 | 3 |2532.32| 137 | 4(16%) | 285050 | 1.33 | 3 (10%)

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

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
4 3AT C 905 3 - 7/18/34/34 | 0/3/3/3
4 3AT D 906 3 - 7/18/34/34 | 0/3/3/3
4 3AT E 907 3 - 7/18/34/34 | 0/3/3/3
4 3AT A 903 3 - 7/18/34/34 | 0/3/3/3
4 3AT B 904 3 - 7/18/34/34 | 0/3/3/3
4 3AT F 908 3 - 7/18/34/34 | 0/3/3/3
The worst 5 of 24 bond length outliers are listed below:
Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
4 D 906 | 3AT C4-N3 3.60 1.40 1.35

Continued on next page...
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
4 A 903 | 3AT C4-N3 3.40 1.40 1.35
4 C 905 | 3AT C4-N3 | 3.33 1.40 1.35
4 B 904 | 3AT C4-N3 | 3.07 1.39 1.35
4 C 905 | 3AT | PG-02G | -2.99 1.43 1.54
The worst 5 of 18 bond angle outliers are listed below:
Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
4 F 908 | 3AT | O4-C1-C2’ | -4.13 100.89 106.93
4 B 904 | 3AT | O4-C1-C2’ | -4.05 101.01 106.93
4 C 905 | 3AT | O4-C1-C2’ | -3.96 101.14 106.93
4 A 903 | 3AT | 04’-C1-C2’ | -3.87 101.27 106.93
4 E 907 | 3AT | O4-C1-C2’ | -3.80 101.38 106.93
There are no chirality outliers.
5 of 42 torsion outliers are listed below:
Mol | Chain | Res | Type Atoms
4 A 903 | 3AT | PB-O3B-PG-02G
4 A 903 | 3AT | 04-C4-C5-05’
4 A 903 | 3AT | C3-C4-C5-05
4 B 904 | 3AT | PB-O3B-PG-02G
4 B 904 | 3AT | 0O4-C4-C5-05’

There are no ring outliers.

6 monomers are involved in 6 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
4 C 905 | 3AT 1 0
4 D 906 | 3AT 1 0
4 E 907 | 3AT 1 0
4 A 903 | 3AT 1 0
4 B 904 | 3AT 1 0
4 F 908 | 3AT 1 0

The following is a two-dimensional graphical depiction of Mogul quality analysis of bond lengths,
bond angles, torsion angles, and ring geometry for all instances of the Ligand of Interest. In
addition, ligands with molecular weight > 250 and outliers as shown on the validation Tables will
also be included. For torsion angles, if less then 5% of the Mogul distribution of torsion angles is
within 10 degrees of the torsion angle in question, then that torsion angle is considered an outlier.
Any bond that is central to one or more torsion angles identified as an outlier by Mogul will be

W

O RLDWIDE

PROTEIN DATA BANK



Page 25 wwPDB X-ray Structure Validation Summary Report 1XFV

highlighted in the graph. For rings, the root-mean-square deviation (RMSD) between the ring
in question and similar rings identified by Mogul is calculated over all ring torsion angles. If the
average RMSD is greater than 60 degrees and the minimal RMSD between the ring in question and
any Mogul-identified rings is also greater than 60 degrees, then that ring is considered an outlier.
The outliers are highlighted in purple. The color gray indicates Mogul did not find sufficient
equivalents in the CSD to analyse the geometry.

Ligand 3AT C 905

Torsions

Bond angles

Torsions
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Ligand 3AT E 907

Bond lengths Bond angles

Torsions

Ligand 3AT A 903

Bond lengths Bond angles

Torsions Rings
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Ligand 3AT B 904

Torsions Rings

Torsions Rings

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.
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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(X?) | Q<0.9
1 A 735/777 (94%) 0.32 35 (4%) 30 33 |26,80,136,148 | 0
1 B 735,777 (94%) 0.25 26 (3%) 44 46 |27, 80,136,148 | 0
1 C 735/777 (94%) 0.27 25 (3%) 45 47 | 27,80,136,148 | 0
1 D 735/777 (94%) 0.28 26 (3%) 44 46 |27, 80,136,150 | 0
1 E 735/777 (94%) 0.29 31 (4%) 36 38 |26,80,136,148 | 0
1 F 735/777 (94%) 0.31 37 (5%) 28 31 |27,80,136,148 | 0
2 0 146,149 (97%) 0.09 2 (1%) 751178 |33,63,124,131 | 0
2 P 146,149 (97%) 0.09 2 (1%) |75 |78 |33,63,124,131| 0
2 Q 146,149 (97%) 0.08 2 (1%) 751178 |33,62,124,131 | 0
2 R 146,149 (97%) 0.12 2 (1%) |75 |78 |33,63, 124,131 | 0
2 S 146,149 (97%) 0.11 4(2%) 54 57 |32,62,124,131| 0
2 T 146,149 (97%) 0.09 2 (1%) |75 |78 |33,62, 124,131 | 0

