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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 2.40 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
Clashscore - 9
Ramachandran outliers D 2.7%
Sidechain outliers 0 D 7.7%
RSRZ outliers D 13.4%
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))
Clashscore 141614 4398 (2.40-2.40)
Ramachandran outliers 138981 4318 (2.40-2.40)
Sidechain outliers 138945 4319 (2.40-2.40)
RSRZ outliers 127900 3811 (2.40-2.40)

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

Mol | Chain | Length Quality of chain
1 1-A AT7 = 64% 31% 5%
1 1-B AT7 e 64% 30% 5%
1 1-C 477 S 65% 30% 5%
1 1-D 477 e 63% 31% 5%
1 1-E 477 e 62% 32% 6%
1 1-F 477 e 64% 31% 5%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
1 1-G 477 e 63% 31% 5%
Do | app | — G 1% £
1 1-I AT7 e 64% 31% 5%
1 1-J AT7 == 64% 31% 5%
1 1-K AT7 e 62% 32% 5%
1 1-L AT7 == 63% 31% 5%
1 1-M AT7 e 64% 31% 5%
1 1-N AT7 e 64% 30% 5%
1 1-0 477 m—— 65% 30% 5%
1 1-P 477 & 63% 31% 5%
1 1-Q AT7 e 62% 32% 5%
1 1-R 477 & 64% 31% 5%
1 1-S 477 e 64% 31% 5%
1 1-T 477 e 64% 30% 5%
1 1-U AT7 e 65% 30% 5%
1 1-V AT7 = 64% 31% 5%
1 1-W AT7 == 63% 31% 5%
1 1-X AT7 e 63% 31% 5%
1 10-A ATT7 e 64% 30% “6%
1 10-B 477 & 65% 30% 5%
| e | apy | — G 30% "
1 10-D AT7 & 64% 30% “6%
1 10-E 477 & 62% 32% 5%
1 10-F 477 e 63% 31% “6%
1 10-G 477 e 64% 30% 5%

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

Mol | Chain | Length Quality of chain
1 10-H 477 e 64% 30% T6%
1 10-1 477 e 65% 20% 5%
1 10-J ATT == 65% 30% 5%
1 10-K AT7 = 62% 32% T6%
1 10-L AT7 = 62% 31% “6%
L ron | apy | — e 20% 5
1 10-N AT7 e 63% 31% 5%
| 100 | apy | — G 30% £
1 10-P 477 & 63% 31% “6%
1 10-Q 477 S 64% 31% 5%
1 10-R AT7 e 65% 29% “6%
1 10-S 477 — 64% 31% 5%
1 10-T 477 e 64% 30% 5%
1 10-U 477 e 65% 20% 5%
1 10-V ATT7 = 65% 30% 5%
1 10-W ATT7 == 64% 31% 5%
1 10-X AT7 = 65% 29% “6%
1 2-A ATT7 e 64% 30% 5% -
1 2-B AT7 e 66% 28% 5% -
1 2-C 477 S 64% 30% 5% -
1 2-D 477 & 64% 30% 5% -
1 2-E AT7 & 62% 31% 5% -
1 2-F 477 & 65% 29% 5% -
1 2-G 477 e 64% 20% “6% -
1 2-H 477 e 65% 20% 5% -

Continued on next page...
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Mol | Chain | Length Quality of chain
1 2-1 477 & 64% 30% 5% -
1 2-J 477 e 64% 30% 5% -
1 2-K AT7 e 64% 30% 5%
1 2-L AT7 = 63% 30% 5%
1 2-M AT7 = 64% 30% 5%
1 2-N AT7 = 66% 28% 5% -
1 2-0 AT7 m——— 64% 30% 5% -
1 2-P AT7 e 65% 29% 5% -
1 2-Q 477 e 64% 30% 5%
1 2-R 477 & 65% 29% 5% -
1 2-S AT7 e 65% 29% 5% -
1 2-T 477 & 65% 29% 5% -
1 2-U 477 e 64% 20% 5% -
1 2-V 477 e 63% 31% 5% -
1 2-W ATT7 == 65% 29% o
1 2-X AT7 = 65% 29% “6% -
L aa | gy | — T 25% -
1 3-B AT7 e 69% 26% 5%
1 3-C ATT7 S 71% 25% o
| ap | apy | — T 259 -
1 3-E 477 & 69% 26% 5%
1 3-F 477 e 70% 25% o
1 3-G 477 — 70% 26% o
1 3-H 477 e 70% 25% o
1 3-1 477 e 71% 24% o

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

Mol | Chain | Length Quality of chain

1 3-J 477 & 69% 27% -
1 | 3K 477 e 5o — —
1 3-L 477 & 70% 25% -
1 | 3M 477 = 7o% 75 -
1 | 3N 477 =S 7o% 75w -
1 | 30 477 = 7o 5% -
1 3-P AT7 e 7o T -
1 3-Q 477 e 70% 25% 5%
1 3-R 477 & 70% 25% -
1 3-S 477 & 70% 26% -
1 3-T 477 & 70% 25% =
1 | 3U 477 e I 7o -
1 3-V 477 & 69% 26% -

1 3-W 477 & 70% 25% -

1 | 3X 477 == I 75 -
1 | 4A AT7 = 5o ST o
1 4-B 477 & 65% 31% -
1 | 4cC AT7 S So% So% o
1 | 4D AT7 e 55 T -
1 | 4F AT7 m—— 55 v -
1 4-F 477 & 65% 31% -
1 4-G 477 & 64% 32% -
1 | 4H 477 e o8 = -
1 4-1 477 & 65% 30% -
1 4-J 477 & 65% 31% -

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
1 | 4K 477 e 55 e -
1 4-1L 477 & 65% 31% -
1 | 4M 477 = sov o o
1 | 4N 477 = sa = o
1 | 40 AT7 m—— 55 ST o
1 4P AT7 = sa % -
1 | 4Q AT7 e sav — o
1 AR 477 e 55 So% o
1 4-S 477 & 65% 31% -
1 4-T 477 & 64% 31% -
1 | 4U 477 e So = -
1 4-V 477 & 65% 30% -
1 4-W 477 & 64% 31% -
1 | 4X 477 e So% o —
1 | 5A 477 == 557 2% -
1 5-B 477 & 65% 31% -
1 | 5C 477 = 55 So% o
1 | 5D AT7 e 557 5% -
1 5-F AT7 m——— 5o e -
1 5-F 477 & 65% 30% -
1 5-G 477 & 64% 31% -
1 | 5H 477 e 55 = o
1 5-1 477 e G = -
1 5-J 477 & 64% 31% -
1 | 5K 477 = 55 T2 -

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
1 5-L 477 e 63% 32% 5%
| s | gy | — e 1% -
1 5-N AT7 e 63% 32% o
|| no | gy | — e 30% -
L ap | apy | — o 32% -
1 | 5Q AT7 = 5o — -
1 5-R ATT7 == 66% 30% o
1 5-S ATT7 e 65% 30% -
1 5-T 477 e 64% 31% -
| sy |y | — e 20% -
1 5-V 477 e 65% 30% -
1 5-W 477 — 64% 32% -
| osx | apy | — e 1% -
1 6-A 477 e 61% 32% 7%
1 6-B AT7 = 63% 31% “6%
1 6-C 477 e 62% 31% “6%
1 6-D AT7 = 62% 31% “6%
1 6-E AT7 & 61% 33% “6%
1 6-F AT7 & 62% 31% “6%
1 6-G 477 e 62% 31% “6%
1 6-H 477 & 62% 32% “6%
1 6-1 AT7 & 63% 31% “6%
1 6-J 477 e 61% 32% “6%
1 6-K 477 e 62% 32% “6%
1 6-L 477 e 61% 33% “6%

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

Mol | Chain | Length Quality of chain

1 6-M 477 e 62% 31% 7%
D] en | app | — R 2% o
1 6-O 477 m— 62% 32% “6%
1 6-P AT7 = 62% 31% “6%

1 6-Q 477 e 61% 32% “6%

1 6-R AT7 == 62% 32% “6%
1 6-S ATT7 e 63% 31% “6%
1 6-T AT7 e 62% 31% “6%

1 6-U 477 e 63% 31% “6%
1 6-V 477 e 62% 32% “6%
1 6-W AT7 e 62% 31% “6%

1 6-X 477 & 62% 31% “6%

1 7-A ATT — 65% 30% o

1 7-B ATT7 e 67% 29% o
1 7-C 477 e 67% 28% o

|| rp | gy | — 5% 20% -
L rE | apy | — 5% 29% e
1 7-F ATT7 == 67% 28% o
1 7-G ATT7 e 68% 28% o
L | apy | — e 269 B
1| 71 pry | — s 20% -
1 7-J 477 e 67% 29% o
B G2 200 N
1 7-L 477 e 66% 29% o

1 7-M ATT7 e 66% 29% o

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

LN | apy | — s 20% -
| ro | gy | — R 209 o
R 5% 30% -
1 7-Q 477 — 66% 29% -
1 7-R 477 == 68% 28% o
1 7-S 477 e 67% 28% o
1 7-T ATT7 e 68% 28% ot
| gy |y | — s 20% o
1 -V 477 e 67% 29% ot
1 7-W ATT7 e 66% 29% -
D rx | apy | — 5% 29% B
1 8-A 477 e 66% 30% -
1 8-B ATT e 66% 30% o
1 8-C ATT7 m— 66% 29% -
|| sp | oy | — e 30% -
1 8-E AT7 m— 64% 32% 5%
1 8-F AT7 == 66% 30% 5%
1 8-G ATT7 e 65% 30% o
D s | apy | — 5% 299 -
1| 81 yry | — 5% 299 -
1 8-J 477 e 66% 30% -
1 8-K AT7 & 65% 30% 5%
1 8-L 477 — 66% 30% -
1 8-M 477 e 66% 29% o
| osN | apy | — G2 20% -

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

1 8-0 477 e 66% 29% -

1 | 8P yry | — G 20% E3
1 8-Q 477 — 65% 30% 5%
1 8-R ATT7 e 66% 30% o
1 8-S 477 e 66% 29% 5%
1 8-T 477 ——— 67% 29% o
| su | apy | — 5% 299 -
1 8-V ATT7 e 66% 30% -
1 8-W 477 & 66% 29% 5%
L oax | gy | — GEa 29% -
L ga | gy | — G 3% -
1 9-B 477 eSS 62% 33% -
| gc | gy | e— R 3% -
| op | apy | — GEs 2a% -
| op | apy | — 5% 34% -
1 9-F 477 e 63% 32% 5%

1 9-G 477 e 61% 35% o
L om | gy | — R 2% -
1| 91 ypy | — R 2% -
1 9-J 477 e 62% 33% -
L oK | gy | — e 2a% -
1 9-L 477 e 62% 33% -
L on | gy | — G 2% -
1 9-N 477 e 62% 33% -
1 9-O0 477 e 63% 32% e

Continued on next page...
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Mol | Chain | Length Quality of chain
1 | op yyy | — G 20% .
1 9-Q) 477 e = — .
1 9-R 477 e 63% 32% :
1 9-S 477 m—— 62% 33% :
1 9-T 477 e 63% 32% .
| gy | apy | — e 325% .
1 9-V 477 e 62% 33% .
1 9-W 477 e 62% 33% .
L gx | apy | — R 32% .

