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Eukaryotic Structural Genomics (CESG)
Deposited on : unknown
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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
http://wwpdb.org/validation /2016 / Xray ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

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

MolProbity : 4.02b-467

Xtriage (Phenix) : 1.9-1692
EDS : 1rb-20029824
Percentile statistics : 20161228.v01 (using entries in the PDB archive December 28th 2016)

Refmac : 5.8.0135
CCP4 : 6.5.0
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : rb-20029824



http://wwpdb.org/validation/2016/XrayValidationReportHelp
http://wwpdb.org/validation/2016/XrayValidationReportHelp
http://wwpdb.org/validation/2016/XrayValidationReportHelp
http://wwpdb.org/validation/2016/XrayValidationReportHelp#references

Page 2 wwPDB X-ray Structure Validation Summary Report 2Q41

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 2.70 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 I I I 0.247
Clashscore I 35
Ramachandran outliers I 3.8%
Sidechain outliers N I I 4.2%
RSRZ outliers I I 7.0%
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 100719 9959 (2.70-2.70)
Clashscore 112137 2590 (2.70-2.70)
Ramachandran outliers 110173 2550 (2.70-2.70)
Sidechain outliers 110143 2550 (2.70-2.70)
RSRZ outliers 101464 2275 (2.70-2.70)

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. 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
7%

1 1-A 334 40% 43% . 13%
3%

1 1-B 334 47% 36% . 15%
10%

1 1-C 334 40% 43% . 13%
7%
[ |

1 1-D 334 43% 38% . 15%
7%

1 2-A 334 35% 48% . 13%

Continued on next page...
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Mol | Chain | Length Quality of chain
3%
1 2-B 334 - 39% 43% B T
0%
1 9-C 334 | — o ——
3%
1 2-D 334 - 47% 35% e
7%
1 3-A 334 — 38% 44% BT T
3%
1 3-B 334 - 36% 44% To 1s%
T0%
1 3-C 334 — 33% 47% Tew 1%
%
1 3-D 334 - 45% 39% T
7%
1 4-A 334 — 36% 46% o 13%
3%
1 4B 334 | ™ i o p————
0%
1 4-C 334 — 38% 43% o 1%
7%
1 4-D 334 | ™ — 7 —
7%
1 5-A 334 | T e e —
3%
1 5-B 334 . 48% 33% e
0%
1 5-C 334 42% 41% A
3%
1 5-D 334 - 42% 38% Ts 5%
7%
1 6-A 334 33% 48% Ton a1
3%
1 6-B 334 - 38% 43% e
0%
1 6-C 334 — 36% 46% Too13%
%
1 6-D 334 - 41% 41% T
7%
_ I
1 7-A 334 28% 51% 7% 13%
3%
1 7-B 334 - 42% 39% e
0%
h ]
1 7-C 334 37% 46% . 13%
7%
1 | 7D 334 | o aax T
7%
1 8-A 334 | o o ———
3%
1 8-B 334 . 38% 41% B P 17—

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

Mol | Chain | Length Quality of chain
10%
1 8-C 334 r— 42% 42% A ETA
4%
1 8-D 334 - 40% 41% S LA
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2  Entry composition (i)

There are 2 unique types of molecules in this entry. The entry contains 75520 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 Spermidine synthase 1.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 L-A 290 ggtgil 14033 3121 4(2)6 ? S7e 0 0 0
1 2-A 290 ggtgil 14033 3121 4(2)6 ? S7e 0 0 0
1 3-A 290 ggtgil 14033 3121 4(2)6 ? S7e 0 0 0
1 1A 290 2(2);?11 14033 3121 4(2)6 ? S?e 0 0 0
1 oA 290 2(2)?321 14C33 3121 4(2)6 ? S?e 0 0 0
1 6-A 290 2(2)?321 14033 31(\5]1 4(2)6 ? S?e 0 0 0
1 A 290 2(2)?321 14033 31(\5]1 4(2)6 ? S?e 0 0 0
1 §-A 290 2(2)?321 14033 31(\5]1 4(2)6 ? S?e 0 0 0
1 I-B 285 3(1)511 11?17 31;4 4(1)2 2 S?e 0 0 0
1 2B 285 g(fgaél 14017 31;4 4(1)2 2 S?e 0 0 0
1 3B 285 gi’ﬁfél 1ﬁ7 31;4 4(1)2 2 S?e 0 0 0
1 B 285 gigzl 1ﬁ7 31;4 4(1)2 2 S?e 0 0 0
! >-B 285 gigzl 1ﬁ7 31;4 4(1)2 2 S?e 0 0 0
! 6-B 285 gigzl 1ﬁ7 31;4 4(1)2 2 S?e 0 0 0
1 B 285 gigaél 1ﬁ7 31;4 4(1)2 2 S7e 0 0 0
1 8B 285 gig?sl 1ﬁ7 3?4 4(1)2 2 S?e 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 1-C 290 2(2);)&41 14033 3121 4C2)6 ? S7e 0 0 0
1 2-C 290 2(2)?41 14033 3121 4(2)6 ? S7e 0 0 0
1 3-C 290 2(2)?41 14033 3121 4(2)6 ? S7e 0 0 0
1 1-C 290 2(2)?41 14033 3121 4(2)6 ? S?e 0 0 0
1 5-C 290 2(2)?41 14033 3121 4(2)6 ? S?e 0 0 0
1 6-C 290 5(2)?41 14533 3121 4(2)6 ? S?e 0 0 0
! -C 290 2(2)?321 14033 31(\5]1 4(2)6 ? S?e 0 0 0
! 8-C 290 2(2)?321 14033 31(\5]1 4(2)6 ? S?e 0 0 0
! 1-D 289 g(l)gaél 14017 3124 4(1)2 2 S?e 0 0 0
! b 285 g(fzfél 14%7 31;4 4(1)2 2 S?e 0 0 0
! D 285 g(fgaél 1zﬁ7 31;4 4(1)2 g S7e 0 0 0
! D 285 gi’ﬁfél 1ﬁ7 31;4 4(1)2 2 S?e 0 0 0
! > 285 gi’ﬁfél 1ﬁ7 31;4 4(1)2 2 S?e 0 0 0
! 6-b 285 gigzl 1ﬁ7 31;4 4(1)2 2 S?e 0 0 0
! b 285 gigzl 1ﬁ7 31;4 4(1)2 2 S?e 0 0 0
! 5D 285 gigaél 1ﬁ7 31;4 4(1)2 2 S7e 0 0 0

There are 36 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A 1 SER - EXPRESSION TAG | UNP Q9ZUB3
A 26 MSE MET | MODIFIED RESIDUE | UNP Q9ZUB3
A 51 MSE MET | MODIFIED RESIDUE | UNP Q9ZUB3
A 54 MSE MET | MODIFIED RESIDUE | UNP Q9ZUB3
A 109 MSE MET | MODIFIED RESIDUE | UNP Q9ZUB3
A 149 MSE MET | MODIFIED RESIDUE | UNP Q9ZUB3
A 155 MSE MET | MODIFIED RESIDUE | UNP Q9ZUB3

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

Chain | Residue | Modelled | Actual Comment Reference
A 242 MSE MET | MODIFIED RESIDUE | UNP Q9ZUB3
A 278 MSE MET | MODIFIED RESIDUE | UNP Q9ZUB3
B 1 SER - EXPRESSION TAG | UNP Q9ZUB3
B 26 MSE MET | MODIFIED RESIDUE | UNP Q9ZUB3
B 51 MSE MET | MODIFIED RESIDUE | UNP Q9ZUB3
B 54 MSE MET | MODIFIED RESIDUE | UNP Q9ZUB3
B 109 MSE MET | MODIFIED RESIDUE | UNP Q9ZUB3
B 149 MSE MET | MODIFIED RESIDUE | UNP Q9ZUB3
B 155 MSE MET | MODIFIED RESIDUE | UNP Q9ZUB3
B 242 MSE MET | MODIFIED RESIDUE | UNP Q9ZUB3
B 278 MSE MET | MODIFIED RESIDUE | UNP Q9ZUB3
C 1 SER - EXPRESSION TAG | UNP Q9ZUB3
C 26 MSE MET | MODIFIED RESIDUE | UNP Q9ZUB3
C 51 MSE MET | MODIFIED RESIDUE | UNP Q9ZUB3
C 54 MSE MET | MODIFIED RESIDUE | UNP Q9ZUB3
C 109 MSE MET | MODIFIED RESIDUE | UNP Q9ZUB3
C 149 MSE MET | MODIFIED RESIDUE | UNP Q9ZUB3
C 155 MSE MET | MODIFIED RESIDUE | UNP Q9ZUB3
C 242 MSE MET | MODIFIED RESIDUE | UNP Q9ZUB3
C 278 MSE MET | MODIFIED RESIDUE | UNP Q9ZUB3
D 1 SER - EXPRESSION TAG | UNP Q9ZUB3
D 26 MSE MET | MODIFIED RESIDUE | UNP Q9ZUB3
D 51 MSE MET | MODIFIED RESIDUE | UNP Q9ZUB3
D 54 MSE MET | MODIFIED RESIDUE | UNP Q9ZUB3
D 109 MSE MET | MODIFIED RESIDUE | UNP Q9ZUB3
D 149 MSE MET | MODIFIED RESIDUE | UNP Q9ZUB3
D 155 MSE MET | MODIFIED RESIDUE | UNP Q9ZUB3
D 242 MSE MET | MODIFIED RESIDUE | UNP Q9ZUB3
D 278 MSE MET | MODIFIED RESIDUE | UNP Q9ZUB3
e Molecule 2 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total O

