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o / rm.s.d. (A) 0.04 rar?ge (A) 20.0-2.7 9.9-3.0
0. R 192 unique 62,949 42,366
. 0'2/ R 192 192 mea(ljsured 60,025 40,267
S R-free 23.6 use 54,480 37,266
03|  R-free 23.6 23.3
N / NCS translation  rotation
04 residues per  DNA protein r.m.s.d. (A) 15.65 0.02
o 05 | monomer 0 254 angle (o) 65.44 0.03
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p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 0.40 rar?ge (A) 55.7-2.6 9.9-3.0
0. R 254 unique 25,870 15,864
0'2/ R 26.0 26.7 mea(ljsured 22,202 15,12;
. R-free 31.3 use 18,73 13,6
03|  R-free 32.7 32.9
i / NCS translation  rotation
04 residues per  DNA protein rm.s.d. (A) 11.77 0.35
monomer 0 124 angle (o) 59.18 0.22
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P(H)
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0.0

original merged s < /100 1  0.00%
1bOw s.g. C2221 P6122 s<=0 0 0.00%
p.g. 10003 12027 f<=0 0 0.00%
| a.u. 3 1 sf<=0 0 0.00%
p.t. 1 1
0 p.o 1 1
1 / rm.s.d. (A) 0.18 rar?ge (A) 52.5-1.8 9.9-3.0
0. R 26.6 unique 46,234 9,152
0'2/ R 26.5 28.1 mea(ljsured 25,139 8,806
. R—free 295 use 3,031 7,014
03|  R-free 29.5 31.6
i / NCS translation  rotation
04 residues per  DNA protein r.m.s.d. (A) 10.83 0.19
monomer 0 108 angle (o) 59.88 0.08
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0.0 0.2 0.4 0.6 0.8
R-calc original merged
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0.2 0.4 0.6 0.8

0.0
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0.2

0.0

P(H)

original  merged s < /100 3398 12.97 %
1b49 s.g. Ccl21 1222 s<=0 0 0.00%
p.g. 10001 10003 f<=0 0 0.00%
| a.u. 2 1 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 0.05 rar?ge (A) 15.9-2.3 9.9-3.0
0. R 20.9 unique 28,283 12,532
0'2/ R 209 215 mea(ljsured 22,195 12,225
i R-free 24.6 use 33 10,820
03|  R-free 24.7 24.6
i / NCS translation  rotation
04 residues per  DNA protein rm.s.d. (A) 29.59 0.05
monomer 0 241 angle (o) 179.99 0.01
] 05
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P(H)
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0.0
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0.0

original  merged s < /100 3380 11.59 %
1b5d s.g. Ccl21 1222 s<=0 0 0.00%
p.g. 10001 10003 f<=0 0 0.00%
| a.u. 2 1 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 0.05 rar?ge (A) 13.1-2.2 9.9-3.0
0. R 216 unique 32,429 12,614
0'2/ R 218 220 mea(ljsured ;9,170 12,394
. R-free 24.8 use 4,986 10,974
03" | R'-free 24.8 24.4
4 / NCS translation  rotation
04 residues per  DNA protein rm.s.d. (A) 30.17 0.05
monomer 0 246 angle (o) 179.99 0.02
i 05 |
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R-calc original merged
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| a.u. 2 1 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 0.05 rar?ge(A) 43.4-1.6 9.9-3.0
0. R 247 unique 82,184 12,338
0'2/ R 247 24.9 mea(ljsured 80,033 12,114
. R-free 26.0 use 73,708 10,670
03| R'-free 25.9 26.0
i / NCS translation rotation
04 residues per  DNA protein r.m.s.d. (A) 29.57 0.05
2 monomer 0 241 angle (o) 179.99 0.03
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| a.u. 4 2 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 0.74 rar?ge (A) 19.8-2.6 9.9-3.0
0. R 225 unique 58,605 37,185
0'2/ R 295 295 mea(ljsured 57,741 36,755
. R-free 273 use 54,974 35,700
03|  R-free 27.3 26.9
4 / NCS translation  rotation
04 residues per  DNA protein rm.s.d. (A) 34.93 0.64
monomer 0 433 angle (o) 179.78 0.73
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0.
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1 / rm.s.d. (A) 0.10 rar?ge (A) 14.8-1.6 9.9-3.0
0. R 26.5 unique 21,694 3,208
0'2/ R 26.7 275 mea(ljsured 21,552 2,193
. R-free 252 use 19,106 ,566
03|  R-free 25.6 25.5
i / NCS translation  rotation
04 residues per  DNA protein rm.s.d. (A) 20.99 0.10
monomer 0 67 angle (o) 179.83 0.19
] 05
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0.
p.o. 1 1
1 / rm.s.d. (A) 0.11 rar?ge (A) 29.6-1.9 9.9-3.0
0. R 230 unique 42,932 10,793
0'2/ R 235 246 mea(ljsured ;8,193 10,02;
i R-free 25.4 use 173 8,68
03| R'-free 26.6 27.5
i / NCS translation rotation
04 residues per  DNA protein r.m.s.d. (A) 26.29 0.11
monomer 0 193 angle (o) 179.93 0.08
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original merged s < /100 0 0.00%
1bd| s.g. P61 P6122 s<=0 0 0.00%
p.g. 12021 12027 f<=0 0 0.00%
| a.u. 2 1 sf<=0 0 0.00%
p.t. 1 1
0.
P-O. ! ! range (A)  20.9-2.8 9.9-3.0
] 7 rmsd @) 0.63 '9 9728 9.973.
0. R 19.0 unique 4,712 3,758
0'2/ R 19.7 211 mea(ljsured 4,059 2,33;
i R-free 25.9 use 3,086 58
03|  R-free 27.0 30.7
i / NCS translation  rotation
04 residues per  DNA protein rm.s.d. (A) 21.02 0.63
monomer 0 99 angle (o) 179.43 0.62
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0.8

0.6

0.4

0.2

0.0

1.0

0.2 0.4 0.6 0.8
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1bd original merged s < /100 0 0.00%
q s.g. P61 P6122 s<=0 0 0.00%
p.g. 12021 12027 f<=0 0 0.00%
| a.u. 2 1 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 0.61 rar?ge (A) 24.8-2.5 9.9-3.0
0. R 198 unique 6,559 3,699
0'2/ R 210 226 mea(ljsured 5,863 2,499
. R-free 23.9 use 4,554 , 758
03| R'-free 25.7 28.7
i / NCS translation rotation
04 residues per  DNA protein r.m.s.d. (A) 22.94 0.60
monomer 0 99 angle (o) 179.79 0.78
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original merged s < /100 6 0.10%
1bdr s.g. P61 P6122 s<=0 0 0.00%
p.g. 12021 12027 f<=0 0 0.00%
| a.u. 2 1 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 0.36 rar?ge (A) 27.1-25 9.9-3.0
0. R 199 unique 6,510 3,671
0'2/ R 209 218 mea(ljsured 6,061 2,543
. R-free 235 use 4,840 ,830
03|  R-free 25.2 26.9
4 / NCS translation  rotation
04 residues per  DNA protein r.m.s.d. (A) 19.59 0.35
monomer 0 99 angle (o) 179.79 0.66
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p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 0.96 rar?ge (A) 10.0-1.8 9.9-3.0
0. R 250 unique 17,471 3,752
0'2/ R 252 291 mea(ljsured 17,457 3,746
. R-free 26.3 use 15,484 3,118
03" R'-free 26.8 32,5
4 / NCS translation  rotation
04 residues per  DNA protein r.m.s.d. (A) 20.74 0.93
monomer 0 104 angle (o) 175.09 4.93
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0.0

original merged s < /100 2 0.00%
1lbre s.0. P1211 C2221 s<=0 0 0.00%
p.g. 10001 10003 f<=0 0 0.00%
| a.u. 6 3 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 0.73 rar?ge (A) 71.2-1.8 9.9-3.0
0. R 296 unique 89,379 17,671
0'2/ R 306 321 mea(ljsured 4212,832 15,993
. R-free 33.0 use 7,16 13,866
03|  R-free 33.1 34.4
4 / NCS translation  rotation
04 residues per  DNA protein r.m.s.d. (A) 10.37 0.66
monomer 0 107 angle (o) 58.00 0.93
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original merged s < /100 0 0.00%
1bvs s.g. P31 P3121 s<=0 0 0.00%
p.g. 10020 10023 f<=0 0 0.00%
| a.u. 8 4 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 0.02 rar?ge (A) 36.1-3.0 9.9-3.0
0. R 259 unique 49,221 47,879
0'2/ R 259 26.4 mea(ljsured 49,14; 47,819
. R-free 321 use 46,83 45,698
03|  R-free 32.1 32.6
4 / NCS translation  rotation
04 residues per  DNA protein rm.s.d. (A) 14.52 0.01
monomer 0 182 angle (o) 59.96 0.02
] 05
0.0 0.2 0.4 0.6 0.8
R-calc original merged
— < 4 < 4
] N m 4 N m 4
S S
g ~ \ \\/\_-A g ~ \ M
e Y c |
_ ST h N N
3 3
& - & -
M /
o o4
270 9.0 54 39 3.0 270 9.0 54 39 3.0 270 9.0 54 39 3.0
Resolution, A Resolution, A Resolution, A
] @ | @ |
o o
ds 04 of of
T © | © |
o o
N N
o e o e
N o
| o o
- =N o |
T T T T T T © T T T T T T © T T T T T
00 02 04 06 08 10 00 02 04 06 08 10 00 02 04 06 08 10
H z z
@ | @ |
o o
© | © |
o o
8 8~
ao ao
N o
o o
o | o |
© T T T T T T © T T T T T
00 02 04 06 08 10 00 02 04 06 08 10
z z




R-obs

Completeness

P(H)

P(H)

0.8

0.6

0.4

0.2

0.0

1.0

0.2 0.4 0.6 0.8

0.0

original merged s < /100 0 0.00%
1c03 s.g. P1 C121 s<=0 0 0.00%
p.g. 10000 10001 f<=0 1148 3.26 %
| a.u. 4 2 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 0.06 rar?ge (A) 19.9-2.3 9.9-3.0
0. R 229 unique 38,574 16,946
0'2/ R 229 23.0 mea(ljsured 32,253 15,005
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P(H)