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

ria:

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
2 MN 1-A 470 - - - X
2 MN 1-E 470 - - - X
2 MN 1-1 470 - - - X
2 MN 1-L 470 - - - X
2 MN 1-N 470 - - - X
2 MN 1-O 470 - - - X
2 MN 1-R 470 - - - X
2 MN 10-A | 470 - - - X
2 MN 10-E | 470 - - - X
2 MN 10-1 470 - - - X
2 MN 10-L | 470 - - - X
2 MN 10-N | 470 - - - X
2 MN 10-O | 470 - - - X
2 MN 10-R | 470 - - - X
2 MN 2-A 470 - - - X
2 MN 2-E 470 - - - X
2 MN 2-1 470 - - - X
2 MN 2-L 470 - - - X
2 MN 2-N 470 - - - X
2 MN 2-0 470 - - - X
2 MN 2-R 470 - - - X
2 MN 3-A 470 - - - X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
2 MN 3-E 470 - - - X
2 MN 3-1 470 - - - X
2 MN 3-L 470 - - - X
2 MN 3-N 470 - - - X
2 MN 3-0 470 - - - X
2 MN 3-R 470 - - - X
2 MN 4-A 470 - - - X
2 MN 4-F 470 - - - X
2 MN 4-1 470 - - - X
2 MN 4-L 470 - - - X
2 MN 4-N 470 - - - X
2 MN 4-0 470 - - - X
2 MN 4-R 470 - - - X
2 MN 5-A 470 - - - X
2 MN 5-E 470 - - - X
2 MN 5-1 470 - - - X
2 MN 5-L 470 - - - X
2 MN 5-N 470 - - - X
2 MN 5-0 470 - - - X
2 MN 5-R 470 - - - X
2 MN 6-A 470 - - - X
2 MN 6-E 470 - - - X
2 MN 6-1 470 - - - X
2 MN 6-L 470 - - - X
2 MN 6-N 470 - - - X
2 MN 6-O 470 - - - X
2 MN 6-R 470 - - - X
2 MN 7-A 470 - - - X
2 MN 7-E 470 - - - X
2 MN 7-1 470 - - - X
2 MN 7-L 470 - - - X
2 MN 7-N 470 - - - X
2 MN 7-O 470 - - - X
2 MN 7-R 470 - - - X
2 MN 8-A 470 - - - X
2 MN 8-E 470 - - - X
2 MN 8-1 470 - - - X
2 MN 8-L 470 - - - X
2 MN 8-N 470 - - - X
2 MN 8-0O 470 - - - X
2 MN 8-R 470 - - - X
2 MN 9-A 470 - - - X

Continued on next page...
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
2 MN 9-E 470 - - - X
2 MN 9-1 470 - - - X
2 MN 9-L 470 - - - X
2 MN 9-N 470 - - - X
2 MN 9-O 470 - - - X
2 MN 9-R 470 - - - X
3 AMP 1-A | 7475 - - - X
3 AMP 1-B | 7477 - - - X
3 AMP 1-C | 7479 - - - X
3 AMP 1-D | 7481 - - - X
3 AMP 1-E | 7483 - - - X
3 AMP 1-F | 7485 - - - X
3 AMP 1-G | 7487 - - - X
3 AMP 1-H | 7489 - - - X
3 AMP 1-1 7491 - - - X
3 AMP 1-J 7493 - - - X
3 AMP 1-K | 7495 - - - X
3 AMP 1-L | 7497 - - - X
3 AMP 1-M | 7499 - - - X
3 AMP 1-N | 7501 - - - X
3 AMP 1-O | 7503 - - - X
3 AMP 1-P | 7505 - - - X
3 AMP 1-Q | 7507 - - - X
3 AMP 1-R | 7509 - - - X
3 AMP 1-S 7511 - - - X
3 AMP 1-T | 7513 - - - X
3 AMP 1-U | 7515 - - - X
3 AMP -V | 7517 - - - X
3 AMP | 1-W | 7519 - - - X
3 AMP 1-X | 7521 - - - X
3 AMP | 10-A | 7475 - - - X
3 AMP | 10-B | 7477 - - - X
3 AMP | 10-C | 7479 - - - X
3 AMP | 10-D | 7481 - - - X
3 AMP | 10-E | 7483 - - - X
3 AMP | 10-F | 7485 - - - X
3 AMP | 10-G | 7487 - - - X
3 AMP | 10-H | 7489 - - - X
3 AMP 10-I | 7491 - - - X
3 AMP | 10-J | 7493 - - - X
3 AMP | 10-K | 7495 - - X X
3 AMP | 10-L | 7497 - - - X

Continued on next page...
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
3 AMP | 10-M | 7499 - - - X
3 AMP | 10-N | 7501 - - - X
3 AMP | 10-O | 7503 - - - X
3 AMP | 10-P | 7505 - - - X
3 AMP | 10-Q | 7507 - - - X
3 AMP | 10-R | 7509 - - - X
3 AMP | 10-S | 7511 - - - X
3 AMP | 10-T | 7513 - - - X
3 AMP | 10-U | 7515 - - - X
3 AMP | 10-V | 7517 - - - X
3 AMP | 10-W | 7519 - - - X
3 AMP | 10-X | 7521 - - - X
3 AMP 2-A | 7475 - - X X
3 AMP 2-B | 1477 - - - X
3 AMP 2-C | 7479 - - X X
3 AMP 2-D | 7481 - - X X
3 AMP 2-E | 7483 - - X X
3 AMP 2-F | 7485 - - X X
3 AMP 2-G | 7487 - - X X
3 AMP 2-H | 7489 - - X X
3 AMP 2-1 7491 - - X X
3 AMP 2-J 7493 - - - X
3 AMP 2-K | 7495 - - X X
3 AMP 2-L | 7497 - - X X
3 AMP | 2-M | 7499 - - X X
3 AMP 2-N | 7501 - - - X
3 AMP 2-0 | 7503 - - X X
3 AMP 2-P | 7505 - - X X
3 AMP 2-Q | 7507 - - X X
3 AMP 2-R | 7509 - - X X
3 AMP 2-S 7511 - - - X
3 AMP 2-T | 7513 - - X X
3 AMP 2-U | 7515 - - - X
3 AMP 2-V | 7517 - - - X
3 AMP | 2-W | 7519 - - - X
3 AMP 2-X | 7521 - - X X
3 AMP 3-A | 7475 - - X X
3 AMP 3-B | 7477 - - X X
3 AMP 3-C | 7479 - - X X
3 AMP 3-D | 7481 - - X X
3 AMP 3-E | 7483 - - X X
3 AMP 3-F | 7485 - - X X

Continued on next page...
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
3 AMP 3-G | 7487 - - X X
3 AMP 3-H | 7489 - - X X
3 AMP 3-1 7491 - - X X
3 AMP 3-J 7493 - - X X
3 AMP 3-K | 7495 - - X X
3 AMP 3-L | 7497 - - X X
3 AMP | 3-M | 7499 - - X X
3 AMP 3-N | 7501 - - X X
3 AMP 3-O | 7503 - - X X
3 AMP 3-P | 7505 - - X X
3 AMP 3-Q | 7507 - - X X
3 AMP 3-R | 7509 - - X X
3 AMP 3-S 7511 - - X X
3 AMP 3-T | 7513 - - X X
3 AMP 3-U | 7515 - - X X
3 AMP 3-V. | 7517 - - X X
3 AMP | 3-W | 7519 - - X X
3 AMP 3-X | 7521 - - X X
3 AMP 4-A | 7475 - - X X
3 AMP 4-B | 7477 - - X X
3 AMP 4-C | 7479 - - X X
3 AMP 4-D | 7481 - - X X
3 AMP 4-E | 7483 - - X X
3 AMP 4-F | 7485 - - X X
3 AMP 4-G | 7487 - - X X
3 AMP 4-H | 7489 - - X X
3 AMP 4-1 7491 - - X X
3 AMP 4-J 7493 - - X X
3 AMP 4-K | 7495 - - X X
3 AMP 4-L | 7497 - - X X
3 AMP | 4-M | 7499 - - X X
3 AMP 4-N | 7501 - - X X
3 AMP 4-O | 7503 - - X X
3 AMP 4-P | 7505 - - X X
3 AMP 4-Q | 7507 - - X X
3 AMP 4-R | 7509 - - X X
3 AMP 4-S 7511 - - X X
3 AMP 4-T | 7513 - - X X
3 AMP 4-U | 7515 - - X X
3 AMP 4-V | 7517 - - X X
3 AMP | 4-W | 7519 - - X X
3 AMP 4-X | 7521 - - X X

Continued on next page...



Page 17

Full wwPDB X-ray Structure Validation Report

1HTQ

Continued from previous page...

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
3 AMP 5-A | 7475 - - X X
3 AMP 5-B | 7477 - - X X
3 AMP 5-C | 7479 - - X X
3 AMP 5-D | 7481 - - X X
3 AMP 5-E | 7483 - - X X
3 AMP 5-F | 7485 - - X X
3 AMP 5-G | 7487 - - X X
3 AMP 5-H | 7489 - - X X
3 AMP 5-1 7491 - - X X
3 AMP 5-J 7493 - - X X
3 AMP 5-K | 7495 - - X X
3 AMP o-L | 7497 - - X X
3 AMP | 5-M | 7499 - - X X
3 AMP 5-N | 7501 - - X X
3 AMP 5-O | 7503 - - X X
3 AMP 5-P | 7505 - - X X
3 AMP 5-Q | 7507 - - X X
3 AMP 5-R | 7509 - - X X
3 AMP 5-S 7511 - - X X
3 AMP 5-T | 7513 - - X X
3 AMP 5-U | 7515 - - X X
3 AMP 5-V | 7517 - - X X
3 AMP | 5-W | 7519 - - X X
3 AMP 5-X | 7521 - - X X
3 AMP 6-A | 7475 - - - X
3 AMP 6-B | 7477 - - X X
3 AMP 6-C | 7479 - - X X
3 AMP 6-D | 7481 - - X X
3 AMP 6-E | 7483 - - X X
3 AMP 6-F | 7485 - - X X
3 AMP 6-G | 7487 - - X X
3 AMP 6-H | 7489 - - X X
3 AMP 6-1 7491 - - X X
3 AMP 6-J 7493 - - X X
3 AMP 6-K | 7495 - - X X
3 AMP 6-L | 7497 - - X X
3 AMP | 6-M | 7499 - - - X
3 AMP 6-N | 7501 - - X X
3 AMP 6-O | 7503 - - X X
3 AMP 6-P | 7505 - - X X
3 AMP 6-Q | 7507 - - X X
3 AMP 6-R | 7509 - - X X

Continued on next page...
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
AMP 6-S 7511 - - X
AMP 6-T | 7513 - - X
AMP 6-U | 7515 - - X
AMP 6-V | 7517 - - X

X

X

AMP | 6-W | 7519 - -
AMP 6-X | 7521 - -
AMP 7-A | 7475 - - -
AMP 7-B | 7477 - - -
AMP 7-C | 7479 - - -
AMP 7-D | 7481 - - -
AMP 7-E | 7483 - - -
AMP 7-F | 7485 - - -
AMP 7-G | 7487 - - -
AMP 7-H | 7489 - - -
AMP 7-1 7491 - - -
AMP 7-J 7493 - - -
AMP 7-K | 7495 - - -
AMP 7-L 7497 - - -
AMP 7-M | 7499 - - -
AMP 7-N | 7501 - - -
AMP 7-O | 7503 - - -
AMP 7-P | 7505 - - -
AMP 7-Q | 7507 - - -
AMP 7-R | 7509 - - -
AMP 7-S 7511 - - -
AMP 7-T | 7513 - - -
AMP 7-U | 7515 - - -
AMP -V | 7517 - - -
AMP | 7-W | 7519 - - -
AMP 7-X | 7521 - - -
AMP 8A | 7475 - - -
AMP 8-B | 7477 - - -
AMP 8-C | 7479 - - -
AMP 8-D | 7481 - - -
AMP 8-E | 7483 - - -
AMP 8-F' | 7485 - - -
AMP 8-G | 7487 - - -
AMP 8-H | 7489 - - -
AMP 8-1 7491 - - -
AMP 8-J 7493 - - -
AMP 8-K | 7495 - - X
AMP 8-L 7497 - - -