2 1-A 130 130 130 0 0
Total O

2 2-A 137 137 137 0 0
Total O

2 3-A 135 135 135 0 0
Total O

2 4-A 134 134 134 0 0
Total O

2 5-A 134 134 134 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 | 6-A 135 Tf;;‘l 125 0 0
2 | 7-A 128 Tf;gl 128 0 0
2 | 8A 135 Tf;;‘l 1%)5 0 0
2 1-B 177 Tlo;;‘l 1(7)7 0 0
2 2.8 179 T]LO;S‘I 1?9 0 0
2 | 3B 175 Tlo;;l 1?5 0 0
2 | 4-B 173 Tf;;l 1?3 0 0
2 5-B 171 Tlo;fl 1(7)1 0 0
2 | 6B 176 Tlo;gl 1(7)6 0 0
2 | 7B 177 Tlo;;‘l 1(7)7 0 0
2 | 8B 173 Tlo;;l 1(7)3 0 0
2 1-C 135 Tf;;l 125 0 0
2 | 2-C 129 Tloztgl 1(2)9 0 0
2 | 3-C 132 Tf;;l 1(;2 0 0
2 | 4-C 135 Tlogg‘l 1(;5 0 0
2 | 5-C 138 TIO;SI 1(;8 0 0
2 | 6-C 132 Tlo?fgl 122 0 0
2 | 7-C 133 Tf;? 1(;3 0 0
2 | s-C 133 Tlo?fgl 1(;3 0 0
9 1-D 134 Tlo?fjl 1(??4 0 0
9 | 2D 131 Tlogtfl 121 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 | 3D 134 Tf;jl 1(3)4 0 0
2 | 4D 134 Tf;jl 124 0 0
2 | 5D 133 Tf;;l 1%)3 0 0
2 | 6D 133 Tf;;l 123 0 0
2 | 7D 138 T]LO;SI 128 0 0
2 | 8D 135 Tf;;‘l 1;)5 0 0
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Stretches of 2 or more

13%

43%

40%

wwPDB X-ray Structure Validation Summary Report

7%

Chain 1-A: —

a chain summarises the proportions of the various outlier classes displayed in the second graphic.
The second graphic shows the sequence view annotated by issues in geometry and electron density.
Residues are color-coded according to the number of geometric quality criteria for which they

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

above a residue indicates a poor fit to the electron density (RSRZ > 2).
consecutive residues without any outlier are shown as a green connector. Residues present in the

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for
sample, but not in the model, are shown in grey.

3 Residue-property plots (i)

e Molecule 1: Spermidine synthase 1

Page 10

694 T2TA z6cd 993 | ogto 62¢H [ |
891 F 0zzs T62H [ ] 67T 822D 81ev
L9A 8710 6T2h | o6ed 09H 1 Lged [ |
993 1711 | 8Ted 6824 65V 977 144t STEH

[ ] [541)] 1124 8820 [ | sp1d 9221 G
€93 sp1d [ | 98d $HII A £1€d
[ | 1 ° o £8zd N qgH 1 £gTy [ |
98d A g8l - $SH AR 1 0T€R
agH A [44! 1828 £ad G 0228
HSH 8ETA ° 0829 | ges 8ETA 1
£8d LE78 4 TG0 1 Li2d
zas L eetd e 8.LeH . R SETT [ oted
160 QeTT ° L1gd 6%S PETA a1y
| YETA e L02D Loz | oevd — |
9%9 €819 o 90zI XA LM o1z
abd ZE1D $LTA [ | 0£1H
| wRI 1810 [ | HH1 1
€7 0€79 T.2d €7 Prass
THL ® 621D L6TY 0Tk THL 92TA
821D 9670 [ | x LoTes ST11
1 | 96Tk L9TA © e 0% 1 %020
STI1 618 (443 1
PTTA f 121d 6611
€Ty ° £92Y 1 86TA
448t 29Tk 9110 | L6TY
1 1871 192N 961a
STT1 I 092 G6TA
- _
60TH P8TA TITH 88Ty
807d | g8ty 1823 13321 1811
L01h 2810 | ogzd ogex 0111 1
| 90T& I qgzI 62€1 60TH 0871
S0TV ° ot 01 801d 6LTA
%010 6LTA £y — L0Th 1
€018 811 szev ) | 9LTA
1 L LN ° vTed 193} %070 qLTH
661 9LTA 6%2A | gees © €014 L BLTd
867 qLTY 8921 Teed m 1 £L10
L6 e ©Lid [ | 121 = 661 gL
1 £L1a g1 | ozed S = 861 TLIA
T61 o cLiE #HTL 6184 2 N L6b 0LTD
16 TLTR | gbea 8IEY <5} 1
067 0LTD THeul 1 = z61
1 ® 69TI THCH SIEH m 6A
189 89TV 0921 PIEI o= 061
98k LOTA 68TH 1 g 68 991d
1 o 9910 88T TIEN - 883 %974
z8h o S9Td LETS oTeX @ 1 €914
[ wea v91a | ogea & z8b zo1b
08A £974 agey ° o184 19T
6LI | zoth veTh .. %- 08 0918
8LA TOTY [ S -~ 64T 65TA
L.a | 0918 [£34) < B 8LA | sera
9. 6STA TETA ° = ; QH LSTA
83Ta 0ggTA 00€ES 5} — | 9gTA
o. 1 [ | 662 < ° GSTH
asTH ozeu [ssea O g o & [ pamn |
[ 7% PSTY [ | 1620 M < 1 €510
.. | gara £zey 1 = 891 zeTI
0Lb zatl | gzev €621 ° o | ouen 1878

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


http://wwpdb.org/validation/2016/XrayValidationReportHelp#residue_plots

2041

wwPDB X-ray Structure Validation Summary Report

Page 11

oged
62EI
8TEA
LTEN

veced

Spermidine synthase 1

e Molecule 1

10%

13%

43%

40%

Chain 1-C

291
798

99d

pan
€9d

TSH

© o
< 0
[ 5]

8C1H

9TTA
S2T1
447
e€TTH
(445}
1¢1d

L118
9110
ST11

€111
CITH

60TW
80713

90TX
SOTV
7010
€013
cota
107Y
00t1d

66L

86T

961

£6a

06T
684

984&

z8h

08A

€LS
LA

0Lb

86TA
LBTY

S6TA
@ ©6IS
€610

b

88TY

9814
98TV
Y8TA
€81D

1819

8L11
LLIN
9LTA

TL1E

041D
@ 6971
89TV
LOTA

e ncs
{4499

(A1)

LETE

9ETH
SETT

€ETD
CETD

€823

0820
6,21
8LTH

9.L2H
69CL
2514
£9zy
{414
T9TN

LSTH

§949TI

6%CA

{4441
T¥CH

8€TT
LETS

veech
£€TL

T€TA
0€TA

STT1

£TTH

12TA
o0zzs
612h

® 00zA

@ o0eed

8TEA

gqcey
veed

T2ET

Spermidine synthase 1

e Molecule 1

4%

15%

38%

43%

Chain 1-D

9L0

0Lb
694

09H

8%

GGH
Yo

9%
S¥d
421

[
K
=

iadi]