P(H)
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0.2 0.4 0.6 0.8

0.0

original  merged s < /100 8896 30.27 %
1hbh s.g. P1211 C2221 s<=0 8896 30.27 %
p.g. 10001 10003 f<=0 8896 30.27 %
| a.u. 2 1 sf<=0 8896 30.27 %
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 8.11 rar?ge (A) 10.0-2.2 9.9-3.0
0. R 241 unique 37,574 14,587
. ’ measured 29,393 12,885
1 0z R - - used 22,800 10,612
R-free 26.9 ’ ’
03| R'-free - -
i / NCS translation rotation
04 residues per  DNA protein rm.s.d. (A) 35.44 0.24
monomer 0 288 angle (o) 179.51 0.58
i 05 |
0.0 02 0.4 0.6 0.8
R-calc original merged
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1hbv s.g. P61 P6122 s<=0 0 0.00%
p.g. 12021 12027 f<=0 624  7.75%
| a.u. 2 1 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 0.27 rar?ge (A) 29.7-2.3 9.9-3.0
0. R 224 unique 8,584 3,781
0'2/ R 227 248 mea(ljsured 8,053 3,765
. R-free 26.7 use 6,59 3,030
03|  R-free 28.1 31.1
4 / NCS translation  rotation
04 residues per  DNA protein r.m.s.d. (A) 22.56 0.27
monomer 0 99 angle (o) 179.86 0.24
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P(H)

i original  merged s < /100 0 0.00%
1hci s.g. P31 P3121 s<=0 0 0.00%
p.g. 10020 10023 f<=0 0 0.00%
% | a.u. 2 1 sf<=0 0 0.00%
© p.t. 1 1
0.
p.o. 1 1
o | / rm.s.d. (A) 0.02 rar?ge (A) 82.8-2.7 9.9-3.0
© 0. R 285 unique 71,718 50,806
. 0'2/ R 285 28.9 mea(ljsured 70,729 50,148
S R-free 32.4 use 66,128 46,736
03|  R-free 32.4 32.7
N / NCS translation  rotation
04 residues per  DNA protein rm.s.d. (A) 137.36 0.02
o monomer 0 475 angle (o) 179.97 0.06
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Completeness

P(H)

P(H)

original  merged s < /100 838 4.97 %

1hk1 5.9, P1211 - <=0

0 0.00%

p.g. 10001 10003 f<=0 0 0.00%

® | a.u. 1 - sf<=0 0 0.00%
o p.t. 1 -
0. 0.0 1 -

o / rm.s.d. (A) _ rar?ge (A) 35.3-2.6 9.9-3.0

0. R o5 7 unique 17,621 11,823

| R’ ~ B measured 16,849 11,239

hg 0 R—free 209 used 14,712 9,768
03" R'-free - -

o] — NCS translation  rotation
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o 0 monomer 0 553 angle (o) - -
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1hk2 s.g. P1211 s<=0 0 0.00%
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0. 0.0 1 _
o | / rm.s.d. (A) _ rar?ge (A) 34.1-2.8 9.9-3.0
© 0. R 254 unique 14,890 11,770
. ’ measured 14,684 11,600
< 0z R - - used 13,078 10,442
S R-free 32.9 ’ ’
03| R'-free - -
N / NCS translation rotation
04 residues per  DNA protein rm.s.d. (A) - -
o 0 monomer 0 560 angle (o) - -
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1hmO s.g. H3 H32 s<=0 0 0.00%
p.g. 10020 10023 f<=0 0 0.00%
% | a.u. 2 1 sf<=0 0 0.00%
© p.t. 1 1
0.
p.o. 1 1
o | / rm.s.d. (A) 0.15 rar?ge (A) 39.7-2.3 9.9-3.0
© 0. R 250 unique 39,938 17,510
. 0'2/ R 25 1 255 mea(ljsured 37,758 17,260
S R-free 28.2 use 34,058 15,964
03|  R-free 28.5 29.2
N / NCS translation  rotation
04 residues per  DNA protein r.m.s.d. (A) 52.33 0.15
o monomer 0 440 angle (o) 179.99 0.04
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P(H)

P(H)

0.8

0.6

0.4

0.2

0.0

1.0

0.2 0.4 0.6 0.8

0.0

1.0

0.2 0.4 0.6 0.8

0.0

original  merged s < /100 3851 13.18 %
1hm8 s.g. H3 H32 s<=0 0 0.00%
p.g. 10020 10023 f<=0 0 0.00%
| a.u. 2 1 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 0.03 rar?ge (A) 46.2-2.5 9.9-3.0
0. R 231 unique 30,804 17,363
0'2/ R 231 238 mea(ljsured ;9,218 17,302
g R-free 26.5 use 6,644 16,11
03" R'-free 26.6 27.2
4 / NCS translation  rotation
04 residues per  DNA protein r.m.s.d. (A) 59.67 0.03
monomer 0 458 angle (o) 180.00 0.01
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1hm9 s.g. H3 H32 s<=0 0 0.00%
p.g. 10020 10023 f<=0 0 0.00%
| a.u. 2 1 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 0.05 rar?ge (A) 29.1-1.8 9.9-3.0
0. R 26.5 unique 83,997 16,224
0'2/ R 26.5 26.5 mea(ljsured 82,242 16,082
. R-free 294 use 76,97 14,84
03" R'-free 29.5 29.5
4 / NCS translation  rotation
04 residues per  DNA protein r.m.s.d. (A) 54.24 0.05
monomer 0 458 angle (o) 180.00 0.02
| 05|
0.0 0.2 0.4 0.6 0.8
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| a.u. 4 2 sf<=0 0 0.00%
p.t. 2 2
0.
p.o. 2 4
1 / rm.s.d. (A) 0.08 rar?ge(A) 20.8-1.7 9.9-3.0
0. R 26.3 unique 65,529 11,688
0'2/ R 26.4 26.3 mea(ljsured 63,312 11,656
. R-free 28.9 use 58,19 10,550
03|  R-free 29.3 29.5
4 / NCS translation  rotation
04 residues per  DNA protein rm.s.d. (A) 0.21 0.06
monomer 0 132 angle (o) 0.57 0.03
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p.t. 2 2
0.
p.o. 1 2
1 / rm.s.d. (A) 0.05 rar?ge (A) 36.9-2.6 9.9-3.0
0. R 239 unique 42,311 25,566
0'2/ R 232 238 mea(ljsured 20,653 22,250
. R-free 30.1 use 5,53 19,288
03|  R-free 30.1 30.7
4 / NCS translation  rotation
04 residues per  DNA protein r.m.s.d. (A) 1.57 0.05
9 05 | monomer 0 287 angle (o) 6.05 0.04
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| a.u. 2 1 sf<=0 1674 212%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 0.04 rar?ge (A) 29.7-1.5 9.9-3.0
0. R 257 unique 83,029 10,188
0'2/ R 258 26.1 mea(ljsured 72,256 10,109
g R—free 26.5 use 72,284 9,114
03|  R-free 26.7 27.0
4 / NCS translation  rotation
04 residues per  DNA protein r.m.s.d. (A) 28.71 0.04
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original  merged s < /100 1521 12.63%
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p.g. 12021 12027 f<=0 74  0.61%
% | a.u. 2 1 sf<=0 0 0.00%
© p.t. 1 1
0.
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03|  R-free 28.3 30.2
N / NCS translation  rotation
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o/ rm.s.d. (A) 0.16 rar?ge(A) 21.5-2.0 9.9-3.0
: R 23.7 unique 6,808 1,977
. measured 6,548 1,957
0z R 235 239 used 5808 1,706
R-free 24.2 ’ ’
03| R'-free 24.1 25.6
/ NCS translation rotation
04 residues per  DNA protein r.m.s.d. (A) 16.85 0.16
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1 / rm.s.d. (A) 0.50 rar?ge (A) 43.9-1.4 9.9-3.0
0. R 8.8 unique 41,231 4,248
0'2/ R 28.9 28.6 mea(ljsured 38,165 4,;13
. R-free 208 use 31,934 3,206
03|  R-free 30.0 30.8
4 / NCS translation  rotation
04 residues per  DNA protein r.m.s.d. (A) 15.57 0.35
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0. R 24.0 unique 48,711 14,119
0'2/ R 241 246 mea(ljsured 40,685 12,779
. R-free 26.5 use 33,986 10,988
03|  R-free 26.4 27.0
4 / NCS translation  rotation
04 residues per  DNA protein r.m.s.d. (A) 34.65 0.11
monomer 0 374 angle (o) 179.97 0.04
] 05
0.0 0.2 0.4 0.6 0.8
R-calc original merged
< q < q
] N m 4 N m 4
S S
5 o A AL AVA‘_"_M 5 o A AL A N
1 2 2
3 3
& - & -
o o4
180 60 36 26 2.0 180 60 36 26 2.0 180 60 36 26 2.0
Resolution, A Resolution, A Resolution, A
] @ | @ |
o o
4.5 b3 o0f of
T © | © |
o o
N < N <
ao ao
N o
4 o o
] o | o |
T T T T T T © T T T T T T © T T T T T T
00 02 04 06 08 10 00 02 04 06 08 10 00 02 04 06 08 10
H z z
@ | @ |
o o
© | ©
o o
N < N <
ao ao
N o
o o
o | o |
© T T T T T T © T T T T T T
00 02 04 06 08 10 00 02 04 06 08 10
z z




R-obs

Completeness

P(H)

P(H)