QO QO Q| W W[ W[ W] W| W W[ W[ W|W|W[WW[W| W W[W W W W W W W W W WWWWWWWwWwwwwwww
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
3 AMP | 8M | 7499 - - - X
3 AMP 8-N | 7501 - - - X
3 AMP 8-O | 7503 - - - X
3 AMP 8-P | 7505 - - - X
3 AMP 8-Q | 7507 - - - X
3 AMP 8-R | 7509 - - - X
3 AMP 8-S 7511 - - - X
3 AMP 8T | 7513 - - - X
3 AMP 8-U | 7515 - - - X
3 AMP 8-V | 7517 - - - X
3 AMP | 8&W | 7519 - - - X
3 AMP 8-X | 7521 - - - X
3 AMP 9-A | 7475 - - X X
3 AMP 9-B | 7477 - - X X
3 AMP 9-C | 7479 - - X X
3 AMP 9-D | 7481 - - X X
3 AMP 9-E | 7483 - - X X
3 AMP 9-F | 7485 - - X X
3 AMP 9-G | 7487 - - X X
3 AMP 9-H | 7489 - - X X
3 AMP 9-1 7491 - - X X
3 AMP 9-J 7493 - - X X
3 AMP 9-K | 7495 - - X X
3 AMP 9-L | 7497 - - X X
3 AMP | 9-M | 7499 - - X X
3 AMP 9-N | 7501 - - X X
3 AMP 9-O | 7503 - - X X
3 AMP 9-P | 7505 - - X X
3 AMP 9-Q | 7507 - - X X
3 AMP 9-R | 7509 - - X X
3 AMP 9-S 7511 - - X X
3 AMP 9-T | 7513 - - X X
3 AMP 9-U | 7515 - X X
3 AMP 9-V | 7517 - - X X
3 AMP | 9-W | 7519 - - X X
3 AMP 9-X | 7521 - - X X
4 CIT 1-A | 7476 - X - -
4 CIT 1-B | 7478 - X - -
4 CIT 1-C | 7480 - X - X
4 CIT 1-D | 7482 - X - X
4 CIT 1-E | 7484 - X - X
4 CIT 1-F | 7486 - X - X

Continued on next page...
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
4 CIT 1-G | 7488 - X - X
4 CIT 1-H | 7490 - X -

4 CIT 1-1 7492 - X - -
4 CIT 1-J 7494 - X - X
4 CIT 1-K | 7496 - X - X
4 CIT 1-L | 7498 - X - X
4 CIT 1-M | 7500 - X - X
4 CIT 1-N | 7502 - X - X
4 CIT 1-O | 7504 - X - X
4 CIT 1-P | 7506 - X - X
4 CIT 1-Q | 7508 - X - X
4 CIT 1-R | 7510 - X - X
4 CIT 1-S 7512 - X - -
4 CIT 1-T | 7514 - X - X
4 CIT 1-U | 7516 - X - X
4 CIT 1-V | 7518 - X - X
4 CIT 1-W | 7520 - X - X
4 CIT 1-X | 7522 - X - -
4 CIT 10-A | 7476 - X - -
4 CIT 10-B | 7478 - X - -
4 CIT 10-C | 7480 - X - X
4 CIT 10-D | 7482 - X - X
4 CIT 10-E | 7484 - X - X
4 CIT 10-F | 7486 - X - X
4 CIT 10-G | 7488 - X - X
4 CIT 10-H | 7490 - X - X
4 CIT 10-I | 7492 - X - -
4 CIT 10-J | 7494 - X - X
4 CIT 10-K | 7496 - X - X
4 CIT 10-L | 7498 - X - X
4 CIT 10-M | 7500 - X - X
4 CIT 10-N | 7502 - X - X
4 CIT 10-O | 7504 - X - X
4 CIT 10-P | 7506 - X - X
4 CIT 10-Q | 7508 - X - X
4 CIT 10-R | 7510 - X - X
4 CIT 10-S | 7512 - X - -
4 CIT 10-T | 7514 - X - X
4 CIT 10-U | 7516 - X - X
4 CIT 10-V | 7518 - X - X
4 CIT | 10-W | 7520 - X - X
4 CIT 10-X | 7522 - X - -

Continued on next page...
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
4 CIT 2-A | 7476 - X - -
4 CIT 2-B | 7478 - X - -
4 CIT 2-C | 7480 - X - X
4 CIT 2-D | 7482 - X - X
4 CIT 2-E | 7484 - X - X
4 CIT 2-F | 7486 - X - X
4 CIT 2-G | 7488 - X - X
4 CIT 2-H | 7490 - X - X
4 CIT 2-1 7492 - X - -
4 CIT 2-J 7494 - X - X
4 CIT 2-K | 7496 - X - X
4 CIT 2-L | 7498 - X - X
4 CIT 2-M | 7500 - X - X
4 CIT 2-N | 7502 - X - X
4 CIT 2-O0 | 7504 - X - X
4 CIT 2-P | 7506 - X - X
4 CIT 2-QQ | 7508 - X - X
4 CIT 2-R | 7510 - X - X
4 CIT 2-S 7512 - X - -
4 CIT 2-T | 7514 - X - X
4 CIT 2-U | 7516 - X - X
4 CIT 2-V | 7518 - X - X
4 CIT 2-W | 7520 - X - X
4 CIT 2-X | 7522 - X - -
4 CIT 3-A | 7476 - X - -
4 CIT 3-B | 7478 - X - -
4 CIT 3-C | 7480 - X - X
4 CIT 3-D | 7482 - X - X
4 CIT 3-E | 7484 - X - X
4 CIT 3-F | 7486 - X - X
4 CIT 3-G | 7488 - X - X
4 CIT 3-H | 7490 - X - X
4 CIT 3-1 7492 - X - -
4 CIT 3-J 7494 - X - X
4 CIT 3-K | 7496 - X - X
4 CIT 3-L | 7498 - X - X
4 CIT 3-M | 7500 - X - X
4 CIT 3-N | 7502 - X - X
4 CIT 3-O0 | 7504 - X - X
4 CIT 3-P | 7506 - X - X
4 CIT 3-Q | 7508 - X - X
4 CIT 3-R | 7510 - X - X

Continued on next page...
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
4 CIT 3-S 7512 - X - -
4 CIT 3-T | 7514 - X - X
4 CIT 3-U | 7516 - X - X
4 CIT 3-V. | 7518 - X - X
4 CIT 3-W | 7520 - X - X
4 CIT 3-X | 7522 - X - -
4 CIT 4-A | 7476 - X - -
4 CIT 4-B | 7478 - X - -
4 CIT 4-C | 7480 - X - X
4 CIT 4-D | 7482 - X - X
4 CIT 4-E | 7484 - X - X
4 CIT 4-F | 7486 - X - X
4 CIT 4-G | 7488 - X - X
4 CIT 4-H | 7490 - X - X
4 CIT 4-1 7492 - X - -
4 CIT 4-J 7494 - X - X
4 CIT 4-K | 7496 - X - X
4 CIT 4-L | 7498 - X - X
4 CIT 4-M | 7500 - X - X
4 CIT 4-N | 7502 - X - X
4 CIT 4-O | 7504 - X - X
4 CIT 4-P | 7506 - X - X
4 CIT 4-Q | 7508 - X - X
4 CIT 4-R | 7510 - X - X
4 CIT 4-S 7512 - X - -
4 CIT 4-T | 7514 - X - X
4 CIT 4-U | 7516 - X - X
4 CIT 4-V | 7518 - X - X
4 CIT 4-W | 7520 - X - X
4 CIT 4-X | 7522 - X - -
4 CIT 5-A | 7476 - X - -
4 CIT 5-B | 7478 - X - -
4 CIT 5-C | 7480 - X - X
4 CIT 5-D | 7482 - X - X
4 CIT 5-E | 7484 - X - X
4 CIT 5-F | 7486 - X - X
4 CIT 5-G | 7488 - X - X
4 CIT 5-H | 7490 - X - X
4 CIT 5-1 7492 - X - -
4 CIT 5-J 7494 - X - X
4 CIT 5-K | 7496 - X - X
4 CIT 5-L | 7498 - X - X

Continued on next page...
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
4 CIT 5-M | 7500 - X - X
4 CIT 5-N | 7502 - X - X
4 CIT 5-O | 7504 - X - X
4 CIT 5-P | 7506 - X - X
4 CIT 5-Q | 7508 - X - X
4 CIT 5-R | 7510 - X - X
4 CIT 5-S 7512 - X - -
4 CIT 5-T | 7514 - X - X
4 CIT 5-U | 7516 - X - X
4 CIT 5-V | 7518 - X - X
4 CIT 5-W | 7520 - X - X
4 CIT 5-X | 7522 - X - -
4 CIT 6-A | 7476 - X - -
4 CIT 6-B | 7478 - X - -
4 CIT 6-C | 7480 - X - X
4 CIT 6-D | 7482 - X - X
4 CIT 6-E | 7484 - X - X
4 CIT 6-F | 7486 - X - X
4 CIT 6-G | 7488 - X - X
4 CIT 6-H | 7490 - X - X
4 CIT 6-1 7492 - X - -
4 CIT 6-J 7494 - X - X
4 CIT 6-K | 7496 - X - X
4 CIT 6-L | 7498 - X - X
4 CIT 6-M | 7500 - X - X
4 CIT 6-N | 7502 - X - X
4 CIT 6-O | 7504 - X - X
4 CIT 6-P | 7506 - X - X
4 CIT 6-Q | 7508 - X - X
4 CIT 6-R | 7510 - X - X
4 CIT 6-S 7512 - X - -
4 CIT 6-T | 7514 - X - X
4 CIT 6-U | 7516 - X - X
4 CIT 6-V | 7518 - X - X
4 CIT 6-W | 7520 - X - X
4 CIT 6-X | 7522 - X - -
4 CIT 7-A | 7476 - X X -
4 CIT 7-B | 7478 - X - -
4 CIT 7-C | 7480 - X X X
4 CIT 7-D | 7482 - X X X
4 CIT 7-E | 7484 - X X X
4 CIT 7-F | 7486 - X X X

Continued on next page...
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
4 CIT 7-G | 7488 - X X X
4 CIT 7-H | 7490 - X X
4 CIT 7-1 7492 - X X -
4 CIT 7-J 7494 - X X X
4 CIT 7-K | 7496 - X X X
4 CIT 7-L | 7498 - X - X
4 CIT 7-M | 7500 - X X X
4 CIT 7-N | 7502 - X - X
4 CIT 7-O | 7504 - X X X
4 CIT 7-P | 7506 - X X X
4 CIT 7-Q | 7508 - X X X
4 CIT 7-R | 7510 - X X X
4 CIT 7-S 7512 - X X -
4 CIT 7-T | 7514 - X X X
4 CIT 7-U | 7516 - X X X
4 CIT 7-V | 7518 - X X X
4 CIT 7-W | 7520 - X X X
4 CIT 7-X | 7522 - X - -
4 CIT 8-A | 7476 - X - -
4 CIT 8-B | 7478 - X - -
4 CIT 8-C | 7480 - X - X
4 CIT 8-D | 7482 - X - X
4 CIT 8-E | 7484 - X - X
4 CIT 8-F | 7486 - X - X
4 CIT 8-G | 7488 - X - X
4 CIT 8-H | 7490 - X - X
4 CIT 8-1 7492 - X - -
4 CIT 8-J 7494 - X - X
4 CIT 8-K | 7496 - X - X
4 CIT 8-L | 7498 - X - X
4 CIT 8-M | 7500 - X - X
4 CIT 8-N | 7502 - X - X
4 CIT 8-O | 7504 - X - X
4 CIT 8-P | 7506 - X - X
4 CIT 8-Q | 7508 - X - X
4 CIT 8-R | 7510 - X - X
4 CIT 8-S 7512 - X - -
4 CIT 8T | 7514 - X - X
4 CIT 8-U | 7516 - X - X
4 CIT 8-V | 7518 - X - X
4 CIT 8-W | 7520 - X - X
4 CIT 8-X | 7522 - X - -

Continued on next page...
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
4 CIT 9-A | 7476 - X - -
4 CIT 9-B | 7478 - X - -
4 CIT 9-C | 7480 - X - X
4 CIT 9-D | 7482 - X - X
4 CIT 9-E | 7484 - X - X
4 CIT 9-F | 7486 - X - X
4 CIT 9-G | 7488 - X - X
4 CIT 9-H | 7490 - X - X
4 CIT 9-1 7492 - X - -
4 CIT 9-J 7494 - X - X
4 CIT 9-K | 7496 - X - X
4 CIT 9-L | 7498 - X - X
4 CIT 9-M | 7500 - X - X
4 CIT 9-N | 7502 - X - X
4 CIT 9-O0 | 7504 - X - X
4 CIT 9-P | 7506 - X - X
4 CIT 9-Q | 7508 - X - X
4 CIT 9-R | 7510 - X - X
4 CIT 9-S 7512 - X - -
4 CIT 9-T | 7514 - X - X
4 CIT 9-U | 7516 - X - X
4 CIT 9-V | 7518 - X - X
4 CIT 9-W | 7520 - X - X
4 CIT 9-X | 7522 - X - -
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2 Entry composition (i)