® § 10
& <
-
v H M

TPTH

6ETV
8ETA

9ETH
SETT
YETA
E€ET1D

e I€1a
® O0€1d

1

STT11

(4458
121d

8TTI

ST11
¥11d
€111
CITH
TTTL

8014
LOTD

SOTV

0073

86T

961

£6a
[48

06T

81cd

TicE

b

@® 90TI

v0Ta

20Ts

00TA

86TA

9610a

® T612

06TV

L8711

S8TV
Y8TA

281a

6LTA
8L11
LLIN
9LTA
SL7H

€L1a

TLIR
041D
6971

L9TA
e 991a
S91d

€974

0918
6GTA

LGTA

60€d

L0€T

684
1825
0820
6.1
8LTH

TLTS
T.2d

69CL
S9TL
2514,
€9y
{414
192N
692S

99Td
949TI

6%CA

S¥TI

THTN

8€TT

feloracs

veech
£€TL
zeTH
TETA

L2cd

144

£TTH

8TEA
PA4 S
9ceN
{44

T2ET

e Molecule 1

61€d
81V

pier
€1ed

TIEN

Spermidine synthase 1

7%

13%

48%

35%

Chain 2-A

993
228
€93

893

99d
SGM

€4d
Tas
TSH

O

R LDWIDE
PROTEIN DATA BANK

W



2041

wwPDB X-ray Structure Validation Summary Report

Page 12

STT1
iZ49 %
£TTA

12Td

STT1
¥T1d

CTTH
TTTL

60TH
80TH

€013
cota
1074

861
L6b
961

76D

T6'T

06T
68A
88Y
189
98L&

v8Y

c8h
184

6.1

TLY

© O mm
© ©
ey

o9y

® 90TI

T0Ta

8LTT

9LTA
SL1Y

€L1d
@ clLiz
TLTX

@ 697I

Sv1a
PPII

8ETA

SETT

8LTH

TLCd

9zTY
§zT1
»ZTY
€zey
zTTY
12TA
0zzs
612h

Ligd
91ed
q1ey
e 7vicHE

2121

0TTY

L02ZH

0TEX

80€Y
LOET

L6ca

1

€621

T6CH
06y
68C4
88ca

Spermidine synthase 1

e Molecule 1

15%

43%

39%

3%
m

Chain 2-B

198

1

LS9

PSi
€ad
26s
TSH

6%S

LYM

Svd

[
<
=

%S

i44%"

TVIH

8ETA

9ETH

PETA

TTTL

60TI
8011
L0Th

%010

1014
0072

86T

T6A

189

6.1
8LA
e L.

g€1cd

181D

6LTA

LLTN
OLTA
SLTH

cLTd

69TI
89TV
LOTA
991a
S9Td
7914
€974

T9TA

6STA

LSTA

SGTH

£41d

1STd
0STD
67T
8%1d

9Tl
ef A %S

T6CH
062

88¢a

98Td

@ €8cH
28TL

TLed
0LTX
69TL
89¢d
L9TA

S9TL
2214,
£9cV
(4149

6GTS

LGTH

6%CA
8%CI

SHTI
4448
® ¢£¥ea
(4441
T¥CH

€E€TL
TETI
TETA

62TH
8¢cTH
Lged
STT1
744
€Ty
0zeTs

L12d

oged

LgeN
9ZEeN
SCeY
veed

TTET
0TeD
61€d
8TEY

STEH
1el
€1€ed
CIEY

Spermidine synthase 1

OTER

9621

262d

e Molecule 1

13%

™ 19
0 10 10
[

44%

39%

10%

Chain 2-C

[
©
=

798

894

99d

TSH

=
e
(5]

€ETD

621D

GTT1

£TTA

TCTd

911D

$11d

CTTH

1

0T7I
60TH

L0TD

SOTY

€073
201a
014
0013

66L

160

S6A

£6a

T6A

684

86TA
® ©61IS
2613
T6TV
06TV

88T
L8711

98TV
Y8TA

@ 0811

9LTA

vL1d
€L1a
cL1E
TLIA

@® 6911
89TV
® L9TA

v914
€974

TOTH

69TA
891a
LSTA

SSTW
i1

[419)
TSTE

6% TH

PAAS)

{4499

TVIH
[074%S

o00000
~
o
I
[

8ETA
LETH

SETT
YEIA

voTH
£9cv
T9TR

09zA
6STS

LGTH
9gcd
et
jactecs

[4:t4)

6%CA
8%CI

ovca
S%CI
¥¥CI

{4741
THCH
0%21

8€TT
LETS
9gcd

€ecL

® <TETd

0€TA
62CH

144

£TcH
(4444
11448
0zes

t

e€1cd

O

R LDWIDE
PROTEIN DATA BANK

W



2041

wwPDB X-ray Structure Validation Summary Report

Page 13

@ o0ged

€621
céed

68cd

@ 98za

9.2H

Spermidine synthase 1

e Molecule 1

S99
oA

15%

09H

S8M

M TSH

6%S

O
=
a

125572
(4729
m Mm
:J .

4%
L

Chain 2-D

89TV
LOTA
@ 991a

914

29Th
TOTH

6GTA
8410
LSGTA

[419)
1913
0870
67TH

TVIH
8ETA

LETH
9ETH

YETA
€ETH

S9TL

1

192N
09zA
6STS

LSTH
96gd

[4°1(4)

ovca

evea
THT

071
6ETH
8€TT

i

€ETL
TETD
T€TA

8TTH
Lged
oz
§ge1
1144

81cd
L1icd

vicH

oTeH

02D
90TI

00zA
6611
86TA

961d
S6TA

3

16TV

L8T1

8LT1T

TLTX

0LTD
69TI

6CEI
8TEA
@ Lted

gqcey
veed

2ced

STEH

€1ed

0T€R

9621

3

T6CH

68C4
88¢d

98ta
G82d

Z8TL

08c¢d
6.271

Spermidine synthase 1

Llga
9.LTH

e Molecule 1

7%

13%

449%

38%

Chain 3-A

By
1

L9A 8ETA

[ | SETT
198 HETA

94d CTETD

Covan 0ETD

9% qcTl

| avd (147

i42% €eTA
£7A (45
TC1d

STT1
?11d

CITH
TTTL

60TH
8011
L0Th
90TA
SOTY
%010
€018
z01a

0072
66L
86T
L60

S6A
76D

T6T
T6A

68A
883

98X
S8L

€8S
[4:1}

08A
6LI

9874

¥8TA

2810a

@ 08TI
6LTA
8L11

9LTA

€L1a
® cTlLid

0L1d
6971
89TV
LITA

¥974
€974
T9T0
TOTY

6GTA

LETS
feloract

€ETL
TETD
T€TA
0gTA
622D

L22d

Spermidine synthase 1

e Molecule 1

15%

5%

44%

36%

3%
L

Chain 3-B

T98
09H
68V

1 .
e} re}
= =

2as

-
10
=

6%S

LYH
9%
Svd

821D

9CTA
(4%

€eTA
cTIA
T21d

611d
8171

)

R LDWIDE

S99

O

PROTEIN DATA BANK

W



2041

wwPDB X-ray Structure Validation Summary Report

Page 14

0TTH

® L0ZTD
® 90TI
® §02d

3

T0Z0a
00zA
6671
S6TA

{4158

+

L8T1
9874

€8T1D
[4:3108

6824

78¢H

1

621
8LTW

9.29

cLTS
T.2d

692L

2214,
£9zv
(4198

§6TI
vgca

Tsed

8%CI

ovca

@ E€¥ca
THT

021
6ETH
8€TT

ogcH

TETD
TETA

6229

Lged

44

5344

1144

81c4d
L1cd
912d
S1TH
vicH
€124

1148

0ogex

9TeN
{4

€TES

TTET

L0€1

96CI
S62d

e Molecule 1

€621
26td

Spermidine synthase 1

13%

6%

47%

33%

10%

Chain 3-C

€94

09H

99d
GSM

€4d

TSH
083

LYM

472}
£7A
ThL
TS

1€7d

9TTA
9211

T84

TLA

86TA
LBTY

G6TA
7618
€61D

L8711
9814
4981V
»81A
€819
281da
1819
08TI

LLIN
9LTA
SLTYH

€L1a

TLIR

6971
89TV
L9TA
991a
4991d

0918
6STA

3

PaTd
€910
TSTL

081D

671N

i44%%

8LTH
LLTd

S.TI
vLTA

TLCd
0LZTX

L9TA
99¢S

[4°149
ToTN

96CI

€9cy

SHTI
4493

THTH
T¥CH
0%

8€TT
LETS

SETY

€ETL
® <TETd
TeTA
0ETA
62TH

® .TZd

Sce
veey
144"

j344 3

91ed

90TI

1

@ 00ZA

oged
6CEI

Spermidine synthase 1

Lécda

€621

6824

i
<
—_—
=
O
<
—_—
=
[ ]