0.8

0.6

0.4

0.2

0.0

1.0

0.2 0.4 0.6 0.8

0.0

1.0

0.2 0.4 0.6 0.8

0.0

1. 1 original merged s < /100 0 0.00%
JX s.g. P65 P6522 s<=0 0 0.00%
p.g. 12021 12027 f<=0 0 0.00%
| a.u. 6 3 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 577 rar?ge (A) 78.8-2.3 9.9-3.0
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.t 2 -
0. P
p.o. 2 -
1 . / rm.s.d. (A) _ rar?ge (A) 47.7-2.8 9.9-3.0
: R 23.7 unique 91,791 73,277
. ’ measured 85,993 69,099
1 0z R ) - used 76,736 61,664
R-free 27.4 ’ ’
03| R'-free - -
i / NCS translation rotation
04 residues per  DNA protein rm.s.d. (A) 11.47 0.18
monomer 0 502 angle (o) 37.91 0.37
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1|bS s.g. ci121 - s<=0 0 0.00%
p.g. 10001 10003 f<=0 0 0.00%
% | a.u. 6 - sf<=0 0 0.00%
© p.t. 3 -
0. 0.0 3 _
o | / rm.s.d. (A) _ rar?ge (A) 47.8-2.6 9.9-3.0
© 0. R 201 unique 57,887 36,694
: ' measured 15,945 10,976
p 02| R ) - used 3,892 2,770
© R-free 24.4 , ,
o 0.3 | R'-free - -
N / NCS translation  rotation
04 residues per  DNA protein rm.s.d. (A) 0.00 0.52
o 0 monomer 0 317 angle (o) 0.00 2.10
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p.t. 1 1
0.
p.o. 1 1
. / rm.s.d. (A) 0.55 rar?ge (A) 38.7-2.0 9.9-3.0
: R 255 unique 62,063 18,024
0'2/ R 26.1 26.6 mea(ljsured 57,501 17,488
R-free 275 use 51,700 16,014
03" R'-free 28.0 28.5
/ NCS translation  rotation
04 residues per  DNA protein r.m.s.d. (A) 25.31 0.53
73 05 | monomer 0 252 angle (o) 179.42 0.62
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p.g. 10020 10023 f<=0 0 0.00%
| a.u. 2 1 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 0.52 rar?ge (A) 44.6-2.2 9.9-3.0
0. R 257 unique 43,598 17,892
0'2/ R 26.4 26.6 mea(ljsured 41,224 17,372
. R-free 275 use 37,478 15,91
03" | R'-free 28.3 27.9
4 / NCS translation  rotation
04 residues per  DNA protein rm.s.d. (A) 25.21 0.52
monomer 0 252 angle (o) 179.84 0.16
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p.g. 10020 10023 f<=0 0 0.00%
| a.u. 2 1 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 0.60 rar?ge (A) 44.8-2.2 9.9-3.0
0. R 28.6 unique 46,921 17,990
0'2/ R 28.3 28.3 mea(ljsured 41,909 16,77;
. R—free 30.9 use 36,084 14,83
03|  R-free 31.5 31.4
4 / NCS translation  rotation
04 residues per  DNA protein rm.s.d. (A) 29.78 0.59
monomer 0 252 angle (o) 179.65 0.41
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© p.t. 1 1
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. 0'2/ R 26.1 26.1 mea(ljsured 41,555 11,012
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p.g. 10201 10205 f<=0 0 0.00%
| a.u. 10 5 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 6.00 rar?ge (A) 20.0-3.2 9.9-3.2
0. R 24.3 unique 53,864 52,280
. ’ measured 50,118 48,551
1 0z R - - used 46,138 44,940
R-free 32.8 ’ ’
03| R'-free - -
i / NCS translation rotation
04 residues per  DNA protein rm.s.d. (A) 15.07 0.19
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1|nq s.g. P61 P6122 s<=0 0 0.00%
p.g. 12021 12027 f<=0 0 0.00%
% | a.u. 8 4 sf<=0 0 0.00%
© p.t. 2 2
0.
p.o. 2 4
o | / rm.s.d. (A) 0.23 rar?ge (A) 46.4-3.3 9.9-3.3
© 0. R 26.3 unique 59,358 57,135
v | R ma g2 memwed s s
S R-free 32.8 use ' '
03" | R'-free 32.9 34.0
N / NCS translation  rotation
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original  merged s < /100 1728 317 %
1inu s.g. P1211 C2221 s<=0 0 0.00%
p.g. 10001 10003 f<=0 0 0.00%
| a.u. 4 2 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 8.06 rar?ge (A) 46.3-2.5 9.9-3.0
0. R 272 unique 69,050 41,121
. ’ measured 54,500 39,261
1 0z R B - used 51,134 36,884
R-free 33.1 ’ ’
03| R'-free - -
i / NCS translation rotation
04 residues per  DNA protein rm.s.d. (A) 25.40 0.08
monomer 0 399 angle (o) 68.97 0.04
i 05 |
0.0 02 0.4 0.6 0.8
R-calc original merged
- ‘\ q- . q- .
] N m 4 N m 4
S S
[olNN] A [olNN]
£ Y £
o o v NS——"
§ L \-—-—.W—-—-—... § ] Nt e e P
//
o o4
225 75 45 3.2 25 225 75 45 3.2 25 225 75 45 3.2 25
Resolution, A Resolution, A Resolution, A
@ | @
o o
© | © |
o o
N < | N < |
ao ao
N o
o o
o | o |
© T T T T T T © T T T T T T
00 02 04 06 08 1.0 00 02 04 06 08 1.0
z z
o | o |
o o
© | © |
o o
N < | N < |
ao ao
N o
o o
o | o |
© T T T T T T © T T T T T T
00 02 04 06 08 1.0 00 02 04 06 08 1.0
z z




0.6 0.8

R-obs
0.4

0.2

0.0

1.0

0.8

0.6

0.4

Completeness
1

0.2

0.0

1.0

0.6 0.8

P(H)
0.4

0.2

0.0

1.0

0.6 0.8

P(H)
0.4

0.2

0.0

H

1lqi original  merged s < /100 301 1.59 %
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p.t. 1 1
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0. R 252 unique 22,598 21,829
. ’ measured 18,979 18,402
0z R ) - used 15,410 15,036
R-free 33.4 ’ ’
03| R'-free - -
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0.0

original merged s < /100 0 0.00%
11s3 s.0. P4l P41212 s<=0 0 0.00%
p.g. 10201 10205 f<=0 0 0.00%
| a.u. 4 2 sf<=0 0 0.00%
p.t. 2 2
0.
p.o. 2 4
1 / rm.s.d. (A) 0.60 rar?ge (A) 35.2-2.7 9.9-3.0
0. R 256 unique 54,981 38,978
0'2/ R 257 26.2 mea(ljsured 47,662 22,871
. R-free 32.7 use 41,05 7,846
03|  R-free 33.0 33.1
4 / NCS translation  rotation
04 residues per  DNA protein rm.s.d. (A) 15.10 0.20
monomer 0 448 angle (o) 47.53 0.04
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1lvl s.g. P61 P6122 s<=0 1246 11.95 %
p.g. 12021 12027 f<=0 1246 11.95 %
| a.u. 2 1 sf<=0 1246 11.95%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 0.20 rar?ge (A) 14.9-2.0 9.9-3.0
0. R 26.1 unique 12,708 3,707
0'2/ R 273 28.3 mea(ljsured 10,430 2,538
. R-free 208 use 8,010 ,846
03| R'-free 30.0 30.0
i / NCS translation rotation
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p.g. 10001 10003 f<=0 0 0.00%
| a.u. 2 1 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 0.71 rar?ge (A) 29.0-2.0 9.9-3.0
0. R 241 unique 44,166 12,832
0'2/ R 243 26.3 mea(ljsured 40,191 11,561
. R—free 276 use 33,906 9,678
03|  R-free 27.7 30.3
4 / NCS translation  rotation
04 residues per  DNA protein r.m.s.d. (A) 35.40 0.38
monomer 0 336 angle (o) 179.61 1.13
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p.g. 10001 10003 f<=0 818 0.92 %
| a.u. 2 1 sf<=0 818 0.92%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 1.04 rar?ge (A) 149-1.6 9.9-3.0
0. R 31.9 unique 90,315 12,638
| R’ 31'7 391 measured 88,500 12,452
- 0 R—free 248 ' used 83,064 11,134
03|  R-free 35.3 35.8
4 / NCS translation  rotation
04 residues per  DNA protein rm.s.d. (A) 35.12 0.25
o 05 | monomer 0 336 angle (o) 179.51 0.93
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. R-free 423 use 81,07 0,374
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p.t. 1 1
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. 0z R _ - used 38,526 25,210
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i / NCS translation rotation
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p.g. 10020 10023 f<=0 0 0.00%
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© p.t. 1 1
0.
p.o. 1 1
© / rm.s.d. (A) 0.43 rar?ge (A) 19.9-24 9.9-3.0
© 0. R 38.3 unique 91,685 45,722
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i / NCS translation rotation
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0. R 278 unique 24,956 24,182
0'2/ R 290 298 mea(ljsured ;3,832 ;3,077
. R—free 379 use 0,896 0,368
03|  R-free 38.0 39.6
4 / NCS translation  rotation
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1 / rm.s.d. (A) 0.16 rar?ge (A) 39.6-2.1 9.9-3.0
0. R 26.5 unique 29,894 10,026
0'2/ R 273 285 mea(ljsured ;8,580 9,867
: R—free 28.6 use 5,084 8,444
03| R'-free 30.2 31.2
i / NCS translation rotation
04 residues per  DNA protein r.m.s.d. (A) 36.57 0.16
monomer 0 162 angle (o) 179.94 0.06
i 05 |
0.0 02 0.4 0.6 0.8
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R-obs

Completeness

P(H)

P(H)

0.8

0.6

0.4

0.2

0.0

1.0

0.2 0.4 0.6 0.8

0.0

1.0

0.2 0.4 0.6 0.8

0.0

original  merged s < /100 109  0.20 %
Imwm s.0. P4l P4122 s<=0 48 0.09 %
p.g. 10201 10205 f<=0 48 0.09 %
| a.u. 2 1 sf<=0 48  0.09 %
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 0.61 rar?ge (A) 21.9-2.0 9.9-3.0
0. R 28.1 unique 55,165 15,962
0'2/ R 28.2 290 mea(ljsured 54,9;4 15,902
. R-free 31.9 use 50,024 13,87
03|  R-free 32.3 33.1
4 / NCS translation  rotation
04 residues per  DNA protein r.m.s.d. (A) 30.99 0.60
monomer 0 316 angle (o) 178.57 1.98
| 05 |
0.0 0.2 0.4 0.6 0.8
R-calc original merged
< 1 < 4
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R-obs

Completeness

P(H)

P(H)

0.8

0.6

0.4

0.2

0.0

1.0

0.2 0.4 0.6 0.8

0.0

original  merged s < /100 3192 17.19 %
1mzu s.g. P1211 - s<=0 0 0.00%
p.g. 10001 10003 f<=0 0 0.00%
| a.u. 3 - sf<=0 0 0.00%
1 1 -
0. SO ) i}
1 / rm.s.d. (A) _ rar?ge (A) 29.9-2.0 9.9-3.0
0. R 274 unique 21,014 6,113
. ’ measured 18,566 5,966
1 0z R ) - used 15,394 5,188
R-free 31.4 ’ ’
03| R'-free - -
i / NCS translation rotation
04 residues per  DNA protein rm.s.d. (A) 9.47 19.69
monomer 0 101 angle (o) 56.63 178.13
i 0.5
0.0 02 0.4 0.6 0.8
R-calc original merged
. < <
] N m 4 N m 4
S S
4 ° 2 \ S =
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0 A 0 A
Jﬂ o o
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R-obs

Completeness

P(H)

P(H)