There are 5 unique types of molecules in this entry. The entry contains 978720 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 glutamine synthetase.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S
1 1-A 477 3778 2406 633 727 12 0 0 0

Total C N O S
1 Z-A 477 3778 2406 633 727 12 0 0 0

Total C N O S
1 3-A 477 3778 2406 633 727 12 0 0 0

Total C N O S
1| 4A 477 3778 2406 633 727 12 0 0 0

Total C N O S
1| 5A 477 3778 2406 633 727 12 0 0 0

Total C N O S
1| 6A 477 3778 2406 633 727 12 0 0 0

Total C N O S
1| ™A 477 3778 2406 633 727 12 0 0 0

Total C N O S
1| 8A 477 3778 2406 633 727 12 0 0 0

Total C N O S
1] %A 477 3778 2406 633 727 12 0 0 0

Total C N O S
1| 10-A 477 3778 2406 633 727 12 0 0 0

Total C N O S
1) 1B 477 3778 2406 633 727 12 0 0 0

Total C N O S
1| 2B 477 3778 2406 633 727 12 0 0 0

Total C N O S
1| 3B 477 3778 2406 633 727 12 0 0 0

Total C N O S
L | 4B 477 3778 2406 633 727 12 0 0 0

Total C N O S
L | 5B &l 3778 2406 633 727 12 0 0 0

Total C N O S
1| 6B 4T 3778 2406 633 727 12 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L B A g(;;asl 24%6 61§3 7(2)7 182 0 0 0
L 5B A g(;t?asél 24006 61§3 7(2)7 1S2 0 0 0
L | 9B A 1?:(;;&81 2§)6 61§3 7(2)7 182 0 0 0
Lo B 4 1;;%1 2§)6 61;3 7(2)7 1S2 0 0 0
L 1 A 1;;%1 2§)6 61;3 7(2)7 1S2 0 0 0
L 2¢ o rl:;(;;asl 24006 61;3 7(2)7 182 0 ¥ 0
L 3¢ A 1:;(;2381 245)6 61?\33 7(2)7 182 0 0 0
L 4C A g(;t?asl 2§)6 61;3 7(2)7 182 0 0 0
L ¢ o rg(;t?asl 245)6 61?\33 7(2)7 182 0 0 0
L 6C o ig(;t%l 24006 61;3 7(2)7 182 0 0 0
L = A g(;;asl 24006 61?\33 7(2)7 182 0 0 0
L &C o g?;asl 24CO6 61?\33 7(2)7 182 0 0 0
L 9c o g(;t?asl 24006 61?\33 7(2)7 182 0 0 0
L 1€ o r'g?;asl 2§)6 61?\>IS 7(2)7 182 0 0 0
N o rg?t?asl 24006 6§3 7(2)7 1S2 0 0 0
b 2D 4 5?321 245)6 6§3 7(2)7 182 0 0 0
N o g(;t?asl 2A§)6 6§3 7(2)7 182 0 0 0
N A 13:%&81 2AS)6 61;3 7(2)7 182 0 0 0
N A g(;;asl 2A§)6 61?\}3 7(2)7 182 0 0 0
L &b A 1?:(;;&81 245)6 61§3 7(2)7 182 0 0 0
L A ?;t?asl 245)6 61§3 7(2)7 182 0 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L 8D A g(;;asl 24%6 61§3 7(2)7 182 0 0 0
L 9-D A g(;t?asél 24006 61§3 7(2)7 1S2 0 0 0
Lo 1o-b 4 rg(;t?agl 2§)6 61;3 7(2)7 182 0 0 0
L IE A rg(;t?asl 2§)6 61;3 7(2)7 1S2 0 0 0
L | 2B A 1:;(;;&81 2§)6 61;3 7(2)7 1S2 0 0 0
1| 3E o rl:;(;;asl 24006 61;3 7(2)7 182 0 ¥ 0
1| 4E A 1:;(;2381 245)6 61?\33 7(2)7 182 0 0 0
L | 5k A g(;t?asl 2§)6 61;3 7(2)7 182 0 0 0
1| GE o rg(;t?asl 245)6 61?\33 7(2)7 182 0 0 0
L | 7k o ig(;t%l 24006 61;3 7(2)7 182 0 0 0
1| &k A g(;;asl 24006 61?\33 7(2)7 182 0 0 0
| 9E o g?;asl 24CO6 61?\33 7(2)7 182 0 0 0
L 1B o g(;t?asl 24006 61?\33 7(2)7 182 0 0 0
L IF o r'g?;asl 2§)6 61?\>IS 7(2)7 182 0 0 0
L 2F o rg?t?asl 24006 6§3 7(2)7 1S2 0 0 0
b F 4 5?321 245)6 6§3 7(2)7 182 0 0 0
Lo 4F o g(;t?asl 2A§)6 6§3 7(2)7 182 0 0 0
L &F A 13:%&81 2AS)6 61;3 7(2)7 182 0 0 0
L &F A g(;;asl 2A§)6 61?\}3 7(2)7 182 0 0 0
L rF A 1?:(;;&81 245)6 61§3 7(2)7 182 0 0 0
L &F A ?;t?asl 245)6 61§3 7(2)7 182 0 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L o A g(;;asl 24%6 61§3 7(2)7 182 0 0 0
L 10-F A g(;t?asél 24006 61§3 7(2)7 1S2 0 0 0
L G A 1?:(;;&81 2§)6 61§3 7(2)7 182 0 0 0
L 26 A rg(;;asl 2§)6 61§3 7(2)7 1S2 0 0 0
L 3G A 1;;%1 2§)6 61§3 7(2)7 1S2 0 0 0
L 4G o rl:;(;;asl 24006 61;3 7(2)7 182 0 ¥ 0
L G A 1:;(;2381 245)6 61?\33 7(2)7 182 0 0 0
L &G A g(;t?asl 2§)6 61;3 7(2)7 182 0 0 0
L rG o rg(;t?asl 245)6 61?\33 7(2)7 182 0 0 0
L &G o ig(;t%l 24006 61;3 7(2)7 182 0 0 0
L %G A g(;;asl 24006 61?\33 7(2)7 182 0 0 0
Lo 106G 4m g?;asl 24CO6 61?\33 7(2)7 182 0 0 0
L A o g(;t?asl 24006 61?\33 7(2)7 182 0 0 0
L 28 o r'g?;asl 2§)6 61?\>IS 7(2)7 182 0 0 0
b 38 o rg?t?asl 24006 6§3 7(2)7 1S2 0 0 0
b 4H 4 5?321 245)6 6§3 7(2)7 182 0 0 0
b oH o g(;t?asl 2A§)6 6§3 7(2)7 182 0 0 0
1| 6H A 13:%&81 2AS)6 61;3 7(2)7 182 0 0 0
b wH A g(;;asl 2A§)6 61?\}3 7(2)7 182 0 0 0
L &8 A 1?:(;;&81 245)6 61§3 7(2)7 182 0 0 0
L oH A ?;t?asl 245)6 61§3 7(2)7 182 0 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L 10-H A g(;;asl 24%6 61§3 7(2)7 182 0 0 0
L I A g(;t?asél 24006 61§3 7(2)7 1S2 0 0 0
L2l A 1?:(;;&81 2§)6 61§3 7(2)7 182 0 0 0
L A 1;;?81 2§)6 61;3 7(2)7 1S2 0 0 0
L4 A rl?:(;;asl 2§)6 61;3 7(2)7 1S2 0 0 0
L &l o rl:;(;;asl 24006 61;3 7(2)7 182 0 ¥ 0
L ol A 1:;(;2381 245)6 61?\33 7(2)7 182 0 0 0
L A g(;t?asl 2§)6 61;3 7(2)7 182 0 0 0
L 8l o rg(;t?asl 245)6 61?\33 7(2)7 182 0 0 0
L o o ig(;t%l 24006 61;3 7(2)7 182 0 0 0
L ol A g(;;asl 24006 61?\33 7(2)7 182 0 0 0
L o g?;asl 24CO6 61?\33 7(2)7 182 0 0 0
L2 o g(;t?asl 24006 61?\33 7(2)7 182 0 0 0
L 3 o r'g?;asl 2§)6 61?\>IS 7(2)7 182 0 0 0
L 4 o rg?t?asl 24006 6§3 7(2)7 1S2 0 0 0
Lo o) 4 5?321 245)6 6§3 7(2)7 182 0 0 0
b 6J o g(;t?asl 2A§)6 6§3 7(2)7 182 0 0 0
L A 13:%&81 2AS)6 61;3 7(2)7 182 0 0 0
b & A g(;;asl 2A§)6 61?\}3 7(2)7 182 0 0 0
Lo 9 A 1?:(;;&81 245)6 61§3 7(2)7 182 0 0 0
L 10-J A g(;t?asl 245)6 61§3 7(2)7 182 0 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L K A g(;;asl 24%6 61§3 7(2)7 182 0 0 0
L 2K A g(;t?asél 24006 61§3 7(2)7 1S2 0 0 0
1| sk A 1?:(;;&81 2§)6 61§3 7(2)7 182 0 0 0
L | 4k A 1;;?81 2§)6 61;3 7(2)7 1S2 0 0 0
L | ok A rl?:(;;asl 2§)6 61;3 7(2)7 1S2 0 0 0
| &k o rl:;(;;asl 24006 61;3 7(2)7 182 0 ¥ 0
N A 1:;(;2381 245)6 61?\33 7(2)7 182 0 0 0
L &k A g(;t?asl 2§)6 61;3 7(2)7 182 0 0 0
L 9k o rg(;t?asl 245)6 61?\33 7(2)7 182 0 0 0
R ig(;t%l 24006 61;3 7(2)7 182 0 0 0
N A g(;;asl 24006 61?\33 7(2)7 182 0 0 0
L 2zt o g?;asl 24CO6 61?\33 7(2)7 182 0 0 0
L st o g(;t?asl 24006 61?\33 7(2)7 182 0 0 0
o o r'g?;asl 2§)6 61?\>IS 7(2)7 182 0 0 0
L 5L o rg?t?asl 24006 6§3 7(2)7 1S2 0 0 0
b oL 4 5?321 245)6 6§3 7(2)7 182 0 0 0
e o g(;t?asl 2A§)6 6§3 7(2)7 182 0 0 0
L &L A 13:%&81 2AS)6 61;3 7(2)7 182 0 0 0
L %L A g(;;asl 2A§)6 61?\}3 7(2)7 182 0 0 0
L 10-L A 1;(;;&81 245)6 61§3 7(2)7 182 0 0 0
L M A ?;t?asl 245)6 61§3 7(2)7 182 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L 2-M A g(;;asl 24%6 61§3 7(2)7 182 0 0 0
L M A g(;t?asél 24006 61§3 7(2)7 1S2 0 0 0
| #M A 1?:(;;&81 2§)6 61§3 7(2)7 182 0 0 0
L | oM A 1;;?81 2§)6 61;3 7(2)7 1S2 0 0 0
1| &M A rl?:(;;asl 2§)6 61;3 7(2)7 1S2 0 0 0
L ™ o rl:;(;;asl 24006 61;3 7(2)7 182 0 ¥ 0
L &M A 1:;(;2381 245)6 61?\33 7(2)7 182 0 0 0
L M A g(;t?asl 2§)6 61;3 7(2)7 182 0 0 0
Lo Mo am rg(;t?asl 245)6 61?\33 7(2)7 182 0 0 0
L | N o ig(;t%l 24006 61;3 7(2)7 182 0 0 0
L | 2N A g(;;asl 24006 61?\33 7(2)7 182 0 0 0
L 3N o g?;asl 24CO6 61?\33 7(2)7 182 0 0 0
L 4N o g(;t?asl 24006 61?\33 7(2)7 182 0 0 0
L | >N o r'g?;asl 2§)6 61?\>IS 7(2)7 182 0 0 0
L | &N o rg?t?asl 24006 6§3 7(2)7 1S2 0 0 0
L =N 4 5?321 245)6 6§3 7(2)7 182 0 0 0
L &N o g(;t?asl 2A§)6 6§3 7(2)7 182 0 0 0
L 9N A 13:%&81 2AS)6 61;3 7(2)7 182 0 0 0
L 10-N A g(;gasl 243)6 61?\}3 7(2)7 182 0 0 0
L 10 A 1?:(;;&81 245)6 61§3 7(2)7 182 0 0 0
L 20 A ?;t?asl 245)6 61§3 7(2)7 182 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L 3-0 A g(;;asl 24%6 61§3 7(2)7 182 0 0 0
L +0 A g(;t?asél 24006 61§3 7(2)7 1S2 0 0 0
L | 50 A 1?:(;;&81 2§)6 61§3 7(2)7 182 0 0 0
L 60 A 1;;?81 2§)6 61;3 7(2)7 1S2 0 0 0
Lo A rl?:(;;asl 2§)6 61;3 7(2)7 1S2 0 0 0
L &0 o rl:;(;;asl 24006 61;3 7(2)7 182 0 ¥ 0
L 90 A 1:;(;2381 245)6 61?\33 7(2)7 182 0 0 0
Lo 100 47 g(;t?asl 2§)6 61;3 7(2)7 182 0 0 0
o o rg(;t?asl 245)6 61?\33 7(2)7 182 0 0 0
L zP o ig(;t%l 24006 61;3 7(2)7 182 0 0 0
L &P A g(;;asl 24006 61?\33 7(2)7 182 0 0 0
N o g?;asl 24CO6 61?\33 7(2)7 182 0 0 0
L &P o g(;t?asl 24006 61?\33 7(2)7 182 0 0 0
L &P o r'g?;asl 2§)6 61?\>IS 7(2)7 182 0 0 0
o o rg?t?asl 24006 6§3 7(2)7 1S2 0 0 0
L &P 4 5?321 245)6 6§3 7(2)7 182 0 0 0
Lo 9P o g(;t?asl 2A§)6 6§3 7(2)7 182 0 0 0
L 10-P A 1;?;&81 2A§)6 61?\13 7(2)7 182 0 0 0
L A g(;;asl 2A§)6 61?\}3 7(2)7 182 0 0 0
L 2Q A 1?:(;;&81 245)6 61§3 7(2)7 182 0 0 0
L 3Q A ?;t?asl 245)6 61§3 7(2)7 182 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L +Q A g(;;asl 24%6 61§3 7(2)7 182 0 0 0
L -Q A g(;t?asél 24006 61§3 7(2)7 1S2 0 0 0
L] 6Q A rg(;t?agl 2§)6 61;3 7(2)7 182 0 0 0
L) ™ A rg(;t?asl 2§)6 61;3 7(2)7 1S2 0 0 0
L] 8Q A 1:;(;;&81 2§)6 61;3 7(2)7 1S2 0 0 0
L oQ o rl:;(;;asl 24006 61;3 7(2)7 182 0 ¥ 0
Lo Qb 4 1:;(;2381 245)6 61?\33 7(2)7 182 0 0 0
L kR A g(;t?asl 2§)6 61;3 7(2)7 182 0 0 0
L R o rg(;t?asl 245)6 61?\33 7(2)7 182 0 0 0
L ¥R o ig(;t%l 24006 61;3 7(2)7 182 0 0 0
L 4R A g(;;asl 24006 61?\33 7(2)7 182 0 0 0
L >R o g?;asl 24CO6 61?\33 7(2)7 182 0 0 0
L | &R o g(;t?asl 24006 61?\33 7(2)7 182 0 0 0
L R o r'g?;asl 2§)6 61?\>IS 7(2)7 182 0 0 0
L &R o rg?t?asl 24006 6§3 7(2)7 1S2 0 0 0
Lo R 4 5?321 245)6 6§3 7(2)7 182 0 0 0
S B g(;t?asl 2A§)6 6§3 7(2)7 182 0 0 0
L] s A 13:%&81 2AS)6 61;3 7(2)7 182 0 0 0
o A g(;;asl 2A§)6 61?\}3 7(2)7 182 0 0 0
L 38 A 1?:(;;&81 245)6 61§3 7(2)7 182 0 0 0
L 43 A ?;t?asl 245)6 61§3 7(2)7 182 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L 55 A g(;;asl 24%6 61§3 7(2)7 182 0 0 0
L 6-5 A g(;t?asél 24006 61§3 7(2)7 1S2 0 0 0
L 7S A rg(;t?agl 2§)6 61;3 7(2)7 182 0 0 0
L &8 A rg(;t?asl 2§)6 61;3 7(2)7 1S2 0 0 0
Lo 9 A 1:;(;;&81 2§)6 61;3 7(2)7 1S2 0 0 0
Lo 108 o rl:;(;;asl 24006 61;3 7(2)7 182 0 ¥ 0
N A 1:;(;2381 245)6 61?\33 7(2)7 182 0 0 0
Lt A g(;t?asl 2§)6 61;3 7(2)7 182 0 0 0
L 3t o rg(;t?asl 245)6 61?\33 7(2)7 182 0 0 0
L 4t o ig(;t%l 24006 61;3 7(2)7 182 0 0 0
Lot A g(;;asl 24006 61?\33 7(2)7 182 0 0 0
L &t o g?;asl 24CO6 61?\33 7(2)7 182 0 0 0
Lt o g(;t?asl 24006 61?\33 7(2)7 182 0 0 0
L &t o r'g?;asl 2§)6 61?\>IS 7(2)7 182 0 0 0
Lo ot o rg?t?asl 24006 6§3 7(2)7 1S2 0 0 0
S B 5?321 245)6 6§3 7(2)7 182 0 0 0
N o g(;t?asl 2A§)6 6§3 7(2)7 182 0 0 0
N A 13:%&81 2AS)6 61;3 7(2)7 182 0 0 0
b 3U A g(;;asl 2A§)6 61?\}3 7(2)7 182 0 0 0
L 4v A 1?:(;;&81 245)6 61§3 7(2)7 182 0 0 0
L v A ?;t?asl 245)6 61§3 7(2)7 182 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L 6-U A g(;;asl 24%6 61§3 7(2)7 182 0 0 0
L U A g(;t?asél 24006 61§3 7(2)7 1S2 0 0 0
L &u A rg(;t?agl 2§)6 61;3 7(2)7 182 0 0 0
L 9%U A rg(;t?asl 2§)6 61;3 7(2)7 1S2 0 0 0
Lo wo-ug 4m 1:;(;;&81 2§)6 61;3 7(2)7 1S2 0 0 0
o o rl:;(;;asl 24006 61;3 7(2)7 182 0 ¥ 0
L v A 1:;(;2381 245)6 61?\33 7(2)7 182 0 0 0
L v A g(;t?asl 2§)6 61;3 7(2)7 182 0 0 0
L &V o rg(;t?asl 245)6 61?\33 7(2)7 182 0 0 0
L >V o ig(;t%l 24006 61;3 7(2)7 182 0 0 0
L | &V A g(;;asl 24006 61?\33 7(2)7 182 0 0 0
L v o g?;asl 24CO6 61?\33 7(2)7 182 0 0 0
L | &V o g(;t?asl 24006 61?\33 7(2)7 182 0 0 0
L 9V o r'g?;asl 2§)6 61?\>IS 7(2)7 182 0 0 0
Lo v am rg?t?asl 24006 6§3 7(2)7 1S2 0 0 0
Lo W 4 5?321 245)6 6§3 7(2)7 182 0 0 0
Lo 2w o g(;t?asl 2A§)6 6§3 7(2)7 182 0 0 0
Lo W A 13:%&81 2AS)6 61;3 7(2)7 182 0 0 0
Lo 4w A g(;;asl 2A§)6 61?\}3 7(2)7 182 0 0 0
L W A 1?:(;;&81 245)6 61§3 7(2)7 182 0 0 0
L | &W A ?;t?asl 245)6 61§3 7(2)7 182 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L W A g(;;asl 24%6 61§3 7(2)7 182 0 0 0
L s-W A g(;;asél 240()6 61§3 7(2)7 1S2 0 0 0
L 9-W A rg(;t?asl 2§)6 61;3 7(2)7 1S2 0 0 0
L oW A ?7)%1 2§)6 61;3 7(2)7 1S2 0 0 0
L X A g(;;asl 245)6 61;3 7(2)7 1S2 0 0 0
N o rl:;(;;asl 25)6 61;3 7(2)7 1S2 0 0 0
L X A 1:;(;;&81 245)6 61?\33 7(2)7 182 ¥ 0 ¥
N A rg(;t?asl 2§)6 61;3 7(2)7 182 0 0 0
L & o rg(;t?asl 245)6 61;3 7(2)7 182 ¥ 0 0
L &x o g?;asl 24006 61;3 7(2)7 182 0 0 0
N A g?;asl 24006 61?\33 7(2)7 182 0 0 0
L X o g?;asl 24006 61?\33 7(2)7 182 0 0 0
L 9X o g(;t?asl 24006 61?\33 7(2)7 182 0 0 0
Lo oex o 4m r'g?;asl 245)6 61?\>IS 7(2)7 182 0 0 0