15%

45%

4%
—

Chain 3-D

L

€970
¢TI
1974

67 TH

LTI
97T

1L

T9TH

8ETA
LeTd
9ETH
SETT
PETA
EETH

e Te1d

® 621D

9TTA
G211

€TTA

STT1
¥T1d
€111
CTTH
TTTL
0TTI
60T
8073
LOTD

SOTV

cota

8LA

@® €S
[

694

8€TT

SeTy
peTh

TETA

8¢TH

el44s
gce

j144 N
ozes

L1Td

b

® 90CI
S02d

2028

00ZA

86TA

S6TA

18711

78TA

281a

PIel
€1ed
(424
TIEN
OTER
60€d

08cs
6%CA
8¥CI

SHTI
4493
e€vea
{4441

O

R LDWIDE
PROTEIN DATA BANK

W



2041

wwPDB X-ray Structure Validation Summary Report

Page 15

Spermidine synthase 1

e Molecule 1

13%

5%

46%

36%

7%

Chain 4-A

P
©
©0

69V
8494
LSD
96d
SGM
S

TSH
083

LYM

Svd
PI
155208

%S

6ETV
8ETA

SETT
PEIA
€ETD
CTETD

8T1H
LTI

{4 %)

(X4 %)

TCid
0TIN

9110
STT11
¥11d
€111
CITH
TTIL
0171

8011
L0Th

%010

T0TYH

66L
86T

+

€9y

8L11

9LTA

8LTH
LLTd
942D
S.TI

LTS
TL2d
0LTX

89¢d
L9TA

9921

£9cY

6%CA
8%cI

iz
¥¥CI
£€¥%ca
(4440

peTh

TETA
0ETA

8¢TH
Lged
el44s
{445

[444s

612h

L1724

b

e Molecule 1

STTH

2121

62E1
@® 8CEA
LTEN

Scey
veced

TTET

61€d
8IEY

YI1El
€1€ed
CIEY

OTER

80
LOET

YOEN

Spermidine synthase 1

® Toes
00€S

L62d

1

€621

T6CH
062Y
68C4
88ca

Z8TL

0820
6.271

3%

15%

5%

40%

41%

Chain 4-B

LD
0Lb
694

198
09H

qGm
S

TSH

6%S
8vd

Svd
wPI
155708
(421

68A

189

6.1

LD
SLX

0Zes

L1cd
912¢d

v12H

2121
1128
0TTH

® L0Td
® 90TI

¥0za

86TA
LBTV

c61d

88T
1811

LGTA

SSTW
PSTH

CSqTI
1973

67TH

062)

88ca

498cd

@ €8cH
28cTl
1828
082D
6.21

LLTd
9.TD

6921
G9TL
4214,
€92V
29Tk

63928

L8gH

[4s14]

ovcH

@ ¢£¥ea
(4440

6ETH

3

geTy
peTh
£6TL
[4:144]
1€2A
0€TA
[:144)]
82TH
Lzed

GTT1

£2TH

§144N

0€eH

Spermidine synthase 1

8TEA
LgeN
9ceN
{44
81EY
ST1€H

OTEX

L0€T

e Molecule 1

10%

13%

5% o

43%

38%

Chain 4-C

291
798

L

99d
GSM

€9d

TSH

9%H

421

[
<
=

7S

717d

CITH

60TW
80713
LOTh

%010
€0tTd
cota
T0Td
0ota

66L

861

961
S6A

£6a

993

R LDWIDE

erbDeBe

O
PROTEIN DATA BANK

W



2041

wwPDB X-ray Structure Validation Summary Report

Page 16

L0TH

€0Cs

@ 00ZA

9610a
S6TA

€6T1D

161V
06TV

L8771

¥8TA

@ 08TI

8L11T

9LTA

(0)74%°)

LETH
9ETH
SETT

7LTA

TLTS

Tsed

6%CA
8%CI
Lyca

S¥TI

T¥CH
0%C1

8€TT
LETS

veeh
€€zl
® TETD
T€TA
0€TA
6229

ozeH
§2TT
4441
5344

1144

612h

e Molecule 1

L12d
e 912d

(A9

o
-
IS
e

€1ed

OTEX

@ ©OEN

2OoEA
® T0ES
00€S

Spermidine synthase 1

L62a
9621

262d

0623
68cd

L8TA

£8cd

8T8
0820

8LTH

9.TH
.21

15%

42%

40%

4%
-

Chain 4-D

€9
291
198

894

946d
qgm

<+
fre}
=

{41

6%S
8%d

Svd
14729
1557208
(421

0vd
6€D

€CTA
cTIA

8171

9110
Q111

€111

TTIL
0771
60TH
8072

3

0Ty

® L0ZTD
@® 90TI

¥0Ta

1020
00zA
6671
86TA
LBTY

S6TA

L8T1
9874

¥8TA
€81D
281a
8L11

cL1d

M 0 © N o O
O ¢ © © © © ©mm
Pl B = B = ]
BoEAA R

1911

89Ta
LSTA

SGTH
9T
€810a
[4:19)
1814
0810
6%TH
8¥%1a

9% Th

TVTH

6ETV

LETH
9ETH

96T1

T6CH

68cd

8€TT

144

344,

11448
0Zes

L1cd
91ed
S1eH
vicH
e1cd

62E1

Spermidine synthase 1

9TeN
ety )
veed
61€d
€1ed

0TER
60€d

e Molecule 1

13%

o 0 ~
0 e} 0
v = S

6%

47%

34%

7%

Chain 5-A

PETA
€ETD

0ETD
@ 621D
8T1D
L2171
9CTA
ScTl
1447
€eTA
cTIA
TCTd

Q111
?11d
€111

TITL

8072
L0TD
907X

%010
€074

TOTY
0073

86T
L6b

76D

T6T
T6A
06T

88)

98X

z8b

08A
6.1

3

TLA

0Lb
694

L9A
99%

¥0Ta

T0za
00zZA
6671

S6TL
%618

c6Td

06TV

L8T1
9814

78TA

[4:314

@ 08TI
6LTA
8L11
LLTN
9LTA
SLTH

®
€L1a
® c<lLid
TLIK
0L1)
® 6911

LOTA
@ 991a

¥974

29Th
T9TH

69TA

LSTA

SGTH
YTA

[4:19)
1913

67TH
8¥1a
LTI

0LTR

L9TA

S9TL

{4128

L8TH

§gcI
factacs
fofeta |
TS
TSN

6%CA
8%CI

S¥%eI
jazan

144
0zzs
612h

L1cd

S1eH
@ ¥vica

(A4

oTeH
@ 602V
o

00€S

1,620

1

262d
T6CH
0623

88t

® €8cH
28Tl
1828
082)
6.21
8LTH

9.TH
S.TI

TLTS
TLCd

R LDWIDE

O

PROTEIN DATA BANK

W



2041

15%

48%

wwPDB X-ray Structure Validation Summary Report

Spermidine synthase 1

3%

e Molecule 1
Chain 5-B

Page 17

€974
T9Th

99TA

€910

3

0ETD

LTI

ST

€TTH
TTA

CTTH
TITL
0171

6ETH
8€TT
LETS

€ETL
CTETO

0E€TA

8TTH
Lged
9oz
144y

eccy

02Ts

81cd
L124

STTH

€1cd

0TTH

99Td
v914

TTET

61€d
81y

GTEH
pier

80€X

P6CN

262d

L8TA

498cd

€9y

68¢S

[4ct4]
TGN

6%cA

9%CH

® ¢£¥ta

T¥CH
0%21

13%

41%

42%

Spermidine synthase 1

10%

e Molecule 1
Chain 5-C

993
7oA
€94
291
798

GSM

pan
€9d

083

8%d
LYH

421
€PA
ThL

SETT

EETH

60TW
8013
L0Th

€0tTd
c0tTa

0ota
66L

1

£6a

161

68A
88Y
18D
98L&

€8S
[4:1]

08A
6.1

LLa

SLK

11448
@ 91¢d
STeH
4548

@ 012y

L
® L0Td
@ 9021

v0ca

6671

86TA

S6TA

€67D

1811

981V

Z81a

@ 0871

1

cL1E

041D
@ 6971
89TV
® L9TA

914

T9TH

6GTA

YaTA

[4h9)
T91d

67N

443
£€¥1S

TvIH

9ETH

¥6TN
€621

1

6824

L8TA

£8cd

1828
0820

8.LTH
Llcd

0LTR

L9TA

Y9TH

(4519

e
09zA
68cS
86TH
PAtAS
96zd

TSCN

8€TT

9gza
agTy
eeh
£€TL
® T£ed
TETA
0€TA
6229

9Ty
etaa

@ 62l
8TEA
@ LTeM

Spermidine synthase 1

STEY
veed
€TES

TIEN

® %0EN

coed
® T0€S
00€S

Léca
96CI
g62d

15%

5%

38%

42%

4%

e Molecule 1
Chain 5-D .