0.8

0.6

0.4

0.2

0.0

1.0

0.2 0.4 0.6 0.8

0.0

original  merged s < /100 1460 4.03%
1n25 s.g. P321 - s<=0 1460  4.03 %
p.g. 10023 12027 f<=0 1460  4.03 %
| a.u. 2 - sf<=0 1460  4.03 %
p.t. 1 -
0. 0.0 1 _
/ r'm' s.d. (A) B range (A)  29.4-25 9.9-3.0
0. F.Q T 26.1 unique 38,637 21,943
. ’ measured 36,187 21,265
1 0z R - - used 31,264 18,420
R-free 29.8 ’ ’
03| R'-free - -
i / NCS translation rotation
04 residues per  DNA protein rm.s.d. (A) 16.38 0.42
monomer 0 362 angle (o) 59.77 0.40
i 0.5
0.0 02 0.4 0.6 0.8
R-calc original merged
~ < 1 < 1
\
] N m 4 N m 4
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R-obs

Completeness

P(H)

P(H)

0.8

0.6

0.4

0.2

0.0

1.0

0.2 0.4 0.6 0.8

0.0

1.0

0.2 0.4 0.6 0.8

0.0

original merged s < /100 1 0.01%
1n44 5.9. H3 - s<=0 1 001%
p.g. 10020 10023 f<=0 1 0.01%
| a.u. 1 - sf<=0 1 0.01%
.t 1 -
0. SO ) i}
1 / rm.s.d. (A) _ rar?ge (A) 19.7-2.7 9.9-3.0
0. R 227 unique 9,415 6,643
. ’ measured 8,459 6,212
1 0z R - - used 7408 5582
R-free 31.6 ’ ’
03| R'-free - -
i / NCS translation rotation
04 residues per  DNA protein rm.s.d. (A) - -
05 | monomer 0 318 angle (o) - -
0.0 02 0.4 0.6 0.8
R-calc original merged
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R-obs

Completeness

P(H)

P(H)

0.8

0.6

0.4

0.2

0.0

1.0

0.2 0.4 0.6 0.8

0.0

1.0

0.2 0.4 0.6 0.8

0.0

original merged s < /100 0 0.00%
1n5c s.g. P3212 - s<=0 0 0.00%
p.g. 10023 12027 f<=0 95 2.30 %
| a.u. 1 - sf<=0 0 0.00%
L 1 -
0. SO ) _
| / r..m..s.d. A B range (A)  19.1-1.8 9.9-3.0
0. R 35.2 unique 4,175 901
02/ R _ _ measured 4,124 875
8 ' R—free 36.9 used 2,920 498
03" | R'-free - -
4 / NCS translation  rotation
0.4 residues per  DNA rotein rm.s.d. (A - -
oL — P p
05 | monomer 10 0 angle (o) - -
0.0 0.2 0.4 0.6 0.8
R-calc original merged
~ < q < q
] N m 4 N m 4
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R-obs

Completeness

P(H)

P(H)

original  merged s < /100 1052 1.82%
1nex s.g. P 32 P 65 s<=0 1052 1.82 %
p.g. 10020 12021 f<=0 1052 1.82%
% | a.u. 2 1 sf<=0 1052  1.82%
© p.t. 1 1
0.
p.o. 1 1
o | / rm.s.d. (A) 4.03 rar?ge (A) 20.0-2.7 9.9-3.0
© 0. R 235 unique 59,512 42,482
. ’ measured 57,751 42,078
< 0z R - - used 55,618 41,216
S R-free 27.3 ’ ’
03| R'-free - -
N / NCS translation rotation
04 residues per  DNA protein rm.s.d. (A) 24.55 3.58
o monomer 0 573 angle (o) 53.39 6.74
2 05 |
0.0 02 0.4 0.6 0.8
R-calc original merged
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R-obs

Completeness

P(H)

P(H)

0.8

0.6

0.4

0.2

0.0

1.0

0.2 0.4 0.6 0.8

0.0

original  merged s < /100 981 1.70 %
1nfr s.g. | 4 - s<=0 0 0.00%
p.g. 10201 10205 f<=0 0 0.00%
| a.u. 4 - sf<=0 0 0.00%
.t 2 -
0. P
p.o. 2 -
1 / rm.s.d. (A) _ rar?ge (A) 19.9-2.1 9.9-3.0
0. R 23.6 unique 57,607 19,315
. ’ measured 57,609 19,315
. 0z R - - used 53,846 17,624
R-free 25.6 ’ ’
% 03| R'-free - -
i / NCS translation rotation
04 residues per  DNA protein rm.s.d. (A) 6.62 1.27
monomer 0 244 angle (o) 26.53 5.36
i 05 |
0.2 0.4 0.6 0.8
R-calc original merged
< 1 < 1
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R-obs

Completeness

P(H)

P(H)

0.8

0.6

0.4

0.2

0.0

1.0

0.2 0.4 0.6 0.8

0.0

original  merged s < f/100 11858 37.25%
1nfz s.g. P212121 - s<=0 0 0.00%
p.g. 10003 10205 f<=0 0 0.00%
| a.u. 2 - sf<=0 0 0.00%
t. 2 -
0. P
p.o. 4 -
1 / rm.s.d. (A) _ rar?ge (A) 24.9-2.0 9.9-3.0
0. R 8.0 unique 32,850 9,319
. ' measured 31,834 9,245
. 02| R ) - used 26,660 7,768
R-free 30.4 ’ ’
03| R'-free - -
4 / NCS translation  rotation
04 residues per  DNA protein rm.s.d. (A) 11.48 19.34
monomer 0 176 angle (o) 55.14 98.79
| 05|
0.4 0.6 0.8
R-calc original merged
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R-obs

Completeness

P(H)

P(H)

0.8

0.6

0.4

0.2

0.0

1.0

0.2 0.4 0.6 0.8

0.0

1.0

0.2 0.4 0.6 0.8

0.0

original  merged s < /100 52  0.78%
1nr2 s.0. P4l P41212 s<=0 0 0.00%
p.g. 10201 10205 f<=0 0 0.00%
| a.u. 2 1 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 788 range (A) 24.8-2.2 9.9-3.0
0. R 299 unique 6,931 2,606
| R’ -~ B measured 6,647 2,498
- 0 R—free 337 used 5550 1,998
03" | R'-free - -
i / NCS translation  rotation
04 residues per  DNA protein rm.s.d. (A) 18.19 5.13
05 | monomer 0 62 angle (o) 177.40 30.96
0.0 0.2 0.4 0.6 0.8
R-calc original merged
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R-obs

Completeness

P(H)

P(H)

0.8

0.6

0.4

0.2

0.0

1.0

0.2 0.4 0.6 0.8

0.0

original merged s < /100 1  0.00%
1nsk s.0. P212121 P41212 s<=0 0 0.00%
p.g. 10003 10205 f<=0 0 0.00%
| a.u. 6 3 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 0.56 rar?ge (A) 6.0-2.8 6.0-3.0
0. R 23.2 unique 28,434 22,759
0'2/ R 23.4 23.7 mea(ljsured ;6,512 21,32;
. R—free 29.7 use 3,066 18,53
03|  R-free 30.2 30.4
4 / NCS translation  rotation
04 residues per  DNA protein r.m.s.d. (A) 16.58 0.22
monomer 0 151 angle (o) 87.99 0.95
4 05 |
0.0 0.2 0.4 0.6 0.8
R-calc original merged
< 1 < 4
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0.4 0.6 0.8

R-obs

0.2

0.0

1.0

0.8

0.6

0.4

Completeness

0.2

0.0

1.0

0.8

P(H)
04 06

0.2

0.0

P(H)

original merged s < /100 0 0.00%
1ntO s.g. P1211 C2221 s<=0 0 0.00%
p.g. 10001 10003 f<=0 0 0.00%
a.u. 2 1 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
/ rm.s.d. (A) 0.05 rar?ge (A) 39.6-2.7 9.9-3.0
0. R 26.2 unique 24,252 17,203
0'2/ R 26.2 26.5 mea(ljsured ;3,8;3 16,900
R-free 30.7 use 1,728 15,304
03|  R-free 30.6 30.8
/ NCS translation  rotation
04 residues per  DNA protein rm.s.d. (A) 62.99 0.03
monomer 0 256 angle (o) 179.95 0.09
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R-obs

Completeness

P(H)

0.8

0.6

0.4

0.2

0.0

1.0

0.2 0.4 0.6 0.8

0.0

1nui original  merged s < /100 198 0.81%
nUJ s.g. P61 P6122 s<=0 198 0.81%
p.g. 12021 12027 f<=0 198 0.81 %
| a.u. 4 2 sf<=0 198 0.81%
p.t. 2 2
0.
p.o. 2 4
1 / rm.s.d. (A) 0.08 rar?ge (A) 29.3-1.8 9.9-3.0
0. R 8.7 unique 25,843 5,337
0'2/ R 28.6 298 mea(ljsured ;4,309 5,;8;
i R-free 31.5 use 1,130 428
03| R'-free 31.3 32.6
i / NCS translation rotation
04 residues per  DNA protein r.m.s.d. (A) 2.45 0.04
05 | monomer 22 0 angle (o) 6.95 0.06
0.0 02 0.4 0.6 0.8
R-calc original merged
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R-obs

Completeness

P(H)

P(H)

0.8

0.6

0.4

0.2

0.0

1.0

0.2 0.4 0.6 0.8

0.0

original  merged s < f/100 215  0.92 %
1nuv s.g. P61 P6122 s<=0 136 0.58 %
p.g. 12021 12027 f<=0 136 0.58 %
| a.u. 4 2 sf<=0 136  0.58 %
p.t. 2 2
0.
p.o. 2 4
1 / rm.s.d. (A) 0.08 rar?ge (A) 33.9-1.8 9.9-3.0
0. R 8.7 unique 25,117 5,432
0'2/ R 28.7 297 mea(ljsured 23,40; 5,369
. R-free 33.0 use 19,80 4,390
03| R'-free 32.9 33.8
i / NCS translation rotation
04 residues per  DNA protein r.m.s.d. (A) 2.48 0.06
monomer 22 0 angle (o) 7.37 0.08
i 05 |
0.4 0.6 0.8
R-calc original merged
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R-obs

Completeness

P(H)

P(H)

0.8

0.6

0.4

0.2

0.0

1.0

0.2 0.4 0.6 0.8

0.0

i original  merged s < f/100 1899 6.18 %
1001 s.g. Cl121 F222 s<=0 1899  6.18 %
p.g. 10001 10003 f<=0 1899 6.18 %
| a.u. 2 1 sf<=0 1899 6.18 %
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 0.09 rar?ge (A) 28.3-1.7 9.9-3.0
0. R 26.3 unique 34,539 5,983
0'2/ R 26.3 26.3 mea(ljsured 20,743 5,852
. R-free 27.9 use 7,35 5,166
03| R'-free 27.5 27.1
i / NCS translation rotation
04 residues per  DNA protein r.m.s.d. (A) 26.19 0.09
monomer 0 137 angle (o) 179.96 0.05
i 05 |
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R-obs
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P(H)