e Molecule 2 is MANGANESE (II) ION (three-letter code: MN) (formula:

Mol | Chain | Residues Atoms ZeroOcc | AltConf
9 LA 1 Total Mn 0 0
1 1
9 9 A 1 Total Mn 0 0
1 1
9 3 A 1 Total Mn 0 0
1 1
9 LA 1 Total Mn 0 0
1 1
9 5-A 1 Toltal Mln 0 0

Continued on next page...
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Full wwPDB X-ray Structure Validation Report

1HTQ

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf

9 6A 1 Total Mn 0 0
1 1

9 T A 1 Total Mn 0 0
1 1

9 A 1 Total Mn 0 0
1 1

9 9-A 1 Total Mn 0 0
1 1

2 | 10-A 1 Total - Mn 0 0
1 1

9 LB 1 Total Mn 0 0
1 1

9 2B 1 Total Mn 0 0
1 1

9 3B 1 Total Mn 0 0
1 1

9 LB 1 Total Mn 0 0
1 1

9 5B 1 Total Mn 0 0
1 1

9 6.3 1 Total Mn 0 0
1 1

9 "B 1 Total Mn 0 0
1 1

9 3B 1 Total Mn 0 0
1 1

9 0B 1 Total Mn 0 0
1 1

2 | 10-B 1 Total ~ Mn 0 0
1 1

9 LC 1 Total Mn 0 0
1 1

9 e 1 Total Mn 0 0
1 1

9 Ve 1 Total Mn 0 0
1 1

9 e 1 Total Mn 0 0
1 1

9 e 1 Total Mn 0 0
1 1

2 | 6.C | TTM “?‘ 0 0
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Full wwPDB X-ray Structure Validation Report