TSH
083

8¥%d
S¥%d
421
€%
ThL

04

9¥T
Sv1a
TPTH
07 Td

8ETA
LeTd
9ETH

YETA
E€ETH

1€1d

821D

oTTA
SCT1

€TTH

)

R LDWIDE

¥11d
€111
CITH
TTTL

60TI
80T
L0Th
90TA
S0TY

€073
cota
T0TY
00T3
661
86T

961

18D

[4:1}

08A
6.1
8LA

Ll

0Lb

©
©
]

99
g9d

O

erbDeBe

PROTEIN DATA BANK

W



2041

wwPDB X-ray Structure Validation Summary Report

Page 18

STl

T¥CH
0%
6ETH
8€TT

TETO

62CH

Lged

el4 4y

£TTH

j1448
0zes

L124

ST

¥02a
£0TSs

1020

6611

€6TD

¥8TA

6LTA
8L11

SLTH

LOTA

S91d
%914
€914

69TA
89Ta
LSTA

1813
08710
67T

e€1ed
CTIEV

0TER

80€Y

T6CH

88cd

782H
£8cd

082D

8LTH
Llcd

§.2I
254

cLes
TLtd
0LTR
69CL

99Ts
S9TL

£9eV
(4148

09zA
692S

i
Spermidine synthase 1

L89eH

0€ed

8TEA

9TeN
et44

€TES
ceed
TTET

61€d

STEH

e Molecule 1

13%

6%

48%

33%

7%

Chain 6-A

agm

€49d
{4

6%S

9%
Svd
14729
15208

TETd

@® 6TID

L2171
9TTA
STT1
447
€TTy
[445’)

611d
8171

9110
Q111

€111

TTIL
0771
60TH
8072

907X

%010

TOTYH

661

©
o
]

p

T6A
06T

©
@0
B

L8711

8L11
LLTN

0810
6%TH

Sv1a
11

TVIH

8ETA

SETT
PETA

LGTH

§96egI

6%CA

8%CI

oveca
S%CI
jazan
gveca
THTH

0%
6ETH
8€TT

€ETL

0E€TA

82cH

144

£cce
{444

0ZTs
612h

Licd
91ed
STTH

e€1cd
(4148
e Tica

@ 80td
® L0TD
@ 90TI

v0ca
€0TS

62€I

scey
veced

TCET

61€4
81EY

ST1€H
P11

(424
TTIEN

60€d
80
L0€T

YOEN
@® €0gs
2TOeA

00€S
662S

L62a

S6¢d

€621

68T4

b

Spermidine synthase 1

28Tl
8T8
082D

8.LTH
Lltd

§.lcl

TLed
0LTX

L9TA

S9TL

e Molecule 1

€92V

15%

43%

38%

3%
[

Chain 6-B

£9%

198

63V
894

qgm
S

3

083

o
<+
©0

04

8ETA
LETH
9ETYH
GETT
PETA
€ETD

0ETD
621D

LgTl
9CTA
{45

€eTA
(495

€111

TTTL

60TH
801
L0TD
90TA

%010
€073

TOTYH
0073
661

S6A

T6A

@
©
=

189
98X

€8S

08A
6L1

€LS

0Lb

€1cd

0TTH

90TI
s02d

86TA

9610

S9Td
¥914

(444

08TD

8LTH
LLTd

S.LTI

TLTS
Tled
0LTh

L9TA

S9TL

e9zy

65CS

LSGTH

§96egI
vsca
€462

T9CN

6%CA

ovca

i47a8
® E€¥ea
(444

071
6ECTH
8€TT

1

0Tes
6712l
81cd
L1cd
912d
STTH

8TEA
LTeN
9TEN
veced
61€4
ST1€H

CIEY

OTER

80
L0€T

9621
g6cd
v6TN

26td
T6CH
0623

88ta

@ €8tH

R LDWIDE
PROTEIN DATA BANK

w_ 0



2041

wwPDB X-ray Structure Validation Summary Report

Page 19

Spermidine synthase 1

e Molecule 1

13%

5%

46%

36%

10%

Chain 6-C

S9d

198
09H
68V

94d
agM
P
€4d
Tas
TSH

6%S
8%d

k4729
157208
(4721

€ETD
CTETD
e 1T€ld

@ 621D

¥11d
€111
CTTH
TITL

SOTY
%010

0073

86T
160
961

T6T

684
883

98L&

z8h

08A
6L

LLa
9.Lb

€LS
TLY

0Lb
694
89T

994

86TA
LBTV

S6TA

L8711

98TV

281a

e 0811
@® 6LIA
8L11

9LTA
SLTY

S991d

L9711
9%Th

{4499

TVIH
07415

8ETA
LETH

SETT
YETA

L9TA
99TS

e€9cy
T9TR

09zA
LseH
9gcd
§ggcI

[4:t4)
182N

8%CI

STl

THCH

8€TT

eeh
£€TL
® T€Td

@ 002A

@ oeed
@ 6C€El

@ Lzed

vced

cced
TTET

61€4

STEH

TIEN
0T€R
60€d

L0€1

® YOEN

c0eN
® 10€S

S62d

€621
26td

b

Spermidine synthase 1

® S8td
v8cH
€8cH
Z8TL

6.L271

e Molecule 1

15%

41%

4%
L

Chain 6-D

421

67N
8¥1a
LPTI
9%1h

Tv1H
0%TY
6ETY
8ETA

9€TYH
SETT
YETA
€ETD
ZETD

oTTH
STT1

£CTH

1344

6120
81cd

STeH
vica
€1cd
(4141
T12a

b
3

® 90CI
S02d
y0Ta

20Ts

00ZA

86TA
LBTY

Y618

€621

6824

§98¢d

£8cd

1828
0820
6,21
8.LTH

T.2d

69CL
892¢d

S92L

€92V
CT9TA
192N
09zA
6GCS

A4S
96zd
§6zI
j4°racs
£49cy
[4:ta)
ST
0ses
6%CA

LyTa

Svel

THTH

0%21

8€TT

9ETH

eTh
€ETL
TETI

8TTH

Spermidine synthase 1

8TEA
@ Lzed

STEV

61€4

e€1€ed

e Molecule 1

7%

13%

7%

51%

28%

Chain 7-A

80Td

+

7010

T0T¥

66L
86T

S6A
%69

261
T6A
061

189
984

78V

[4:1}
184

6LI
8LA

9.Lb

R LDWIDE

O

PROTEIN DATA BANK

W



2041

wwPDB X-ray Structure Validation Summary Report

Page 20

L8T1

LOTA

€974

6STA

9GTA

eI
€810
[4:19)
1813

67T
8¥%1a

9%Th
Sv1aE
P11
YIS

T7TH

6ETY
8ETA
LETH

SETT
PETA
€€TH

€10

® 6T1)

LT11
9TTA

Tsed
TSN

1

S%CI
442"

{4741
T¥CH

6ETH

TETD
T€TA
0gTA
622D

Lzed
ozeH
S221

egeH

[sl44

8124

912d
S1eyH
e 7icH

(A
e T1cH

@ L0TD

S0cd

102a

86TA

9610d
S6TX
7618
€61D

16TV
06TV
L]

61€d
8TEY
L1EY

e

€1ed

00€S

8672

9621

262d

88t
L8TA

a8zd
829
o ¢£8za

8T8
0820
6.21

9924
eista

N O WON 0RO
NN NN NN N @
MOMMMONONOMm 0
Rv <> HME

Spermidine synthase 1

e Molecule 1

3%

Chain 7-B -

694
89T

198
09H

SGM

15%

Sy
fre}
=

Tss
TSH

6%S
8%d

Svd
j421
155708
(4721

6€D
8EY

39%

42%

9v10
Sy1E

8TTI
LTS
9110

¥T1d
€111

TTTL

80Td

90Tk
SOTV
%01D
€073

1078

861

961

261

98K
S8L

€8S

LLQ

0Lb

144

344,

0zes

STTH

g€1cd

01Ty

S0cd

6611

LTV

60€d

L0€T

Y6TN

c6td
T6CH

S8¢d
¥8TH
@ €8tH

1828
0820

8.LTH
Lltd

6921
89¢d

99¢S

204,

09ZA
6GTS

LSTH
9924

€462y

TSTN

6%CA
8¥cI

144

vced

Spermidine synthase 1

2ced
T2ET

LIEV

STEH
P1EI

(434

e Molecule 1

OTER

10%

13%

46%

37%

Chain 7-C

£9%

798

LSD
99d
qgM
i1l
€49d
Tas
TSH
083
6%S

9%
Svd

E7A

TvS

98&

w8y

184
08A

3

9.Lb

€LS
LA

0Lb

89T

993
S99

® v6IS
€61D

b

88T

98TV
Y8TA

281da

@ 08TI
@ 6.IA
8L11

R LDWIDE

erbDeBe

9LTA

vL1d
€L1a
(RS
TLIA

@ 6911
89TV

® 9910

v9T4

T9Th
TOTH
091s
69TA
891a
LSTA

SGTH
YaTA

[449)
TST1H

6% TH

LTI
9% Th
Sv1a
442}

TVIH
[0S

YLTA

TL2d

89¢d

voTH
€92V
T9Th
192N

63TS

LGTH

baca

TSN

6%CA
8%CI

ovca
S¥%eI
j4%49"