P(H)

0.8
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0.0

1.0

0.2 0.4 0.6 0.8

0.0

original  merged s < /100 184 0.68 %
lo6e s.g. P3121 - s<=0 45 017 %
p.g. 10023 12027 f<=0 773 287 %
| a.u. 2 - sf<=0 45 017 %
1 1 -
0. S ; ) i}
1 / rm.s.d. (A) _ rar?ge (A) 45.3-2.2 9.9-3.0
0. R 35.6 unique 28,581 11,285
. ’ measured 26,926 11,229
1 0z R . - used 20,602 8,176
R-free 39.7 ’ ’
03| R'-free - -
i / NCS translation rotation
04 residues per  DNA protein rm.s.d. (A) 14.16 8.02
o 05 | monomer 0 225 angle (o) 65.79 32.32
i ! )
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R-obs

Completeness

P(H)

P(H)

original merged s < /100 0 0.00%
107l s.g. P43 P43212 s<=0 0 0.00%
p.g. 10201 10205 f<=0 0 0.00%
o | a.u. 4 2 s,f<=0 0 0.00%
© p.t. 1 1
0.
p.o. 1 1
o | / rm.s.d. (A) 1751 rar?ge (A) 24.7-2.7 9.9-3.0
© 0. R 8.0 unique 31,200 23,165
: ' measured 29,663 21,702
3 oz”| R - B d 26,484 19,274
S R-free 34.5 use : :
03" | R'-free - -
N 0/ NCS translation  rotation
04 residues per  DNA protein rm.s.d. (A) 1.39 2.05
o 0 monomer 0 251 angle (o) 2.58 3.75
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R-obs

Completeness

P(H)

P(H)

original  merged s < /100 11516 22.04 %
loar s.0. P212121 P41212 s<=0 0 0.00%
p.g. 10003 10205 f<=0 0 0.00%
o | a.u. 4 2 s,f<=0 0 0.00%
© p.t. 1 1
0.
p.o. 1 1
o | / rm.s.d. (A) 0.12 range (A) 33.7-2.2 9.9-3.0
© 0. R 318 unique 52,529 21,169
o R’ 31'8 391 measured 52,239 21,132
< | . . .
> R-free 355 used 45,588 17,824
03|  R-free 35.5 35.9
N / NCS translation  rotation
04 residues per  DNA protein r.m.s.d. (A) 15.04 0.03
o 05 | monomer 0 185 angle (o) 63.62 0.08
2 :
0.0 0.2 0.4 0.6 0.8
R-calc original merged
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P(H)

P(H)
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0.0

original  merged s < /100 323 0.36 %
loau s.0. P212121 P41212 s<=0 0 0.00%
p.g. 10003 10205 f<=0 0 0.00%
| a.u. 4 2 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 0.48 rar?ge (A) 30.1-1.8 9.9-3.0
0. R 47.0 unique 98,319 21,463
0'2/ R 46.9 47.2 mea(ljsured 90,228 21,37;
. R—free 46.4 use 76,720 18,09
03|  R-free 46.5 46.7
4 / NCS translation  rotation
04 residues per  DNA protein r.m.s.d. (A) 9.49 0.01
monomer 0 90 angle (o) 61.23 0.07
4 05 |
0.0 0.2 0.4 0.6 0.8
R-calc original merged
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R-obs

Completeness

P(H)

P(H)

original  merged s < /100 545  1.80 %
loax s.0. P212121 P41212 s<=0 0 0.0 %
p.g. 10003 10205 f<=0 0 0.00%
% | a.u. 4 2 sf<=0 0 0.00%
© p.t. 2 2
0.
p.o. 4 4
o | / rm.s.d. (A) 0.40 rar?ge (A) 39.4-2.7 9.9-3.0
© 0. R 42.9 unique 30,483 20,864
. 0'2/ R 43.0 43.2 mea(ljsured 20,26; 20,794
S R—free 46.7 use 5,76 17,554
03|  R-free 46.0 45.4
N / NCS translation  rotation
04 residues per  DNA protein rm.s.d. (A) 9.58 0.04
o monomer 0 107 angle (o) 61.60 0.19
2 0.5
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Completeness

P(H)

P(H)

0.8

0.6
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0.0

1.0

0.2 0.4 0.6 0.8

0.0

original merged s < /100 0 0.00%
loay s.g. P212121 P41212 s<=0 0 0.00%
p.g. 10003 10205 f<=0 0 0.00%
| a.u. 4 2 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 0.50 rar?ge (A) 37.3-2.3 9.9-3.0
0. R 46.2 unique 48,156 21,297
0'2/ R 46.1 46.3 mea(ljsured 47,811 21,259
. R—free 49.2 use 41,564 17,938
03|  R-free 49.1 49.2
4 / NCS translation  rotation
04 residues per  DNA protein r.m.s.d. (A) 8.87 0.13
monomer 0 82 angle (o) 58.75 0.21
| 05|
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R-calc original merged
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original  merged s < /100 2593  9.36 %
loaz s.0. P212121 P41212 s<=0 0 0.00%
p.g. 10003 10205 f<=0 0 0.00%
9 | a.u. 2 1 sf<=0 0 0.00%
© p.t. 1 1
0.
p.o. 1 1
o | / rm.s.d. (A) 0.23 rar?ge (A) 30.1-2.8 9.9-3.0
© 0. R 273 unique 27,994 21,659
| R ws e memwes Zm oz
(o] _
x© R-free 31.6 use ’ ’
03|  R-free 31.8 32.6
N / NCS translation  rotation
04 residues per  DNA protein r.m.s.d. (A) 20.47 0.20
o monomer 0 345 angle (o) 89.86 0.31
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Completeness

P(H)

P(H)
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0.0
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0.0

original  merged s < /100 2698  7.35%
locv s.9. P31 - s<=0 0 0.00%
p.g. 10020 10023 f<=0 0 0.00%
| a.u. 4 - sf<=0 0 0.00%
t. 1 -
0. SO ) )
1 / rm.s.d. (A) _ rar?ge (A) 39.7-2.0 9.9-3.0
0. R 26.5 unique 39,575 11,522
: ' measured 36,693 11,251
- oz”| R - B used 33,608 10,316
R-free 28.5 ’ ’
03" | R'-free - -
: Q " NCS translation  rotation
04 residues per  DNA protein rm.s.d. (A) 13.52 2.93
monomer 0 125 angle (o) 73.60 15.35
4 05 |
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P(H)

P(H)

0.8

0.6

0.4

0.2

0.0

1.0

0.2 0.4 0.6 0.8

0.0

original merged s < /100 0 0.00%
lodx s.g. P61 P6122 s<=0 0 0.00%
p.g. 12021 12027 f<=0 0 0.00%
| a.u. 2 1 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 0.24 rar?ge (A) 10.0-2.0 9.9-3.0
0. R 241 unique 12,766 3,762
0'2/ R 248 26.1 mea(ljsured 10,696 2,576
. R-free 26.2 use 8,586 ,896
03|  R-free 25.9 26.4
4 / NCS translation  rotation
04 residues per  DNA protein r.m.s.d. (A) 19.55 0.24
monomer 0 99 angle (o) 179.83 0.23
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R-obs

Completeness

P(H)

P(H)

original merged s < /100 0 0.00%
10dy s.g. P61 P6122 s<=0 0  0.00%
p.g. 12021 12027 f<=0 0 0.00%
9 | a.u. 2 1 sf<=0 0 0.00%
© p.t. 1 1
0.
p.o. 1 1
© / rm.s.d. (A) rar?ge (A) 8.0-2.0 8.0-3.0
© 0. R 26.0 unique 12,396 3,595
. 2/ R’ 26'7 279 measured 11,058 3,490
< | . . .
> R-free 27.9 used 9,280 2,846
03| R'-free 28.2 28.7
N / NCS translation rotation
04 residues per  DNA protein r.m.s.d. (A) 22.95 0.47
o monomer 0 99 angle (o) 178.97 1.74
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P(H)

P(H)
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0.0

original merged s < /100 7 0.02%
loe7 s.g. P1211 C2221 s<=0 0 0.00%
p.g. 10001 10003 f<=0 0 0.00%
| a.u. 2 1 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 0.08 rar?ge (A) 19.9-1.8 9.9-3.0
0. R 277 unique 40,201 8,624
0'2/ R 279 28.1 mea(ljsured 39,157 8,577
. R-free 306 use 36,144 7,690
03|  R-free 30.9 31.1
4 / NCS translation  rotation
04 residues per  DNA protein r.m.s.d. (A) 27.71 0.08
monomer 0 203 angle (o) 179.96 0.05
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Completeness

P(H)

P(H)

original  merged s < /100 9245 17.97 %
10e8 s.g. P1211 C2221 s<=0 0 0.00%
p.g. 10001 10003 f<=0 0 0.00%
% | a.u. 2 1 sf<=0 0 0.00%
© p.t. 1 1
0.
p.o. 1 1
o | / rm.s.d. (A) 0.07 rar?ge (A) 27.4-16 9.9-3.0
© 0. R 8.8 unique 52,254 8,516
. 0'2/ R 290 292 mea(ljsured 51,443 8,382
S R-free 294 use 47,988 7,50
03|  R-free 29.6 29.8
N / NCS translation  rotation
04 residues per  DNA protein r.m.s.d. (A) 28.08 0.07
o monomer 0 204 angle (o) 180.00 0.01
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Completeness

P(H)

P(H)

10id original  merged s < /100 8958  6.38 %
OJ s.g. P1 ci121 s<=0 0 0.00%
p.g. 10000 10001 f<=0 0 0.00%
% | a.u. 10 5 sf<=0 0 0.00%
© p.t. 1 1
0.
p.o. 1 1
o | / rm.s.d. (A) 8.00 rar?ge (A) 51.6-3.1 9.9-3.1
© 0. R 230 unique 142,700 138,358
. ’ measured 140,447 136,167
< 0z R - - used 134,424 130,482
S R-free 28.9 ’ ’
03| R'-free - -
N / NCS translation rotation
04 residues per  DNA protein rm.s.d. (A) 17.92 1.75
o monomer 0 494 angle (o) 57.28 6.20
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R-obs

Completeness

P(H)