1HTQ

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf

9 e 1 Total Mn 0 0
1 1

9 e 1 Total Mn 0 0
1 1

9 0-C 1 Total Mn 0 0
1 1

2 | 100 1 total - Mn 0 0
1 1

9 LD 1 Total Mn 0 0
1 1

9 2D 1 Total Mn 0 0
1 1

9 3D 1 Total Mn 0 0
1 1

9 AD 1 Total Mn 0 0
1 1

9 5D 1 Total Mn 0 0
1 1

9 6D 1 Total Mn 0 0
1 1

9 D 1 Total Mn 0 0
1 1

9 D 1 Total Mn 0 0
1 1

9 9D 1 Total Mn 0 0
1 1

2 | 10-D 1 Total - Mn 0 0
1 1

9 LE 1 Total Mn 0 0
1 1

9 o 1 Total Mn 0 0
1 1

9 3 1 Total Mn 0 0
1 1

9 AE 1 Total Mn 0 0
1 1

9 5 1 Total Mn 0 0
1 1

9 6.E 1 Total Mn 0 0
1 1

2 7-E 1 T?M N?‘ 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

9 3 F 1 Total Mn 0 0
1 1

9 0-F 1 Total Mn 0 0
1 1

2 | 10E 1 total - Mn 0 0
1 1

9 LT 1 Total Mn 0 0
1 1

9 o 1 Total Mn 0 0
1 1

9 3T 1 Total Mn 0 0
1 1

9 AT 1 Total Mn 0 0
1 1

9 5 1 Total Mn 0 0
1 1

9 6T 1 Total Mn 0 0
1 1

9 T 1 Total Mn 0 0
1 1

9 3T 1 Total Mn 0 0
1 1

9 OF 1 Total Mn 0 0
1 1

2 | 10-F 1 Total - Mn 0 0
1 1

9 LG 1 Total Mn 0 0
1 1

9 e 1 Total Mn 0 0
1 1

9 e 1 Total Mn 0 0
1 1

9 e 1 Total Mn 0 0
1 1

9 e 1 Total Mn 0 0
1 1

9 6.C 1 Total Mn 0 0
1 1

9 e 1 Total Mn 0 0
1 1

2 | 8G | TTM “?‘ 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

9 0.G 1 Total Mn 0 0
1 1

2 | 10-G 1 total - Mn 0 0
1 1

9 L 1 Total Mn 0 0
1 1

9 oI 1 Total Mn 0 0
1 1

9 31 1 Total Mn 0 0
1 1

9 AT 1 Total Mn 0 0
1 1

9 51 1 Total Mn 0 0
1 1

9 6.H 1 Total Mn 0 0
1 1

9 T H 1 Total Mn 0 0
1 1

9 3 H 1 Total Mn 0 0
1 1

9 0.1 1 Total Mn 0 0
1 1

2 | 10-H 1 Total - Mn 0 0
1 1

9 L1 1 Total Mn 0 0
1 1

9 o1 1 Total Mn 0 0
1 1

9 31 1 Total Mn 0 0
1 1

9 AT 1 Total Mn 0 0
1 1

9 51 1 Total Mn 0 0
1 1

9 6.1 1 Total Mn 0 0
1 1

9 71 1 Total Mn 0 0
1 1

9 31 1 Total Mn 0 0
1 1

2 0-1 1 Tolta‘l Mln 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

2 | 101 1 total - Mn 0 0
1 1

9 1] 1 Total Mn 0 0
1 1

9 9.3 1 Total Mn 0 0
1 1

9 3] 1 Total Mn 0 0
1 1

9 ] 1 Total Mn 0 0
1 1

9 5] 1 Total Mn 0 0
1 1

9 6. 1 Total Mn 0 0
1 1

9 7] 1 Total Mn 0 0
1 1

9 3] 1 Total Mn 0 0
1 1

9 0] 1 Total Mn 0 0
1 1

2 | 10-J 1 Total - Mn 0 0
1 1

9 LK 1 Total Mn 0 0
1 1

9 90 K 1 Total Mn 0 0
1 1

9 3K 1 Total Mn 0 0
1 1

9 LK 1 Total Mn 0 0
1 1

9 5K 1 Total Mn 0 0
1 1

9 6K 1 Total Mn 0 0
1 1

9 K 1 Total Mn 0 0
1 1

9 3K 1 Total Mn 0 0
1 1

9 0K 1 Total Mn 0 0
1 1

2 | 10K 1 Foral Am 0 0
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Full wwPDB X-ray Structure Validation Report
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf

9 LL 1 Total Mn 0 0
1 1

9 9L, 1 Total Mn 0 0
1 1

9 3L 1 Total Mn 0 0
1 1

9 AL 1 Total Mn 0 0
1 1

9 5L 1 Total Mn 0 0
1 1

9 6L 1 Total Mn 0 0
1 1

9 oL 1 Total Mn 0 0
1 1

9 3L 1 Total Mn 0 0
1 1

9 0L 1 Total Mn 0 0
1 1

2 | 10-L 1 Total - Mn 0 0
1 1

9 LM 1 Total Mn 0 0
1 1

9 oM 1 Total Mn 0 0
1 1

9 3 M 1 Total Mn 0 0
1 1

9 AM 1 Total Mn 0 0
1 1

9 5 1 Total Mn 0 0
1 1

9 6M 1 Total Mn 0 0
1 1

9 M 1 Total Mn 0 0
1 1

9 M 1 Total Mn 0 0
1 1

9 OM 1 Total Mn 0 0
1 1

2 | 10-M 1 Total - Mn 0 0
1 1

9 1-N 1 T?M N?‘ 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf

9 9 N 1 Total Mn 0 0
1 1

9 3N 1 Total Mn 0 0
1 1

9 AN 1 Total Mn 0 0
1 1

9 5N 1 Total Mn 0 0
1 1

9 6N 1 Total Mn 0 0
1 1

9 7N 1 Total Mn 0 0
1 1

9 N 1 Total Mn 0 0
1 1

9 0N 1 Total Mn 0 0
1 1

2 | 10-N 1 Total - Mn 0 0
1 1

9 1.0 1 Total Mn 0 0
1 1

9 9.0 1 Total Mn 0 0
1 1

9 20 1 Total Mn 0 0
1 1

9 L0 1 Total Mn 0 0
1 1

9 5.0 1 Total Mn 0 0
1 1

9 6.0 1 Total Mn 0 0
1 1

9 70 1 Total Mn 0 0
1 1

9 30 1 Total Mn 0 0
1 1

9 9.0 1 Total Mn 0 0
1 1

2 | 10-0 1 Total - Mn 0 0
1 1

9 Lp 1 Total Mn 0 0
1 1

9 9P 1 T?M N?‘ 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf

9 3P 1 Total Mn 0 0
1 1

9 AP 1 Total Mn 0 0
1 1

9 5p 1 Total Mn 0 0
1 1

9 6P 1 Total Mn 0 0
1 1

9 p 1 Total Mn 0 0
1 1

9 3P 1 Total Mn 0 0
1 1

9 0.p 1 Total Mn 0 0
1 1

2 | 10-P 1 Total - Mn 0 0
1 1

9 1-Q 1 Total Mn 0 0
1 1

9 2-Q) 1 Total Mn 0 0
1 1

9 3.0 1 Total Mn 0 0
1 1

9 1Q 1 Total Mn 0 0
1 1

9 5-Q) 1 Total Mn 0 0
1 1

9 6-Q 1 Total Mn 0 0
1 1

9 7Q 1 Total Mn 0 0
1 1

9 8-Q 1 Total Mn 0 0
1 1

9 9-Q 1 Total Mn 0 0
1 1

9 10-Q 1 Total Mn 0 0
1 1

9 LR 1 Total Mn 0 0
1 1

9 o R 1 Total Mn 0 0
1 1

2 | 3R | TTM “?‘ 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

9 AR 1 Total Mn 0 0
1 1

9 ER 1 Total Mn 0 0
1 1

9 6R 1 Total Mn 0 0
1 1

9 TR 1 Total Mn 0 0
1 1

9 SR 1 Total Mn 0 0
1 1

9 OR 1 Total Mn 0 0
1 1

2 | 10-R 1 Total - Mn 0 0
1 1

9 1-S 1 Total Mn 0 0
1 1

9 9.g 1 Total Mn 0 0
1 1

9 3.q 1 Total Mn 0 0
1 1

9 A4S 1 Total Mn 0 0
1 1

9 5.Q 1 Total Mn 0 0
1 1

9 6.5 1 Total Mn 0 0
1 1

9 g 1 Total Mn 0 0
1 1

9 3.9 1 Total Mn 0 0
1 1

9 0.9 1 Total Mn 0 0
1 1

2 | 10-8 1 Total - Mn 0 0
1 1

9 LT 1 Total Mn 0 0
1 1

9 o.T 1 Total Mn 0 0
1 1

9 3T 1 Total Mn 0 0
1 1

9 AT 1 T?M N?‘ 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

9 5T 1 Total Mn 0 0
1 1

9 6T 1 Total Mn 0 0
1 1

9 T 1 Total Mn 0 0
1 1

9 3T 1 Total Mn 0 0
1 1

9 0T 1 Total Mn 0 0
1 1

2 | 10-T 1 Total - Mn 0 0
1 1

9 LU 1 Total Mn 0 0
1 1

9 9. 1 Total Mn 0 0
1 1

9 3 U 1 Total Mn 0 0
1 1

9 LU 1 Total Mn 0 0
1 1

9 50 1 Total Mn 0 0
1 1

9 6.U 1 Total Mn 0 0
1 1

9 U 1 Total Mn 0 0
1 1

9 U 1 Total Mn 0 0
1 1

9 0.U 1 Total Mn 0 0
1 1

2 | 10-U 1 Total - Mn 0 0
1 1

9 LV 1 Total Mn 0 0
1 1

9 oV 1 Total Mn 0 0
1 1

9 3 v 1 Total Mn 0 0
1 1

9 LV 1 Total Mn 0 0
1 1

2 | 5V | TTM “?‘ 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

9 6V 1 Total Mn 0 0
1 1

9 7V 1 Total Mn 0 0
1 1

9 3V 1 Total Mn 0 0
1 1

9 0V 1 Total Mn 0 0
1 1

2 | 10-V 1 Total - Mn 0 0
1 1

9 LW 1 Total Mn 0 0
1 1

9 9 W 1 Total Mn 0 0
1 1

9 3 W 1 Total Mn 0 0
1 1

9 AW 1 Total Mn 0 0
1 1

9 5W 1 Total Mn 0 0
1 1

9 6W 1 Total Mn 0 0
1 1

9 W 1 Total Mn 0 0
1 1

9 W 1 Total Mn 0 0
1 1

9 OW 1 Total Mn 0 0
1 1

2 | 10-W 1 qkfal hﬁ“ 0 0

9 LX 1 Total Mn 0 0
1 1

9 9.X 1 Total Mn 0 0
1 1

9 2 x 1 Total Mn 0 0
1 1

9 X 1 Total Mn 0 0
1 1

9 5 X 1 Total Mn 0 0
1 1

2 6-X 1 T?M N?‘ 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
9 7X 1 Total Mn 0 0
1 1
9 3.X 1 Total Mn 0 0
1 1
9 0-X 1 Total Mn 0 0
1 1
2 | 10X 1 foral Am 0 0

e Molecule 3 is ADENOSINE MONOPHOSPHATE (three-letter code: AMP) (formula: C1oH14N5;0-P).

AMP

NH.

" on
e
Mol | Chain | Residues Atoms ZeroOcc | AltConf
SN A
3 | 2A 1 ngal 1% 1; (7) 1; 0 0
3 | 3A 1 B 0 0
3 | 4A 1 B 0 0
3 | 5A 1 I 0 0
3 | 6A 1 I 0 0
3 | TA 1 I 0 0

Continued on next page...

=
=1
=
-
o
4
o
m

(2)
v
E
&

~
=
o
=
m
z
o
>
5
[
z
"



Page 50
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
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1HTQ
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 | 9C 1 B 0 0
3| 10C 1 I 0 0
I LI
IS AN
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 | 10E 1 B 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O P
3 9-X I 23 10 5 7 1 0 0
Total C N O P
3 10-X 1 93 0 5 7 1 0 0

e Molecule 4 is CITRIC ACID (three-letter code: CIT) (formula: CgHgO7).