THTN
T¥CH

8€T1
LETS

EETL

0gTA
622D

144y

£gecH

1144

S1TH

vicH

0TTH

O
PROTEIN DATA BANK

W



2041

wwPDB X-ray Structure Validation Summary Report

Page 21

@ 0ged

8TEA
® LTEV

STEV
veed

cTed

0Zed

PIeT

CIEY
TIEN
0TEX

LOET

® TVOEN

Togd
® T0ES

@® 86TH
L620a
96C1
S62d

€621

68cd

Spermidine synthase 1

e Molecule 1

15%

38%

4%
L

Chain 7-D

SETT
YETA

CTETH

® 621D
8T1H
LTI

STT1
YTIA
€CTA

T21d

611d
8TTI

STT1
¥11d
€111
CITH
TTIL
0TTI

L0Tb
90T

€013
cota

66L
861
16D

S6A

£€6a
26T
T6A

68A

7914
€974
29Tl
T9TY

6GTA
8GTa
LSTA
9STA

TSTI
18973

L9TI
9%Th

PPII

TPTH
07 Td

8ETA
LeTd
9ETH

9621

v6TN

68cd

1825

6.21
8LTH
Llcd
9.2H

3

T.2d

69CL

99TS

£9ev

4148

L8y
feletat

022s

0ged
62E1

Scey
vced

zeed
TTET

61€4

LIEY

Spermidine synthase 1

ST€H
Y1EI

e Molecule 1

TIEN
0TER

L0€T

7%

13%

44%

38%

Chain 8-A

€9

09H
63V

949d
qgm
S
€4d
Tas
TSH
[oletc

9%

14729
15208

LETH
9ETYH
SETT

€ETD

0ETD
@ 621D

ST

€CTA
cTIA
TCTd

L11S

0771
60TH
8072
LOTD

SOTV
%010
€073

0073

86T

961
£6a
T6T
T6A

88)

98L&

[4:1}

08A

[
~
-

LLa
9Lb

[ ]
10
~
>

€LS
TLA

0Lb

89T

99%

€974

T9TH

6SGTA
8610
LGTA

9T
£G10a

1813

67TH

Sv1a
¥PII

0vTH

TLTS

0LTR
69CL
89¢d
L9TA

S9TL

£9cy
CTOTA

09zA
69TS

Lgey
96Td

£46TY

TSN

8%CI

SYCI
i47498
evea
THT

0%21

8€T1T
LETS

Spermidine synthase 1

TETD
T€TA
0gTA
62CH
82TH

egecy

o0zzs
612h

L1cd

e ¥icH
e€1cd

e Molecule 1

e T11cH

oged
62€I
@ 8TEA

veced
€TES
cced
TCET
0zed

OTEX
60€4
80€%
LOET

Y0EN

® T0es
00€S

L6éca
9621

€621

498cd

o €823

8T8
0820

8LTH

9.2H
S.2I

15%

5% o

41%

38%

3%
L

Chain 8-B

£9Y%

198

L

qqM

€49d

TSH

6%S
8%d

Svd
j42"

[42%

O

R LDWIDE
PROTEIN DATA BANK

W



2041

wwPDB X-ray Structure Validation Summary Report

Page 22

9ETYH
SETT
PETA

1€1Q

211
9TTA
STT1
¥TIA

9110

¥T1d

TTIL
0TTI
60TH
80Td
L0TD

SOTV

€073

10178
0013
66L
861
L6b
961
S6A

€60
T6'T
T6A

88Y
189
98k
G8L

z8h
184

6.1
8LA
LLa
9.Lb

£ccy
{444

0Tes

€124

0Ty

9021
S0cd
¥0ca

00zA
6611
86TA
LTV
9610d
S6TXL

€61D
c61d
16TV
06TV

1811
9814

6LTA

9LTA
S.T4
ZATS
€L1a

0LTD
6911

991d
%914
€914
29Th

SGTW

€414

TPTH

6ETV
8ETA
Le1d

9621
S62d
Y6TN

262d

18CS
082D

Lltd
9.2H

TSN

8¥CI

e ¢£¥ea
{4441

0%eT
6E€TH
8€TT
LETS
9€cH

€Tl
TETO
TeTA
0ETA
62TH

LTtd

1445

€1€ed

OTEX
60€4

e Molecule 1

LOET

Spermidine synthase 1

10%

13%

42%

42%

Chain 8-C

TvIH
0%T¥
8ETA
LETH
9ETH
GETT
PETA

o e

® O0€1d

8T1D

{4 9]

T21d

8TTI

9110

CITH
TTIL

e O0Tey °
® 60TV °
°
° 1828
o 902I 0829
® sozd

502

202s

® 00zA

86TA
LBTY

S6TA
[
£€61D

6% TH ® 91cd
8¥v1a STTH
1 |
4438 2121
1 Cved

@ oeex
@® 6Tl

® Lted
9zeN

veed

cced

1

piel

TIEN
0TER

® YOEN

i
Spermidine synthase 1

c0eN
® T0€S
00€S

e Molecule 1

L6ca
96CI
S62d
v6TN
€621

15%

41%

40%

4%
-

Chain 8-D

0vd

9ETH

PETA
€ETD

® O0€Id

821D

9CTA
{4 )
1747
€TTA
cTIA
T21d
0ZIN

8TTI

9110
STT1

€111
CTTH

60TH
8011
L0Th

%010
€013
201a

66.L
86T
L60

S6A
76D

C6T
T6A

68A
8831

z8h

08A

8LA

oLb
SLE

® ELS
LY

er4 4

11448

g0cd

86TA
LBTY
9610a
S6TA
¥61S

T6TV

L8117
9814

€810

LLIN

SLTH

0L1d
6971
89TV
LOTA
® 991a

7914
€974

TOTH

LSTA
9GTA

2215
€41a
[449)
TSTH

6%TH

9% Th
Sy13

E€¥1S

TVIH

6ETY

LETH

6.1

9.2H

T.Lzs
T.2d

69CL
89¢d

¥9Th
€9V
[4:1A9
T9TN

64TS

LSTH
99Td

6%CA
8%CI

ovea
STl
¥l

T¥CH
0%
6ETH
8€TT

feloracs

£€ETL
TETO
T€TA

8TTH
LT2d

O

R LDWIDE
PROTEIN DATA BANK

W



Page 23 wwPDB X-ray Structure Validation Summary Report 2Q41

[ ] @
o-Am ~@®oO - FwON oo
A e N NN AN ®
MOM@®Mm M@MO|mOn 00|00 o0o
HEEEN <" E O BN > H R

WO RLDWIDE

er

PROTEIN DATA BANK



Page 24 wwPDB X-ray Structure Validation Summary Report 2Q41
4 Data and refinement statistics (i)
Property Value Source
Space group P1211 Depositor
Cell constants 88.81A 05.21A 89.16A .
Depositor
a, b, c, a, B,y 90.00° 104.96° 90.00°
. 26.29 — 2.70 Depositor
Resolution (4) 26.28 — 2.66 EDS
% Data completeness 95.5 (26.29-2.70) Depositor
(in resolution range) 94.0 (26.28-2.66) EDS
Rinerge (Not available) Depositor
Raym (Not available) Depositor
<I/o(I)>" 1.37 (at 2.644A) Xtriage
Refinement program CNS 1.1 Depositor
R R 0.164 , 0.249 Depositor
» Phfree 0.170 , 0.247 DCC
Ryree test set 3788 reflections (11.14%) DCC
Wilson B-factor (A?) 36.7 Xtriage
Anisotropy 0.700 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.27 , 77.5 EDS
L-test for twinning” <|L| > =049, < L? > =10.33 Xtriage
Estimated twinning fraction 0.018 for 1,-k,h Xtriage
F,.F. correlation 0.94 EDS
Total number of atoms 75520 wwPDB-VP
Average B, all atoms (A?) 37.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 4.07% 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