P(H)
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0.6
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0.0
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1 .. original merged s < /100 200 0.53%
OJl s.g. P 65 - s<=0 0 0.00%
p.g. 12021 12027 f<=0 0 0.00%
| a.u. 1 - sf<=0 0 0.00%
1 1 -
0. So ) i}
1 / rm.s.d. (A) _ rar?ge (A) 15.0-2.2 9.9-3.0
0. R 24.9 unique 38,074 13,813
. ’ measured 37,446 13,794
. 0z R - - used 33,610 12,056
74 R-free 25.8 ’ ’
03| R'-free - -
i / NCS translation rotation
04 residues per  DNA protein rm.s.d. (A) - -
monomer 0 397 angle (o) - -
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P(H)
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0.0
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0.2 0.4 0.6 0.8

0.0

l | original merged s < /100 0 0.00%
0O CI s.g. P31 P3121 s<=0 0 0.00%
p.g. 10020 10023 f<=0 0 0.00%
| a.u. 2 1 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 316 rar?ge (A) 19.6-1.7 9.9-3.0
0. R 26.6 unique 42,404 7,517
. ’ measured 42,318 7,493
1 0z R - - used 40,000 6,820
R-free 27.5 ’ ’
03| R'-free - -
i / NCS translation rotation
04 residues per  DNA protein rm.s.d. (A) 26.43 1.86
monomer 0 217 angle (o) 173.77 7.31
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P(H)

P(H)
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0.2 0.4 0.6 0.8

0.0

original  merged s < /100 921  8.00%
1om9 s.g. P3121 P6422 s<=0 0 0.00%
p.g. 10023 12027 f<=0 0 0.00%
| a.u. 2 1 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 0.08 rar?ge (A) 30.0-2.5 9.9-3.0
0. R 25 3 unique 11,556 6,589
0'2/ R 256 253 mea(ljsured 11,512 6,564
. R-free 208 use 8,974 4,950
03|  R-free 30.3 30.1
i / NCS translation  rotation
04 residues per  DNA protein r.m.s.d. (A) 13.91 0.08
monomer 0 152 angle (o) 59.99 0.05
4 05 |
0.4 0.6 0.8
R-calc original merged
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0.2 0.4 0.6 0.8

0.0

original  merged s < /100 680 1.78 %
1on0 s.g. P1211 C2221 s<=0 680 1.78 %
p.g. 10001 10003 f<=0 680 1.78 %
| a.u. 4 2 sf<=0 680 1.78%
p.t. 2 2
0.
p.o. 2 4
1 / rm.s.d. (A) 332 rar?ge (A) 29.7-2.2 9.9-3.0
0. R 276 unique 39,258 14,947
. ’ measured 38,218 14,819
1 0z R B - used 35,150 13,508
R-free 30.1 ’ ’
03| R'-free - -
i / NCS translation rotation
04 residues per  DNA protein rm.s.d. (A) 6.19 0.69
monomer 0 156 angle (o) 29.10 1.43
i 05 |
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R-obs

Completeness

P(H)

P(H)

original  merged s < /100 224 0.64 %
lon?2 s.g. P32 P3221 s<=0 0 0.00%
p.g. 10020 10023 f<=0 0 0.00%
o a.u. 2 1 sf<=0 0 0.00%
© p.t. 1 1
0.
p.o. 1 1
© / rm.s.d. (A) 4.42 rar?ge (A) 26.2-1.4 9.9-3.0
© 0. R 30.6 unique 50,516 4,998
: ' measured 35,177 4,833
3 oz”| R R B used 20,534 4,182
o R-free 32.2 ’ ’
03" | R'-free - -
X / NCS translation  rotation
04 residues per  DNA protein rm.s.d. (A) 23.70 3.21
o monomer 0 135 angle (o) 172.72 11.06
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R-obs
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P(H)

P(H)

1 8 original merged s < /100 0 0.00%
op s.g. P1 H3 s<=0 0 0.00%
p.g. 10000 10020 f<=0 0 0.00%
% | a.u. 6 2 sf<=0 0 0.00%
© p.t. 1 1
0.
p.o. 1 1
o | / rm.s.d. (A) 0.57 rar?ge (A) 19.6-2.6 9.9-3.0
© 0. R 231 unique 46,601 28,049
. 0'2/ R 231 208 mea(ljsured 44,522 ;7,;18
S R-free 28.6 use 41,6 2293
03" R'-free 28.4 27.8
N / NCS translation  rotation
04 residues per  DNA protein r.m.s.d. (A) 22.79 0.24
o monomer 0 234 angle (o) 119.80 0.11
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R-obs

Completeness

P(H)

P(H)

l 7 original merged s < /100 0 0.00%
OCI s.g. P31 P3121 s<=0 0 0.00%
p.g. 10020 10023 f<=0 0 0.00%
% | a.u. 6 3 sf<=0 0 0.00%
© p.t. 1 1
0.
p.o. 1 1
o | / rm.s.d. (A) 216 rar?ge (A) 19.9-3.2 9.9-3.2
© 0. R 244 unique 53,228 51,647
. 0'2/ R 259 26.9 mea(ljsured 49,227 47,802
A R-free 32.4 use 44,516 43,37
03| R'-free 33.1 34.4
N / NCS translation rotation
04 residues per  DNA protein rm.s.d. (A) 7.70 0.62
o monomer 0 346 angle (o) 24.95 1.99
2 05 |
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R-obs

Completeness

P(H)

P(H)
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0.6
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0.0
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0.2 0.4 0.6 0.8

0.0
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0.0

original  merged s < /100 2069 14.35 %
1lor3 s.g. P3121 - s<=0 0 0.00%
p.g. 10023 12027 f<=0 73 051%
| a.u. 1 - sf<=0 0 0.00%
1 1 -
0. SO ) i}
1 / rm.s.d. (A) _ rar?ge (A) 10.8-1.7 9.9-3.0
0. R 30.7 unique 14,759 2,899
. ’ measured 14,421 2,846
1 0z R . - used 11,528 1,990
R-free 30.7 ’ ’
03| R'-free - -
i / NCS translation rotation
04 residues per  DNA protein rm.s.d. (A) - -
05 | monomer 0 136 angle (o) - -
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R-obs

Completeness

P(H)

P(H)
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0.6

0.4

0.2

0.0

1.0
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0.6

0.4

0.2

0.0

1.0

original merged s < /100 0 0.00%
lorr s.g. P1211 - s<=0 0 0.00%
p.g. 10001 10003 f<=0 0 0.00%
| a.u. 4 - sf<=0 0 0.00%
L 1 -
0. EO ) )
/ r'm' s.d. (A) B range (A)  47.0-1.5 9.9-3.0
0. F.Q T 279 unique 235,667 26,618
| R’ -~ B measured 225493 26,423
. 0 R—free 8.4 used 213272 24,338
03" | R'-free - -
i / NCS translation  rotation
04 residues per  DNA protein rm.s.d. (A) 10.39 2.67
05 | monomer 0 335 angle (o) 41.76 9.50
0.0 0.2 0.4 0.6 0.8
R-calc original merged
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0.2 0.4 0.6 0.8

0.0
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0.0

original  merged s < /100 8754 13.46 %
los2 s.g. P31 P3121 s<=0 0 0.00%
p.g. 10020 10023 f<=0 0 0.00%
| a.u. 6 3 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 0.24 rar?ge (A) 61.9-2.2 9.9-3.0
0. R 28.1 unique 65,051 23,311
0'2/ R 28.2 28.6 mea(ljsured 62,016 22,300
. R-free 31.6 use 62,456 , 108
03|  R-free 31.9 32.8
4 / NCS translation  rotation
04 residues per  DNA protein r.m.s.d. (A) 16.83 0.15
monomer 0 165 angle (o) 85.66 0.07
| 05 |
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R-obs

Completeness

P(H)

P(H)

original  merged s < /100 85 0.83%
los4 s.g. P1 H3 s<=0 0 0.00%
p.g. 10000 10020 f<=0 0 0.00%
% | a.u. 6 2 sf<=0 0 0.00%
© p.t. 1 1
0.
p.o. 1 1
o | / rm.s.d. (A) 0.31 rar?ge (A) 41.6-2.2 9.9-3.0
© 0. R 26.5 unique 12,386 5,093
. 0'2/ R 26.2 25 4 mea(ljsured 10,248 421,059
A R-free 31.4 use 7,113 ,493
03| R'-free 30.8 29.7
N / NCS translation rotation
04 residues per  DNA protein rm.s.d. (A) 11.77 0.23
o monomer 0 48 angle (o) 119.89 0.38
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P(H)

P(H)

0.8
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0.0

1.0

0.2 0.4 0.6 0.8

0.0

original merged s < /100 0 0.00%
10s9 s.g. P31 P3121 s<=0 0 0.00%
p.g. 10020 10023 f<=0 0 0.00%
| a.u. 6 3 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 0.32 rar?ge (A) 19.8-1.9 9.9-3.0
0. R 28.6 unique 108,651 24,783
0'2/ R 28.8 290 mea(ljsured 108,560 ;4,752
. R—free 30.2 use 104,914 3,49
03|  R-free 30.2 30.3
4 / NCS translation  rotation
04 residues per  DNA protein r.m.s.d. (A) 16.07 0.12
monomer 0 165 angle (o) 80.56 0.08
4 05 |
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R-calc original merged
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P(H)

P(H)
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1.0

0.2 0.4 0.6 0.8

0.0

. original  merged s < /100 2 001%
losi s.g. P1211 P21212 s<=0 0 0.00%
p.g. 10001 10003 f<=0 0 0.00%
| a.u. 4 2 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 0.34 rar?ge (A) 68.6-3.0 9.9-3.0
0. R 16.6 unique 31,944 30,973
0'2/ R 17.0 176 mea(ljsured ;7,925 ;7,078
. R-free 223 use 4,078 3,446
03|  R-free 22.7 23.7
4 / NCS translation  rotation
04 residues per  DNA protein rm.s.d. (A) 22.44 0.24
monomer 0 345 angle (o) 87.47 0.57
] 05
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R-calc original merged
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Completeness

P(H)

P(H)

0.8

0.6
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0.0
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0.2 0.4 0.6 0.8

0.0

1.0

0.2 0.4 0.6 0.8

0.0

original merged s < /100 1  0.00%
1lov8 s.g. P65 P6522 s<=0 0 0.00%
p.g. 12021 12027 f<=0 0 0.00%
| a.u. 4 2 sf<=0 0 0.00%
p.t. 2 2
0.
p.o. 2 4
1 / rm.s.d. (A) 0.07 rar?ge (A) 26.1-1.9 9.9-3.0
0. R 8.7 unique 64,804 16,137
0'2/ R 28.7 28.8 mea(ljsured 63,346 15,723
. R-free 30.8 use 57,846 13,638
03| R'-free 30.8 30.9
i / NCS translation rotation
04 residues per  DNA protein r.m.s.d. (A) 0.35 0.05
05 | monomer 0 139 angle (o) 1.71 0.04
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R-obs