All | Al | 5286/5556 (95%) |  0.26 | 194 (3%) 41 43 | 26,76, 134,150 | 0

The worst 5 of 194 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
1 E 126 | ASN 8.6
1 D 162 | ASN 7.5
1 D 171 | TYR 7.3
1 A 222 | ASN 7.2
1 B 126 | ASN 7.1

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

There are no non-standard protein/DNA/RNA residues in this entry.
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6.3 Carbohydrates (i)

There are no monosaccharides in this entry.

6.4 Ligands (i)

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

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
4 3AT A 903 | 30/30 0.92 0.24 60,74,93,94 0
4 3AT C 905 | 30/30 0.92 0.22 62,73,94,95 0
4 3AT F 908 | 30/30 0.92 0.21 61,75,94,95 0
3 MG C 903 1/1 0.93 0.15 9,9,9.9 0
4 3AT D 906 | 30/30 0.93 0.21 58,74,94,95 0
4 3AT E 907 | 30/30 0.93 0.22 60,74,96,97 0
4 3AT B 904 | 30/30 0.93 0.23 58,73,93,94 0
5 CA Q 705 1/1 0.93 0.11 55,55,55,55 0
) CA O 701 1/1 0.94 0.07 51,51,51,51 0
3 | MG B | 902 | 1/1 094 | 0.21 | 17,17,17,17 0
3 MG D 904 1/1 0.95 0.17 8,8,8,8 0
) CA Q 805 1/1 0.95 0.17 27,27,27,27 0
) CA S 809 1/1 0.95 0.16 26,26,26,26 0
5 CA T 811 1/1 0.95 0.16 33,33,33,33 0
5 | CA R | 707 | 1/1 0.96 | 0.10 | 62,62,62,62 0
) CA T 711 1/1 0.96 0.10 55,55,55,55 0
) CA S 709 1/1 0.96 0.11 57,57,57,57 0
3 MG E 906 1/1 0.97 0.14 26,26,26,26 0
) CA Q 806 1/1 0.97 0.16 97,07,57,57 0
3 | MG F | 906 | 1/1 0.97 | 0.15 | I1L1L,1L,11 0
5 CA R 807 1/1 0.97 0.14 33,33,33,33 0
3 MG A 902 1/1 0.97 0.16 28,28,28,28 0
3 MG A 901 1/1 0.97 0.19 9,5,9,5 0
) CA P 703 1/1 0.97 0.15 62,62,62,62 0
3 MG D 905 1/1 0.97 0.10 43,43,43,43 0
3 MG B 903 1/1 0.98 0.13 25,25,25,25 0
3 MG C 904 1/1 0.98 0.15 26,26,26,26 0
5 CA 0) 801 1/1 0.98 0.16 30,30,30,30 0
5 | CA O | 802 | 1/1 098 | 0.14 | 52525252 0
5 | CA R | 808 | 1/1 098 | 0.11 | 54545454 0
3 MG F 907 1/1 0.98 0.11 34,34,34,34 0
) CA P 803 1/1 0.98 0.14 31,31,31,31 0

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

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
) CA P 804 1/1 0.98 0.10 52,52,52,52 0
3 MG E 905 1/1 0.98 0.14 20,20,20,20 0
5 | CA T |82 1/1 0.98 | 0.16 | 49,49,49,49 0
) CA S 810 1/1 0.99 0.12 56,56,56,56 0

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

Electron density around 3AT A 903:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around 3AT C 905:

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

Electron density around 3AT F 908:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around 3AT D 906:

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

Electron density around 3AT E 907:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around 3AT B 904:

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

AN
A
. '.l-..?f"t?

6.5 Other polymers (i)

There are no such residues in this entry.
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