CIT
05 02
OH
O ri
‘ c2 c1/
6 ™C3/ \
HO 0
06 /S T~._C4 o}
HO
o7 _lcs
0 OH_
Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total C O

4 1-A 1 13 6 7 0 0
Total C O

4 2-A 1 13 6 7 0 0
Total C O

4 3-A 1 13 6 7 0 0
Total C O

4 4-A 1 13 6 7 0 0
Total C O

4 5-A 1 13 6 7 0 0
Total C O

4 6-A 1 13 6 7 0 0
Total C O

4 7-A 1 13 6 7 0 0
Total C O

4 8-A 1 13 6 7 0 0
Total C O

4 9-A 1 13 6 7 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
4 | 10-A 1 T‘igal g (7) 0 0
4 | 1B | T‘igal g (7) 0 0
4 | 2B | T‘igal g (7) 0 0
4 | 3B 1 T‘{gal g (7) 0 0
4 | 4B | T(l)gal g (7) 0 0
4 | 5B 1 T(l)gal g (7) 0 0
4 | 6B 1 T(l)gal g (7) 0 0
4 | 7B 1 T(l)gal g (7) 0 0
4 | 8B 1 T(l)gal g (7) 0 0
4 | 9B 1 T(igal g (7) 0 0
4 | 10B 1 T(l)gal (g (7) 0 0
4 | 1C 1 T(l)gal (6? (7) 0 0
4 | 2cC 1 T‘;gal (63 (7) 0 0
4 | 3cC 1 T(l’gal g (7) 0 0
4 | 4cC 1 T(l’gal (63 (7) 0 0
4 | s5cC 1 T‘igal g ? 0 0
4 | 6cC 1 T‘igal g ? 0 0
4 | 7-C 1 T‘igal (63 ? 0 0
4 | 8C 1 T(igal (63 (7) 0 0
4 | 9C 1 T(igal g (7) 0 0
4 | 10-C | T(igal g (7) 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
4 | 1D 1 T‘igal g (7) 0 0
4 | 2D | T‘igal g (7) 0 0
4 | 3D | T‘ig"‘l g (7) 0 0
4 | 4D | T‘fgal g (7) 0 0
4 | 5D 1 T(l)gal g (7) 0 0
4 | 6D 1 T(l)gal g (7) 0 0
4 | 7D 1 T(l)gal g (7) 0 0
4 | 8D 1 T(l)gal g (7) 0 0
4 | 9D 1 T(l)gal g (7) 0 0
4 | 10-D 1 T(igal g (7) 0 0
4 | 1E 1 T(l)gal (g (7) 0 0
4 | 2E 1 T(l)gal (6? (7) 0 0
4 | 3E 1 T‘;gal (63 (7) 0 0
4 | 4E 1 T‘igal g (7) 0 0
4 | 5E 1 T(l’gal (63 (7) 0 0
4 | 6E 1 T‘igal g ? 0 0
4 | TE 1 T‘igal g ? 0 0
4 | 8&E 1 T‘igal (63 ? 0 0
4 9-F 1 T(igal (63 (7) 0 0
4 | 10-E 1 T(igal g (7) 0 0
4 I-F 1 T(iga‘l g (7) 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
4 | 2F | T‘igal g (7) 0 0
4 | 3F 1 T‘i;al g (7) 0 0
4 | 4F | T‘igal g (7) 0 0
4 | 5F 1 T‘{gal g (7) 0 0
4 | 6F 1 T(l)gal g (7) 0 0
4 | 7F 1 T(l)gal g (7) 0 0
4 | 8&F 1 T(l)gal g (7) 0 0
4 | 9F 1 T(l)gal g (7) 0 0
4 | 10F 1 T(l)gal g (7) 0 0
4 | 1G 1 T(igal g (7) 0 0
4 | 2qG 1 T(l)gal (g (7) 0 0
4 | 3q 1 T(l)gal (6? (7) 0 0
4 | 4G 1 T‘;gal (63 (7) 0 0
4 | 5qG 1 T(l’gal g (7) 0 0
4 | 6G 1 T(l’gal (63 (7) 0 0
4 | 7G 1 T‘igal g ? 0 0
4 | saG 1 T‘igal g ? 0 0
4 | 9q 1 T‘igal (63 ? 0 0
4 | 10-G 1 T(igal (63 (7) 0 0
4 | 1H | T(igal g (7) 0 0
4 | 2H 1 T(iga‘l g (7) 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
4 | 3H 1 T‘igal g (7) 0 0
4 | 4H | T‘igal g (7) 0 0
4 | sH 1 T‘ig"‘l g (7) 0 0
4 | 6H 1 T‘{gal g (7) 0 0
4 | 7H 1 T(l)gal g (7) 0 0
4 | 8H 1 T(l)gal g (7) 0 0
4 | 9H 1 T(l)gal g (7) 0 0
4 | 10H 1 T(l)gal g (7) 0 0
4|1 | T(l)gal g (7) 0 0
4| 21 1 T(igal g (7) 0 0
4 3.1 1 T(l)gal (g (7) 0 0
4| a4 1 T(l)gal (6? (7) 0 0
4 5-1 1 T‘;gal (63 (7) 0 0
4 6-1 1 T(l’gal g (7) 0 0
4 71 1 T(l’gal (63 (7) 0 0
4 81 1 T‘igal g ? 0 0
4 0-1 1 T‘igal g ? 0 0
4 | 101 1 T‘igal (63 ? 0 0
4 1-] 1 T(igal (63 (7) 0 0
4 2] 1 T(igal g (7) 0 0
4| 3 | T(igal g (7) 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
4| 4l 1 T‘igal g (7) 0 0
4| 5 1 T‘i;al g (7) 0 0
4| 6 1 T‘ig"‘l g (7) 0 0
4| 73 1 T‘{gal g (7) 0 0
4| 8 1 T(igal g (7) 0 0
4 0-J 1 T(l)gal g (7) 0 0
4 | 10 1 T(l)gal g (7) 0 0
4 | 1K 1 T(l)gal g (7) 0 0
4 | 2K | T(l)gal g (7) 0 0
4 | 3K 1 T(igal g (7) 0 0
4| 4K | T(l)gal (g (7) 0 0
4 | 5K 1 T(l)gal (6? (7) 0 0
4 | 6K 1 T‘;gal (63 (7) 0 0
4 | 7K 1 T(l’gal g (7) 0 0
4 | 8K 1 T(l’gal (63 (7) 0 0
4 | 9K 1 T‘igal g ? 0 0
4 | 10K 1 T‘igal g ? 0 0
4| 1L 1 T‘igal (63 ? 0 0
4| 2L | T(igal (63 (7) 0 0
4 | 3L 1 T(igal g (7) 0 0
4 | 4L 1 T(iga‘l g (7) 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
4| 5L 1 T‘igal g (7) 0 0
4| 6L 1 T‘i;al g (7) 0 0
4| 7L | T‘ig"‘l g (7) 0 0
4| 8L | T‘{gal g (7) 0 0
4 | oL 1 T(l)gal g (7) 0 0
4 | 10L 1 T(l)gal g (7) 0 0
4| 1M | T(l)gal g (7) 0 0
4| oM | T(l)gal g (7) 0 0
4 | 3M 1 T(l)gal g (7) 0 0
4| aMm | T(igal g (7) 0 0
4 | 5M 1 T(l)gal (g (7) 0 0
4 | 6M 1 T(l)gal (6? (7) 0 0
4 | 7M 1 T‘;gal (63 (7) 0 0
4 | &M 1 T(l’gal g (7) 0 0
4 | oM 1 T(l’gal (63 (7) 0 0
4 | 10-M 1 T‘igal g ? 0 0
4 | 1IN | T‘igal g ? 0 0
4 | 2N 1 T‘igal (63 ? 0 0
4 | 3N 1 T(igal (63 (7) 0 0
4 | 4N | T(igal g (7) 0 0
4 | 5N 1 T(iga‘l g (7) 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
4 | 6N 1 T‘igal g (7) 0 0
4 | 7N 1 T‘i;al g (7) 0 0
4 | 8N 1 T‘ig"‘l g (7) 0 0
4 | 9N 1 T‘{gal g (7) 0 0
4 | 10N 1 T(l)gal g (7) 0 0
4 | 10 1 T(l)gal g (7) 0 0
4 | 20 1 T(l)gal g (7) 0 0
4 | 30 1 T(l)gal g (7) 0 0
4 | 40 1 T(l)gal g (7) 0 0
4 | 50 1 T(igal g (7) 0 0
4 | 60 1 T(l)gal (g (7) 0 0
4 | 70 1 T(l)gal (6? (7) 0 0
4 | 80 1 T‘;gal (63 (7) 0 0
4 | 90 1 T(l’gal g (7) 0 0
4 | 100 1 T(l’gal (63 (7) 0 0
4| 1P | T‘igal g ? 0 0
4| 2P 1 T‘igal g ? 0 0
4 | 3P 1 T‘igal (63 ? 0 0
4| 4P | T(igal (63 (7) 0 0
4 | 5P 1 T(igal g (7) 0 0
4 | 6P 1 T(iga‘l g (7) 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
4| 7P 1 foral €0 0 0
4| sp 1 foral €0 0 0
4| 9P 1 foral €0 0 0
4| 0P 1 foral €0 0 0
4| 1Q 1 foral €0 0 0
4| 2Q 1 forl €0 0 0
4 | 3Q 1 T(l)gal g (7) 0 0
4| oaq 1 T(l)gal g (7) 0 0
4 | 5Q 1 T(l)gal g (7) 0 0
4 | 6Q 1 T(igal g (7) 0 0
4 | 7Q 1 T(l)gal (g (7) 0 0
4 | 8Q 1 T(l)gal (6? (7) 0 0
4 | 9Q 1 T‘;gal (63 (7) 0 0
4 | 10-Q 1 T(l’gal g (7) 0 0
4 | IR 1 T(l’gal (63 (7) 0 0
4 | 2R 1 T‘igal g ? 0 0
4 | 3R 1 T‘igal g ? 0 0
4 | 4R 1 T‘igal (63 ? 0 0
4 | 5R 1 T(igal (63 (7) 0 0
4 | 6R 1 T(igal g (7) 0 0
4| 7R 1 fowl €0 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
4 | 8R 1 T‘igal g (7) 0 0
4 | 9R 1 T‘i;al g (7) 0 0
4 | 10R 1 T‘ig"‘l g (7) 0 0
4| 1S 1 T‘{gal g (7) 0 0
4 | 25 1 T(igal g (7) 0 0
4 | 38 1 T(l)gal g (7) 0 0
4 | 48 1 T(l)gal g (7) 0 0
4 | 58 1 T(l)gal g (7) 0 0
4 | 68 1 T(l)gal g (7) 0 0
4 7-S 1 T(igal g (7) 0 0
4 | 8S 1 T(l)gal (g (7) 0 0
4 | oS 1 T(l)gal (6? (7) 0 0
4 | 108 1 T‘;gal (63 (7) 0 0
4| LT 1 T‘igal g (7) 0 0
4| 2T | T‘igal (63 (7) 0 0
4 | 37T 1 T‘igal g ? 0 0
4| 4T 1 T‘igal g ? 0 0
4 | 5T 1 T‘igal (63 ? 0 0
4 | 6T 1 T(igal (63 (7) 0 0
4 | 7T 1 T(igal g (7) 0 0
4 | &T 1 T(iga‘l g (7) 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
4 | 9T 1 T‘igal g (7) 0 0
4 | 10T 1 T‘i;al g (7) 0 0
4 | 1U 1 T‘ig"‘l g (7) 0 0
4 | 2U 1 T‘{gal g (7) 0 0
4 | 3U 1 T(igal g (7) 0 0
4 | 4U 1 T(l)gal g (7) 0 0
4 | 5U 1 T(l)gal g (7) 0 0
4 | 6U 1 T(l)gal g (7) 0 0
4 | U 1 T(igal g (7) 0 0
4 | 8U 1 T(igal g (7) 0 0
4 | 9U 1 T(l)gal (g (7) 0 0
4 | 10U 1 T(l)gal (6? (7) 0 0
4 | 1v 1 T‘;gal (63 (7) 0 0
4 | 2v 1 T(l’gal g (7) 0 0
4 | 3v 1 T(l’gal (63 (7) 0 0
4 | 4v 1 T‘igal g ? 0 0
4 | 5V 1 T‘igal g ? 0 0
4 | 6V 1 T‘igal (63 ? 0 0
4 | 7V 1 T(igal (63 (7) 0 0
4 | 8V 1 T(igal g (7) 0 0
4 | 9w | T(igal g (7) 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
4| 10-v 1 T‘igal g (7) 0 0
4| 1w 1 T‘ig"‘l g (7) 0 0
4| 2w 1 T‘ig"‘l g (7) 0 0
4| 3w 1 T‘{gal g (7) 0 0
4 | 4w 1 T(l)gal g (7) 0 0
4 | 5W 1 T(l)gal g (7) 0 0
4 | 6W 1 T(l)gal g (7) 0 0
4| 7w 1 T(igal g (7) 0 0
4 | 8W 1 T(l)gal g (7) 0 0
4 | 9w 1 T(l)gal g (7) 0 0
4 | 10w 1 T(l)gal g (7) 0 0
4| o1x 1 T(l)gal (6? (7) 0 0
4 | 2x | Ti’gal (6? (7) 0 0
4 | 3X 1 T(l’gal g (7) 0 0
4| oax | T‘igal g (7) 0 0