http://wwpdb.org/validation/2016/XrayValidationReportHelp#data_stats

Page 25 wwPDB X-ray Structure Validation Summary Report 2Q41

5 Model quality (i)

5.1 Standard geometry (i)

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

. Bond lengths Bond angles
Mol | Chain | pyioy 7155 | RMSZ | #(7] >5
1 1-A 0.37 0/2282 0.61 0/3089
1 1-B 0.39 0/2246 0.61 0/3040
1 1-C 0.37 0/2282 0.62 0/3089
1 1-D 0.39 0/2246 0.61 0/3040
1 2-A 0.36 0/2282 0.60 0/3089
1 2-B 0.39 0/2246 0.62 0/3040
1 2-C 0.37 0/2282 0.62 0/3089
1 2-D 0.39 0/2246 0.62 0/3040
1 3-A 0.37 0/2282 0.61 0/3089
1 3-B 0.40 0/2246 0.62 0/3040
1 3-C 0.38 0/2282 0.61 0/3089
1 3-D 0.39 0/2246 0.62 0/3040
1 4-A 0.38 0/2282 0.59 0/3089
1 4-B 0.41 0/2246 0.63 1/3040 (0.0%)
1 4-C 0.38 0/2282 0.62 0/3089
1 4-D 0.38 0/2246 0.61 0/3040
1 5-A 0.39 0/2282 0.63 0/3089
1 5-B 0.43 0/2246 0.65 1/3040 (0.0%)
1 5-C 0.40 0/2282 0.64 0/3089
1 5-D 0.41 0/2246 0.65 0/3040
1 6-A 0.40 0/2282 0.63 0/3089
1 6-B 0.41 0/2246 0.63 0/3040
1 6-C 0.39 0/2282 0.64 0/3089
1 6-D 0.40 0/2246 0.65 0/3040
1 7-A 0.38 0/2282 0.63 0/3089
1 7-B 0.40 0/2246 0.62 0/3040
1 7-C 0.41 0/2282 0.64 0/3089
1 7-D 0.41 0/2246 0.64 0/3040
1 8-A 0.39 0/2282 0.63 0/3089
1 8-B 0.41 0/2246 0.63 0/3040
1 8-C 0.41 0/2282 0.66 0/3089
1 8-D 0.41 0/2246 0.64 0/3040
All All 0.39 | 0/72448 | 0.63 | 2/98064 (0.0%)
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There are no bond length outliers.

All (2) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
1 4-B 109 | MSE | CA-CB-CG | -6.46 102.32 113.30
1 5-B 109 | MSE | CB-CA-C | 5.31 121.01 110.40

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 1-A 2234 0 2199 160 0
1 1-B 2198 0 2168 122 0
1 1-C 2234 0 2199 148 0
1 1-D 2198 0 2168 142 0
1 2-A 2234 0 2199 181 0
1 2-B 2198 0 2168 140 0
1 2-C 2234 0 2199 167 0
1 2-D 2198 0 2168 128 0
1 3-A 2234 0 2199 152 0
1 3-B 2198 0 2168 180 0
1 3-C 2234 0 2199 213 0
1 3-D 2198 0 2168 126 0
1 4-A 2234 0 2199 204 0
1 4-B 2198 0 2168 154 0
1 4-C 2234 0 2199 172 0
1 4-D 2198 0 2168 155 0
1 5-A 2234 0 2199 188 0
1 5-B 2198 0 2168 115 0
1 5-C 2234 0 2199 150 0
1 5-D 2198 0 2168 149 0
1 6-A 2234 0 2199 209 0
1 6-B 2198 0 2168 148 0
1 6-C 2234 0 2199 200 0
1 6-D 2198 0 2168 140 0
1 7-A 2234 0 2199 227 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 7-B 2198 0 2168 136 0
1 7-C 2234 0 2199 161 0
1 7-D 2198 0 2168 156 0
1 8-A 2234 0 2199 162 0
1 8-B 2198 0 2168 169 0
1 8-C 2234 0 2199 146 0
1 8-D 2198 0 2168 167 0
2 1-A 130 0 0 4 0
2 1-B 177 0 0 10 0
2 1-C 135 0 0 9 0
2 1-D 134 0 0 6 0
2 2-A 137 0 0 5 0
2 2-B 179 0 0 13 0
2 2-C 129 0 0 9 0
2 2-D 131 0 0 8 0
2 3-A 135 0 0 6 0
2 3-B 175 0 0 10 0
2 3-C 132 0 0 16 0
2 3-D 134 0 0 4 0
2 4-A 134 0 0 10 0
2 4-B 173 0 0 11 0
2 4-C 135 0 0 15 0
2 4-D 134 0 0 6 0
2 5-A 134 0 0 7 0
2 5-B 171 0 0 14 0
2 5-C 138 0 0 7 0
2 5-D 133 0 0 16 0
2 6-A 135 0 0 7 0
2 6-B 176 0 0 12 0
2 6-C 132 0 0 7 0
2 6-D 133 0 0 9 0
2 7-A 128 0 0 13 0
2 7-B 177 0 0 12 0
2 7-C 133 0 0 9 0
2 7-D 138 0 0 13 0
2 8-A 135 0 0 7 0
2 8-B 173 0 0 16 0
2 8-C 133 0 0 7 0
2 8-D 135 0 0 14 0

All All 75520 0 69872 4966 0

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 35.

PROTEIN DATA BANK
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The worst 5 of 4966 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:C:124:VAL:HG22 | 1:C:197:ALA:HB3 1.25 1.18
1:A:135:LEU:HD22 | 1:A:149:MSE:HE2 1.28 1.14
1:A:241:HIS:HB3 2:A:427:HOH:O 1.45 1.13
1:A:238:LEU:HA 1:A:242:MSE:HE3 1.37 1.06
1:C:198:VAL:HB 1:C:231:VAL:HG22 1.34 1.04

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (3)

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

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

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1| 1A | 288334 (86%) | 244 (85%) | 33 (12%) | 11 (4%) |
1 1-B 281/334 (84%) 241 (86%) 33 (12%) 7 (2%)

1 1-C 288/334 (86%) 249 (86%) 29 (10%) 10 (4%)
1 1-D 281/334 (84%) 227 (81%) 44 (16%) 10 (4%)
1 2-A 288/334 (86%) 243 (84%) 32 (11%) 13 (4%)
1 2-B 281/334 (84%) 245 (87%) 31 (11%) 5 (2%)
1 2-C 288/334 (86%) 242 (84%) 33 (12%) 13 (4%)
1 2-D 281/334 (84%) 246 (88%) 28 (10%) 7 (2%)
1 3-A 288/334 (86%) 243 (84%) 31 (11%) 14 (5%)
1 3-B 281/334 (84%) 217 (77%) 47 (17%) 17 (6%)
1 3-C 288/334 (86%) 229 (80%) 46 (16%) 13 (4%)
1 3-D 281/334 (84%) 244 (87%) 33 (12%) 4 (1%)
1 4-A 288/334 (86%) 242 (84%) 31 (11%) 5 (5%)
1 4-B 281/334 (84%) 243 (86%) 28 (10%) 10 (4%)

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

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 4-C 288/334 (86%) 243 (84%) 30 (10%) 15 (5%) |
1 4-D 281/334 (84%) 233 (83%) 40 (14%) 8 (3%)

1 5-A 288/334 (86%) 232 (81%) 44 (15%) 12 (4%)
1 5-B 281/334 (84%) 242 (86%) 33 (12%) 6 (2%)
1 5-C 288/334 (86%) 233 (81%) 42 (15%) 13 (4%)
1 5-D 281/334 (84%) 225 (80%) 42 (15%) 14 (5%)
1 6-A 288/334 (86%) 241 (84%) 31 (11%) 16 (6%)
1 6-B 281/334 (84%) 234 (83%) 35 (12%) 12 (4%)
1 6-C 288/334 (86%) 238 (83%) 36 (12%) 14 (5%)
1 6-D 281/334 (84%) 234 (83%) 35 (12%) 12 (4%)
1 7-A 288/334 (86%) 234 (81%) 39 (14%) 15 (5%)
1 7-B 281/334 (84%) 247 (88%) 32 (11%) 2 (1%)
1 7-C 288/334 (86%) 248 (86%) 25 (9%) 15 (5%)
1 7-D 281/334 (84%) 235 (84%) 36 (13%) 10 (4%)
1 8-A 288/334 (86%) 249 (86%) 27 (9%) 12 (4%)
1 8-B 281/334 (84%) 229 (82%) 41 (15%) 11 (4%)
1 8-C 288/334 (86%) 242 (84%) 37 (13%) 9 (3%)
1 8-D 281/334 (84%) 240 (85%) 36 (13%) 5 (2%)
All All 9104/10688 (85%) | 7634 (84%) | 1120 (12%) | 350 (4%)

5 of 350 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 1-A 69 PHE
1 1-A 298 GLU
1 1-B 167 VAL
1 1-B 236 GLU
1 1-C 165 PRO

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
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analysed, and the total number of residues.