Completeness

P(H)

P(H)

0.8

0.6

0.4

0.2

0.0

1.0

0.2 0.4 0.6 0.8

0.0

original merged s < /100 0 0.00%
1owO s.g. P3 P321 s<=0 0 0.00%
p.g. 10020 10023 f<=0 0 0.00%
| a.u. 2 1 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 0.03 rar?ge (A) 29.7-3.1 9.9-3.1
0. R 245 unique 29,091 28,272
0'2/ R 245 250 mea(ljsured ;7,;62 ;6,443
i R-free 28.8 use 5,288 459
03|  R-free 28.8 29.6
4 / NCS translation  rotation
04 residues per  DNA protein rm.s.d. (A) 51.39 0.02
monomer 0 399 angle (o) 179.98 0.05
] 05
0.0 0.2 0.4 0.6 0.8
R-calc original merged
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R-obs

Completeness

P(H)

P(H)

0.8

0.6

0.4

0.2

0.0

1.0

0.2 0.4 0.6 0.8

0.0

1.0

0.2 0.4 0.6 0.8

0.0

original  merged s < /100 18195 17.46 %
1oxk s.g. P32 P3221 s<=0 0 000%
p.g. 10020 10023 f<=0 0 0.00%
| a.u. 6 3 sf<=0 0 0.00%
p.t. 3 3
0.
p.o. 3 9
1 / rm.s.d. (A) 151 rar?ge(A) 29.6-2.1 9.9-3.0
0. R 257 unique 109,074 36,432
0'2/ R 26.4 320 mea(ljsured 104,;11 36,235
. R-free 28.2 use 96,250 33,628
03|  R-free 29.0 36.5
4 © / NCS translation  rotation
04 residues per  DNA protein rm.s.d. (A) 1.03 0.60
monomer 0 284 angle (o) 3.92 2.33
] 05
0.0 0.2 0.4 0.6 0.8
R-calc original merged
< 1 < 4
] N m 4 N m 4
(o] (o]
gN v\""'*-vuw——}'/) gN
i = z N P
2 2
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O O
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P(H)

P(H)

0.8

0.6

0.4

0.2

0.0

1.0

0.8

0.6

0.4

0.2

0.0

1.0

original  merged s < /100 1546 24.11 %
loxz s.g. P63 - s<=0 139 217 %
p.g. 12021 12027 f<=0 139 2.17%
| a.u. 1 - sf<=0 139 217 %
p.t. 1 -
0. 0.0 1 -
1 / rm.s.d. (A) _ rar?ge (A) 41.7-2.8 9.9-3.0
0. R 26.3 unique 6,824 5,388
o R’ -~ B measured 6,413 5,071
| 3 ' R-free 27.9 used 5244 4,182
03" | R'-free - -
i / NCS translation  rotation
04 residues per  DNA protein rm.s.d. (A) - -
05 | monomer 0 132 angle (o) - -
0.0 0.2 0.4 0.6 0.8
R-calc original merged
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] N m 4 N m 4
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1 T N ﬂ Yavalled T ARA O =
8 9] vV vy
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P(H)

P(H)
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0.6
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0.2

0.0

1015 original  merged s < /100 2252 553 %
P s.g. P31 - s<=0 0 0.00%
p.g. 10020 10023 f<=0 0 0.00%
a.u. 2 - sf<=0 0 0.00%
L 1 -
0. SO ) _
= range (A)  51.2-2.0 9.9-3.0
rm.s.d. (A -
0-/ R *) 326 unique 43,419 11,624
| R’ ~ B measured 40,708 10,990
0 R—free 351 used 36,792 9,808
03" | R'-free - -
/ NCS translation  rotation
04 residues per  DNA protein rm.s.d. (A) 22.37 13.10
” 0 monomer 0 244 angle (o) 124.24 64.89
T T I T 5_I
0.2 0.4 0.6 0.8
R-calc original merged
< q < q
N o 4 N m 4
S S
N\ 2
8 — 8 F! o y
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O O
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@ | @
o o
© | ©
o o
N < N <
a o a o
N o
o o
o | o |
© T T T T T T © T T T T T T
00 02 04 06 08 10 00 02 04 06 08 10
z z
@ | @ |
o o
© | © |
o o
N < N <
a o a o
N o
o o
o | o |
© T T T T T T © T T T T T T
00 02 04 06 08 10 00 02 04 06 08 10
z z




R-obs
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P(H)

P(H)
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0.2 0.4 0.6 0.8
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b original  merged s < /100 9302 14.70 %
1p6 s.g. c121 cC2221 s<=0 0 0.00%
p.g. 10001 10003 f<=0 1 0.00%
| a.u. 2 1 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 1.10 rar?ge (A) 75.1-1.8 9.9-3.0
0. R 28.1 unique 70,465 16,123
0'2/ R 302 324 mea(ljsured 63,292 16,094
. R-free 295 use 55,148 14,830
03|  R-free 32.8 34.6
4 / NCS translation  rotation
04 residues per  DNA protein r.m.s.d. (A) 28.67 0.72
monomer 0 329 angle (o) 179.19 1.98
] 05
0.0 0.2 0.4 0.6 0.8
R-calc original merged
< q < q
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S S
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Completeness

P(H)

P(H)

1p 6C original  merged s < /100 3390 7.15%

s.g. c121 cC2221 s<=0 0 0.00%
p.g. 10001 10003 f<=0 0 0.00%
% | a.u. 2 1 sf<=0 0 0.00%
© p.t. 1 1
0.
p.o. 1 1
o | / rm.s.d. (A) 1.09 rar?ge (A) 15.2-2.0 9.9-3.0
© 0. R 273 unique 55,741 16,123
. 0'2/ R 290 31.2 mea(ljsured 47,394 15,819
S R—free 303 use 39,986 14,430
03|  R-free 30.3 32.3
N / NCS translation  rotation
04 residues per  DNA protein r.m.s.d. (A) 28.68 0.70
o monomer 0 329 angle (o) 179.27 1.88
2 0.5
0.0 0.2 0.4 0.6 0.8
R-calc original merged
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R-obs

Completeness

P(H)

P(H)

original  merged s < /100 2548 5.23 %
1p7h .

s.g. P1 Cl21 s<=0 2548 5.23%
p.g. 10000 10001 f<=0 2548 523 %
% | a.u. 4 2 sf<=0 2548 5.23 %
© p.t. 1 1
0.
p.o. 1 1
o | / rm.s.d. (A) 0.02 rar?ge (A) 29.7-2.5 9.9-3.0
© 0. R 298 unique 58,944 33,170
. 0'2/ R 298 302 mea(ljsured 48,68; 32,72;
oS R—free 36.0 use 44,68 31,69
03" R'-free 36.0 36.4
N / NCS translation  rotation
04 residues per  DNA protein r.m.s.d. (A) 30.30 0.02
o monomer 0 286 angle (o) 173.83 0.02
2 05
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R-calc original merged
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R-obs

Completeness

P(H)

P(H)

1 90 original merged s < /100 0 0.00%
p s.g. P3221 - s<=0 0 0.00%
p.g. 10023 12027 f<=0 0 0.00%
o | a.u. 1 - s,f<=0 0 0.00%
© p.t. 1 -
0. 0.0 1 _
o | / rm.s.d. (A) _ rar?ge (A) 26.1-1.5 9.9-3.0
© 0. R 43.3 unique 22,800 2,968
. ’ measured 21,149 2,907
< 0z R - - used 16,822 2,048
S R-free 43.6 ’ ’
03| R'-free - -
N / NCS translation rotation
04 residues per  DNA protein rm.s.d. (A) - -
o monomer 0 123 angle (o) - -
2 05|
0.0 02 0.4 0.6 0.8
R-calc original merged
3 gt v 1 q- .
o | [
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0.6 0.8

R-obs
0.4

0.2

0.0

1.0

0.8

0.6

Completeness
0.4

0.2
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0.6 0.8

P(H)
0.4

0.2

0.0

1.0

0.6 0.8

P(H)
0.4

0.2

0.0

l 93 original merged s < /100 1  0.00%
p s.g. P31 P3121 s<=0 0 0.00%
p.g. 10020 10023 f<=0 0 0.00%
| a.u. 4 2 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 3.96 rar?ge (A) 55.2-2.7 9.9-3.0
0. R 275 unique 45,812 32,477
. ’ measured 45751 32,448
1 0z R - - used 43,588 30,858
R-free 31.8 ’ ’
03| R'-free - -
i / NCS translation rotation
[ 04 residues per  DNA protein rm.s.d. (A) 15.80 1.49
05 | monomer 0 254 angle (o) 58.37 5.13
0.0 02 0.4 0.6 0.8
R-calc original merged
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P(H)
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0.4

0.2

0.0
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0.2 0.4 0.6 0.8

0.0

1 . original merged s < /100 0 0.00%
pie s.g. 123 - s<=0 0 0.00%
p.g. 10083 10689 f<=0 0 0.00%
| a.u. 1 - sf<=0 0 0.00%
.t 1 -
0. SO ) i}
1 / rm.s.d. (A) _ rar?ge (A) 45.3-1.8 9.9-3.0
0. R 295 unique 41,930 9,682
. ’ measured 41,420 9,677
1 0z R - - used 37,192 8,312
R-free 31.9 ’ ’
03| R'-free - -
i / NCS translation rotation
04 residues per  DNA protein rm.s.d. (A) - -
monomer 0 388 angle (o) - -
i 05 |
0.0 02 0.4 0.6 0.8
R-calc original merged
—— < q < 4
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R-obs

Completeness

P(H)

P(H)