4 | 5X 1 T‘igal g ? 0 0
4 | 6X 1 T‘igal g ? 0 0
4 | 7X 1 T‘igal (63 ? 0 0
4 | 8X 1 T(igal (63 ? 0 0
4 | 9X 1 T(igal g (7) 0 0
4 | 10X | T(igal g (7) 0 0
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e Molecule 5 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 1-A 261 %g?ligl 0 0
5 | 2-A 262 q;gl ;; 0 0
5 | 3-A 261 %§?12£1 0 0
5 | 4-A 263 q;gl i% 0 0
5 | 5-A 261 q;gfl 221 0 0
5 | 6-A 257 T;;?l 2%; 0 0
5 | 7-A 265 q;ggj ;gg 0 0
5 | 8&A 259 q;ggl ;gé 0 0
5 | 9A 265 q;gl ;; 0 0
5 | 10-A 262 {%ﬁl i; 0 0
5 | 1B 264 qﬁﬁl i; 0 0
5 | 2B 261 {;?ligl 0 0
5 | 3B 263 q;gl é; 0 0
5 | 4B 262 q;gl i; 0 0
5 | 5B 261 %;fligl 0 0
5 | 6B 265 q;gl ;; 0 0
5 | 7B 264 {;ﬁl i; 0 0
5 | 8B 264 {gﬁl é; 0 0
5 | 9B 258 q;gl i; 0 0
5 | 10-B 263 {ggl ;; 0 0
5 1-C 261 T;?lzgl 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 | 2cC 264 {;jl i; 0 0
5 | 3 265 q;gl i; 0 0
5 | 4 261 %;?l:§1 0 0
5 | 5C 263 {;?l ;; 0 0
5 | 6C 262 %;?l é; 0 0
5 | 7-C 262 q;gl ;; 0 0
5 | 8C 263 q;gl ;; 0 0
5 | 9C 261 %;?1:21 0 0
5 | 10-C 262 {ggl ;; 0 0
5 | 1-D 260 q;gl ;% 0 0
5 | 2D 269 q;ﬁl ;; 0 0
5 | 3D 260 q;gl ;% 0 0
5 | 4D 263 q;gl i; 0 0
5 | 5D 262 q;gl i; 0 0
5 | 6D 265 q;gsl ;2; 0 0
5 | 7D 261 %gfligl 0 0
5 | 8D 265 q;ggj ;gg 0 0
5 | 9D 266 q;ggl ;g% 0 0
5 | 10-D 262 q;gsl ;g; 0 0
5 1-E 261 T;?I;£1 0 0
5 | 2E 254 2§? ;i 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 | 3E 257 %g?lfgg 0 0
5 | 4E 263 q;gl i; 0 0
5 | 5E 259 q;ﬁl é; 0 0
5 | 6E 262 {;?l ;; 0 0
5 | 7-E 265 %;?l é% 0 0
5 | S8E 257 1;$1 é; 0 0
5 | 9FE 262 q;gl ;; 0 0
5 | 10-E 257 {g?l é; 0 0
5 1-F 262 q;gl ;; 0 0
5 2F 263 q;gl ;; 0 0
5 | 3F 272 q;gl ;; 0 0
5 | 4F 264 %gjl ;; 0 0
5 5-F 266 q;gl i% 0 0
5 | 6F 263 q;gl i% 0 0
5 | 7-F 262 qﬁgl i; 0 0
5 | &F 268 q;gsl 2%% 0 0
5 | oF 262 q;gsj ;g; 0 0
5 | 10-F 261 q;gfl ;21 0 0
5 1-G 265 q;gl ;% 0 0
5 | 2-G 262 q;gl ;; 0 0
5 | 3G 257 q;ﬁl i; 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 | 4G 261 %%?1521 0 0
5 | 5G 263 q;gl i; 0 0
5 | 6G 267 {;?l i; 0 0
5 | 7.G 259 q;gl é; 0 0
5 | 8aG 265 %;?l é% 0 0
5 | 9G 263 q;gl ;; 0 0
5 | 10-G 264 {gjl ;; 0 0
5 1-H 262 q;gl ;; 0 0
5 | oH 263 q;gl ;; 0 0
5 | 3-H 261 %;?lggl 0 0
5 | 4-H 266 qiﬁl ;% 0 0
5 | 5-H 270 qgﬁl ;% 0 0
5 | 6-H 263 q;gl i; 0 0
5 | 7H 262 q;gl i; 0 0
5 | sH 261 q;gfl ;21 0 0
5 | 9-H 268 q;gsl 2%% 0 0
5 | 10-H 264 q;gjj 524 0 0
5 1-1 265 T;g;l 2(6)5 0 0
5 21 265 '{;;?1 ;E; 0 0
5 3-1 266 {%ﬁl i% 0 0
5 | 4T 263 %%?l i; 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 | 5l 260 {ggl i% 0 0
5 | 61 263 {;?l ;; 0 0
5 | 71 261 gﬁ% i; 0 0
5| &l 265 {;?l ;% 0 0
5 | ol 262 %;?l é; 0 0
5 | 101 263 {g?l ;; 0 0
5 1-J 262 %;;1 ;; 0 0
5 2] 258 q;gl é; 0 0
5 3-J 260 ngl ;; 0 0
5 4-] 260 q;gl ;% 0 0
5 5- 263 q;gl ;; 0 0
5 6-J 259 q;gl é; 0 0
5 7-J 266 q;gl i% 0 0
5 8-J 263 q;gl i% 0 0
5 9-J 260 q;ggl ;gb 0 0
5 | 10-J 264 q;gjl 2%; 0 0
5 | 1-K 279 q;gj ;g 0 0
5 | 2K 271 q;?fl ;?1 0 0
5 | 3K 268 T206t§1 2(6)8 0 0
5 | 4K 267 q§$1 ;; 0 0
5 | 5K 268 q;gl ;; 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 | 6K 270 {;glfg% 0 0
5 | 7K 263 q;gl i; 0 0
5 | 8K 264 {;fl i; 0 0
5 | 9K 269 {;gl ;% 0 0
5 | 10K 271 rg??;§1 0 0
5 1-L 261 %ﬁ?lgﬁl 0 0
5 2L 264 {gjl ;; 0 0
5 3L 266 qzﬁl ;% 0 0
5 | 4L 263 q;gl ;; 0 0
5 5-L 260 q;gl ;% 0 0
5 6-L 260 qiﬁl ;% 0 0
5 7L 266 q;$l ;% 0 0
5 8L 262 q;gl i; 0 0
5 9-L 260 q;gl i; 0 0
5 | 10-L 263 q;ggl 2%% 0 0
5 | 1-M 261 q;gfl ;21 0 0
5 | oM 264 %%fl é; 0 0
5 | 3-M 259 q;ggl ;gé 0 0
5 | 4M 264 {gﬁl i; 0 0
5 | 5M 264 {;ﬁl i; 0 0
5 | 6M 262 %%gl i; 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 | 7M 260 %ggl i% 0 0
5 | sM 260 {ggl ;% 0 0
5 | oM 265 {;?l ;% 0 0
5 | 1M | 263 {;?l ;; 0 0
5 | 1N 263 q;gl ;% 0 0
5 | 2N 261 %ﬁ?lgﬁl 0 0
5 | 3N 263 q;gl ;; 0 0
5 | 4-N 263 q;gl ;; 0 0
5 | 5N 265 q;gl ;; 0 0
5 | 6N 260 q;gl ;% 0 0
5 | 7-N 266 qiﬁl ;% 0 0
5 | 8N 263 q;gl ;; 0 0
5 | 9N 261 %gfligl 0 0
5 | 10-N 259 qﬁgl i; 0 0
5 | 1-0 263 q;gl i% 0 0
5 | 20 267 q;gsl 2%; 0 0
5 | 30 265 q;ggj ;gg 0 0
5 | 4-0 263 '{;;il ;23 0 0
5 | 50 267 q;gsl ;2; 0 0
5 | 60 265 q;gl ;% 0 0
5 | 70 262 q;gl ;; 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 | 80 265 q;gl é; 0 0
5 | 9:0 263 q;gl i; 0 0
5 | 10-0 263 {;?l i% 0 0
5 1-P 261 q;gfl 521 0 0
5 | 2P 264 %;fl i; 0 0
5 | 3P 260 q;$1 ;% 0 0
5 | 4P 259 q;gl i; 0 0
5 | 5P 262 q;gl ;; 0 0
5 | 6P 262 q;gl ;; 0 0
5 | 7P 261 %;?lzgl 0 0
5 | 8P 263 q;gl ;; 0 0
5 | 9P 265 q;gl ;% 0 0
5 | 10-P 264 %gfl i; 0 0
5 1-Q 260 q;gl i; 0 0
5 | 2-Q 9257 20;?1 2(5)7 0 0
5 | 3-Q 9259 T205tgl 2(5)9 0 0
5 | 4-Q 264 q;zj ;; 0 0
5 | 5-Q 261 q;gfl ;21 0 0
5 6-Q 260 '{;;?l ;gb 0 0
5 7-Q) 264 {gﬁl i; 0 0
5 | 8Q 257 q;ﬁl i; 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 | 9:Q 263 q;gl é; 0 0
5 | 10-Q 257 {g?l i; 0 0
5 | 1R 261 %;?l:§1 0 0
5 | 2R 265 {;?l ;% 0 0
5 | 3R 268 %;gl i; 0 0
5 | 4R 263 {g?l ;; 0 0
5 | 5R 265 q;gl ;% 0 0
5 | 6R 266 {ggl i% 0 0
5 | 7R 264 %gjl ;; 0 0
5 | 8R 265 %;?l i% 0 0
5 | 9R 264 %gfl i; 0 0
5 | 10-R 262 %g?l ;; 0 0
5 1-S 265 'gggl ﬁ% 0 0
5 2-S 259 %ggl i; 0 0
5 3-S 264 %gfl §; 0 0
5 4-8 260 q;ggl 2%6 0 0
5 5-S 263 q;ggj 523 0 0
5 6-S 266 q;ggl ;g% 0 0
5 7-S 263 q;ggl ;23 0 0
5 8-S 269 {ggl i; 0 0
5 | 95 259 {ggl é; 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 | 10-S 266 {ggl i% 0 0
5 | LT 261 %;fligl 0 0
5 | 2T 259 q;ﬁl é; 0 0
5 | 3T 262 {;?l ;; 0 0
5 | 4T 262 %;?l é; 0 0
5 | 5T 258 q;gl é; 0 0
5 | 6T 257 q;?l i; 0 0
5 | 7-T 263 q;gl ;; 0 0
5 | &T 259 q;$l é; 0 0
5 | oT 265 q;gl i% 0 0
5 | 10-T 262 %ggl i; 0 0
5 1-U 263 q;gl ;; 0 0
5 | 2-U 267 q;$1 i; 0 0
5 | 3U 267 qiﬁl i; 0 0
5 | 4-U 264 q;gl i; 0 0
5 | 5U 263 q;ggl 523 0 0
5 | 6U 265 q;ggj ;gg 0 0
5 | 7U 262 q;gsl ;g; 0 0
5 | 8U 263 q;ggl ;23 0 0
5 | 9U 265 q;gl ;% 0 0
5 | 10-U 264 E%jl i; 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 1V 265 q;gl é; 0 0
5 | 2v 260 q;$1 i% 0 0
5 | 3V 258 q;gl é; 0 0
5 | 4V 266 {;?l ;% 0 0
5 | 5v 261 T;?lzgl 0 0
5 | 6V 265 H;EJ ;% 0 0
5 | 7V 265 q;gl ;% 0 0
5 | 8V 264 %gjl i; 0 0
5 | oV 259 q;$l é; 0 0
5 | 10-V 265 %;?l i% 0 0
5 | 1w 269 %ggl i; 0 0
5 | 2w 266 %ggl ;% 0 0
5 | 3W 266 %ggl i; 0 0
5 | 4w 263 %g?l i; 0 0
5 | 5W 262 i;g;l ;2; 0 0
5 | 6W 264 {gﬁl ;; 0 0
5 | W 265 q;ggj ;gg 0 0
5 | 8&W 263 q;ggl ;23 0 0
5 | 9w 261 q;gfl ;21 0 0
5 | 100w 265 q;gl ;% 0 0
5 | 1X 264 qﬁﬁl i; 0 0
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 | 2X 267 q§$1 é; 0 0
5 | 3X 265 q;gl i; 0 0
5 | 4X 265 q;gl i; 0 0
5 | 5X 265 {;?l ;% 0 0
5 | 6X 264 q;ﬁl i; 0 0
5 | 7 261 %;flzgl 0 0
5 | 8X 265 q;gl ;; 0 0
5 | 9X 266 qzﬁl ;% 0 0
5 | 10X 266 {ggl ;; 0 0
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3 Residue-property plots (i)

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

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

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

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

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

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

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