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 1-A | 249/276 (90%) | 245 (98%) | 4 (2%) 68 9] |
1 1-B 243/276 (88%) | 234 (96%) | 9 (4%) 39 70
1 1-C 249/276 (90%) | 244 (98%) | 5 (2%) 60 J&L
1 1-D | 243/276 (88%) | 233 (96%) | 10 (4%) 35 66
1 2-A | 249/276 (90%) | 242 (97%) | 7 (3%) 49 179
1 2-B 243/276 (88%) | 235 (97%) | 8 (3%) 43 73
1 2-C 249/276 (90%) | 240 (96%) | 9 (4%) 40 70
1 2-D | 243/276 (88%) | 234 (96%) | 9 (4%) 39 70
1 3-A | 249/276 (90%) | 240 (96%) | 9 (4%) 40 70
1 3-B 243/276 (88%) | 232 (96%) | 11 (4%) 32 62
1 3-C 249/276 (90%) | 237 (95%) | 12 (5%) 30 59
1 3-D | 243/276 (88%) | 235 (97%) | 8 (3%) 43 73
1 4-A | 249/276 (90%) | 237 (95%) | 12 (5%) 30 59
1 4-B 243/276 (88%) | 231 (95%) | 12 (5%) 29 58
1 4-C 249/276 (90%) | 239 (96%) | 10 (4%) 36 67
1 4-D 243/276 (88%) | 238 (98%) | 5 (2%) 59 |85/
1 5-A | 249/276 (90%) | 234 (94%) | 15 (6%) 22 48
1 5-B 243/276 (88%) | 228 (94%) | 15 (6%) 21 46
1 5-C 249/276 (90%) | 240 (96%) | 9 (4%) 40 70
1 5D | 243/276 (88%) | 228 (94%) | 15 (6%) 21 46
1 6-A | 249/276 (90%) | 236 (95%) | 13 (5%) 27 55
1 6-B 243/276 (88%) | 231 (95%) | 12 (5%) 29 58
1 6-C 249/276 (90%) | 238 (96%) | 11 (4%) 33 63
1 6-D | 243/276 (88%) | 233 (96%) | 10 (4%) 35 66
1 7-A | 249/276 (90%) | 231 (93%) | 18 (7%) 17/ 39
1 7-B 243/276 (88%) | 227 (93%) | 16 (7%) 19 43
1| 7-C | 249/276 (90%) | 244 (98%) | 5 (2%) | 60 |86] |
1 7-D | 243/276 (88%) | 236 (97%) | 7 (3%) 48 |77
1 8-A | 249/276 (90%) | 241 (97%) | 8 (3%) 44 75
1 8-B 243/276 (88%) | 227 (93%) | 16 (7%) 19 43
1 8-C 249/276 (90%) | 241 (97%) | 8 (3%) 44 75

Continued on next page...
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Continued from previous page...
Mol | Chain Analysed Rotameric | Outliers | Percentiles

1 8D | 243/276 (88%) | 231 (95%) | 12 (5%) | 29 58
All | ANl | 7872/8832 (89%) | 7542 (96%) | 330 (4%) | 34 65

5 of 330 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
5-A 260 VAL
5-D 226 ARG
8-B 226 ARG
5-A 306 PRO
5-B 264 TRP

—| = = =] =

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 163 such
sidechains are listed below:

Mol | Chain | Res | Type
4-C 107 GLN
5-B 120 ASN
8-B 146 GLN
4-C 241 HIS

4-D 261 ASN

| = = =] =

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

There are no ligands in this entry.
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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.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
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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 | 1-A | 283/334 (84%) 0.23 23 (8%) 113 1 10] | 12, 35, 82, 101 | 283 (100%)
1 | 1B | 278/334 (83%) 013 | 10 (3%) 43 42 | 10, 30, 62, 100 | 278 (100%)
1 | 1-C | 283/334 (84%) 0.32 3 (11%) 15|14 | 15, 35, 80, 112 | 283 (100%)
1 | 1D | 278/334 (83%) 0.06 12 (4%) 36 34 |11, 31,70, 104 | 278 (100%)
1 | 2-A | 283/334 (84%) 0.23 23 (8%) 1131 [ 10] | 12, 35, 82, 101 | 283 (100%)
1 | 2B | 278/334 (83%) 013 | 10 (3%) 43 42 | 10, 30, 62, 100 | 278 (100%)
1 | 2:C | 283/334 (84%) 0.32 33 (11%) 15, 35, 80, 112 | 283 (100%)
1 | 2D | 278/334 (83%) 0.06 12 (4%) 36 11, 31, 70, 104 | 278 (100%)
1 | 3A | 283/334 (84%) 0.23 23 (8%) | 13 ]_l 12, 35, 82, 101 | 283 (100%)
1 | 3B | 278/334 (83%) 0.3 | 10 (3%) 43 42 | 10,30, 62, 100 | 278 (100%)
1 | 3C | 283/334 (84%) 0.32 33 (11%) 15, 35, 80, 112 | 283 (100%)
1 | 3D | 278/334 (83%) 0.06 12 (4%) 36 34 | 11,31, 70, 104 | 278 (100%)
1 | 4-A | 283/334 (84%) 0.23 23 (8%) 1 131 1 10] | 12, 35, 82, 101 | 283 (100%)
1 | 4B | 278/334 (83%) 013 | 10 (3%) 43 42 | 10, 30, 62, 100 | 278 (100%)
1 | 4C | 283/334 (84%) 0.32 33 (11%) 15, 35, 80, 112 | 283 (100%)
1 | 4D | 278/334 (83%) 0.06 12 (4%) 36 11, 31, 70, 104 | 278 (100%)
1 | 5-A | 283/334 (84%) 0.23 23 (8%) | 13 ]_l 12, 35, 82, 101 | 283 (100%)
1 | 5B | 278/334 (83%) 013 | 10 (3%) 43 42 | 10, 30, 62, 100 | 278 (100%)
1 | 5C | 283/334 (84%) 0.32 33 (11%) 15, 35, 80, 112 | 283 (100%)
1 | 5D | 278/334 (83%) 0.06 12 (4%) 36 11, 31, 70, 104 | 278 (100%)
1 | 6A | 283/334 (84%) 0.23 23 (8%) | 13 ]_l 12, 35, 82, 101 | 283 (100%)
1 | 6B | 278/334 (83%) 0.3 | 10 (3%) 43 42 | 10,30, 62, 100 | 278 (100%)
1 | 6C | 283/334 (84%) 0.32 33 (11%) 150 4] | 15, 35, 80, 112 | 283 (100%)
1 | 6D | 278/334 (83%) 0.06 12 (4%) 36 34 | 11,31, 70, 104 | 278 (100%)

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

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
1 | 7-A | 283/334 (84%) 0.23 23 (8%) | 131 [ 101 | 12, 35, 82, 101 | 283 (100%)
1 | 7B | 278/334 (83%) 013 | 10 (3%) 43 42 | 10, 30, 62, 100 | 278 (100%)
1 | 7-C | 283/334 (84%) 0.32 33 (11%) 15, 35, 80, 112 | 283 (100%)
1 | 7D | 278/334 (83%) 0.06 12 (4%) 36 34 | 11,31, 70, 104 | 278 (100%)
1 | 8A | 283/334 (84%) 0.23 23 (8%) 1131 | 10] | 12, 35, 82, 101 | 283 (100%)
1 | 8B | 278/334 (83%) 0.3 | 10 (3%) 43 42 | 10,30, 62, 100 | 278 (100%)
1 | 8C | 283/334 (84%) 0.32 33 (11%) 15, 35, 80, 112 | 283 (100%)
1 | 8D | 278/334 (83%) 0.06 12 (4%) 36 34 | 11,31, 70, 104 | 278 (100%)
All All 8976/10688 (83%) 0.12 624 (6%) 171115} | 10, 33, 75, 112 | 8976 (100%)

The worst 5 of 624 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
1 1-C 207 | GLY 10.5
1 2-C 207 | GLY 10.5
1 3-C 207 | GLY 10.5
1 4-C 207 | GLY 10.5
1 5-C 207 | GLY 10.5

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

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

6.3 Carbohydrates (i)

There are no carbohydrates in this entry.

6.4 Ligands (i)

There are no ligands in this entry.

6.5 Other polymers (i)

There are no such residues in this entry.
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