0.8

0.6

0.4

0.2

0.0

1.0

0.2 0.4 0.6 0.8

0.0

1.0

0.2 0.4 0.6 0.8

0.0

1 7 original  merged s < /100 1245 5.75%
pm s.g. P 32 P3221 s<=0 0 0.00%
p.g. 10020 10023 f<=0 0 0.00%
| a.u. 2 1 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 0.62 rar?ge (A) 34.8-2.2 9.9-3.0
0. R 28.8 unique 21,715 8,329
0'2/ R 28.9 298 mea(ljsured ;1,661 8,325
. R-free 35.1 use 0,058 7,520
03| R'-free 34.8 35.5
i / NCS translation rotation
04 residues per  DNA protein r.m.s.d. (A) 24.66 0.62
monomer 0 199 angle (o) 179.95 0.31
i 05 |
0.0 02 0.4 0.6 0.8
R-calc original merged
el < 1 < 1
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§ 5 5
gN o W gN | R
E AR E b/ Nod W T Y-
7 2 2
[} [}
® ® /
0 0
4..-// o o
198 66 4.0 28 22 198 66 4.0 28 22 198 66 4.0 28 22
Resolution, A Resolution, A Resolution, A
i o | o |
o o
ds o 0h 04 ot o6
] © | © |
o o
O N
ao ao
o o
i o o
i o | o |
T T T T T T © T T T T T T © T T T T T T
00 02 04 06 08 1.0 00 02 04 06 08 1.0 00 02 04 06 08 1.0
H Z Z
o |
o
© |
o
N
ao
o
o
o |
T T T T T © T T T T T T
02 04 06 08 1.0 00 02 04 06 08 1.0
Z Z




original merged s < /100 0 0.00%
1pt8 s.g. P62 P6222 s<=0 0 0.00%
p.g. 12021 12027 f<=0 0 0.00%
9 | a.u. 2 1 sf<=0 0 0.00%
© p.t. 1 1
0.
p.o. 1 1
o | / rm.s.d. (A) 0.13 rar?ge (A) 19.5-2.2 9.9-3.0
© 0. R 23.4 unique 80,377 30,984
| R ms g Mewed T s
o 4
x© R-free 25.3 use ’ ’
03|  R-free 25.9 26.0
N / NCS translation  rotation
04 residues per  DNA protein r.m.s.d. (A) 37.86 0.13
o monomer 0 415 angle (o) 179.99 0.01
2 05
0.0 0.2 0.4 0.6 0.8
R-calc original merged
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0.2

0.0
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Completeness
0.4

0.2

0.0

P(H)

P(H)

10v8 original  merged s < /100 250 0.75 %
pV s.g. P63 P6322 s<=0 181 0.54 %
p.g. 12021 12027 f<=0 181 0.54%
| a.u. 2 1 sf<=0 181 054%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 14.24 rar?ge (A) 34.6-2.2 9.9-3.0
0. R 251 unique 34,988 13,585
. ’ measured 33,434 13,294
1 0z R - - used 29,566 11,530
R-free 27.6 ’ ’
203 03 | R'-free - -
i / NCS translation rotation
04 residues per  DNA protein rm.s.d. (A) 31.87 6.51
monomer 0 272 angle (o) 179.62 27.29
i 05 |
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R-obs

Completeness

P(H)

P(H)

0.8

0.6

0.4

0.2

0.0

1.0

0.2 0.4 0.6 0.8

0.0

1.0

0.2 0.4 0.6 0.8

0.0

original merged s < /100 1  0.00%
1pWX s.g. P43 P43212 s<=0 0 0.00%
p.g. 10201 10205 f<=0 0 0.00%
| a.u. 4 2 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 116 rar?ge (A) 38.8-1.7 9.9-3.0
0. R 33.4 unique 123,884 24,029
0'2/ R 33.9 34.4 mea(ljsured 121,118 ;2,800
. R-free 35.4 use 113,964 0,560
03| R'-free 36.0 36.3
i / NCS translation rotation
04 residues per  DNA protein r.m.s.d. (A) 17.00 0.86
monomer 0 252 angle (o) 74.81 2.05
_ <> 0.5 |
0.0 02 0.4 0.6 0.8
R-calc original merged
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o o
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R-obs

Completeness

P(H)

P(H)

0.8

0.6

0.4

0.2

0.0

1.0

0.8

0.6

0.4

0.2

0.0

1.0

103 original  merged s < /100 6658 16.09 %
CI e s.g. | 4 1422 s<=0 0 0.00%
p.g. 10201 10205 f<=0 0 0.00%
| a.u. 2 1 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 1.44 rar?ge (A) 29.3-1.9 9.9-3.0
0. R 26.7 unique 42594 10,575
0'2/ R 272 348 mea(ljsured 41,3;4 10,57;
. R—free 27.7 use 37,426 9,44
03| R'-free 28.6 38.9
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Completeness

P(H)

P(H)
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0.6

0.4

0.2

0.0

1.0

0.2 0.4 0.6 0.8

0.0

1.0

0.2 0.4 0.6 0.8

0.0

original  merged s < /100 728 4.37%
1rl19 s.g. P1 C121 s<=0 728 4.37%
p.g. 10000 10001 f<=0 728 437 %
| a.u. 4 2 sf<=0 728 A437T%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 0.28 rar?ge (A) 43.2-3.5 9.9-3.5
0. R 270 unique 18,103 17,297
0'2/ R 270 278 mea(ljsured 16,65; 15,267
g R-free 35.0 use 14,90 14,244
03|  R-free 35.2 36.2
4 / NCS translation  rotation
04 residues per  DNA protein rm.s.d. (A) 18.94 0.25
monomer 0 274 angle (o) 99.08 0.08
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P(H)

0.8

0.6

0.4

0.2

0.0

1.0

0.2 0.4 0.6 0.8

0.0

1r2; original  merged s < f/100 2675 5.59 %
rZ] s.g. 141 - s<=0 1199 251 %
p.g. 10201 10205 f<=0 1199 251 %
| a.u. 1 - sf<=0 1199 251 %
p.t. 1 -
0. 0.0 1 _
1 / rm.s.d. (A) _ rar?ge (A) 42.8-2.1 9.9-3.0
0. R 43.2 unique 49,075 16,429
. ’ measured 47,859 16,338
1 0z R . - used 43,934 14,838
R-free 46.7 ’ ’
03| R'-free - -
i / NCS translation rotation
04 residues per  DNA protein rm.s.d. (A) - -
monomer 0 353 angle (o) - -
| ? 05|
0.0 02 0.4 0.6 0.8
R-calc original merged
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P(H)
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0.6

0.4
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0.0

1.0

0.2 0.4 0.6 0.8

0.0

original  merged s < /100 26  0.10%
1r52 s.g. P1 C121 s<=0 0 0.00%
p.g. 10000 10001 f<=0 0 0.00%
| a.u. 4 2 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 0.05 rar?ge (A) 29.7-2.9 9.9-3.0
0. R 197 unique 29,599 25,705
0'2/ R 19.8 203 mea(ljsured ;6,513 22,204
i R-free 25.8 use 3,98 294
03|  R-free 26.0 26.5
4 / NCS translation  rotation
04 residues per  DNA protein r.m.s.d. (A) 27.59 0.05
monomer 0 281 angle (o) 179.96 0.04
4 05 |
0.2 0.4 0.6 0.8
R-calc original merged
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R-obs

Completeness

P(H)

P(H)

original  merged s < /100 4059  9.52 %
1r8h s.g. P61 P6122 s<=0 0 0.00%
p.g. 12021 12027 f<=0 1168 2.74 %
% | a.u. 6 3 sf<=0 0 0.00%
© p.t. 1 1
0.
p.o. 1 1
o | / rm.s.d. (A) 0.12 rar?ge (A) 19.7-1.9 9.9-3.0
© 0. R 8.0 unique 44331 11,041
. 0'2/ R 28.3 297 mea(ljsured 42,648 10,999
S R-free 293 use 37,400 9,310
03| R'-free 29.4 30.7
N / NCS translation rotation
04 residues per  DNA protein rm.s.d. (A) 0.45 0.09
o monomer 0 83 angle (o) 0.77 0.12
2 05 |
0.0 02 0.4 0.6 0.8
R-calc original merged
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Completeness

P(H)

P(H)
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1rif original  merged s < /100 5244  9.73 %
I s.g. P 65 - s<=0 0 0.00%
p.g. 12021 12027 f<=0 0 0.00%
| a.u. 3 - sf<=0 0 0.00%
1 1 -
0. SO ) i}
1 / rm.s.d. (A) _ rar?ge (A) 28.2-2.2 9.9-3.0
0. R 23.9 unique 55,107 22,720
. ’ measured 53,873 22,648
1 0z R - - used 49,124 20,172
R-free 26.6 ’ ’
03| R'-free - -
i / NCS translation rotation
04 residues per  DNA protein rm.s.d. (A) 5.46 0.34
monomer 0 321 angle (o) 20.51 0.55
i 05 |
0.0 02 0.4 0.6 0.8
R-calc original merged
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P(H)
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0.2 0.4 0.6 0.8

0.0

original  merged s < /100 1968 5.10 %
1rld s.g. | 4 1422 s<=0 0 0.00%
p.g. 10201 10205 f<=0 3405 8.83%
| a.u. 2 1 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 4.94 rar?ge (A) 19.5-25 9.9-3.0
0. R 239 unique 46,271 25,495
. ’ measured 38,575 23,736
. 0z R - - used 33,646 21,436
R-free 28.3 ’ ’
03| R'-free - -
i / NCS translation rotation
04 residues per  DNA protein rm.s.d. (A) 43.98 2.22
monomer 0 564 angle (o) 179.98 7.67
i 05 |
0.0 0.2 0.4 0.6 0.8
R-calc original merged
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R-obs

Completeness

P(H)

P(H)

0.8

0.6

0.4

0.2

0.0

1.0

0.2 0.4 0.6 0.8

0.0

original  merged s < /100 3016 11.28 %
1rpm s.g. P1211 C2221 s<=0 0 0.00%
p.g. 10001 10003 f<=0 0 0.00%
| a.u. 2 1 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 0.03 rar?ge (A) 28.1-2.3 9.9-3.0
0. R 241 unique 29,786 13,107
0'2/ R 241 244 mea(ljsured 22,737 11,655
. R-free 26.5 use ,310 9,470
03|  R-free 26.5 26.9
4 / NCS translation  rotation
04 residues per  DNA protein r.m.s.d. (A) 25.04 0.03
monomer 0 278 angle (o) 179.97 0.03
] 05
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R-calc original merged
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P(H)

P(H)

0.8

0.6

0.4

0.2

0.0

1.0

0.2 0.4 0.6 0.8

0.0

original  merged s < /100 184 1.22%
1ru8 s.g. P212121 P41212 s<=0 184 1.2 %
p.g. 10003 10205 f<=0 184 1.22%
| a.u. 2 1 sf<=0 184 1.22%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 0.01 rar?ge (A) 27.9-2.7 9.9-3.0
0. R 255 unique 15,495 10,946
0'2/ R 255 259 mea(ljsured 12,122 10,737
i R-free 30.2 use 12,6 8,936
03|  R-free 30.2 30.4
4 / NCS translation  rotation
04 residues per  DNA protein r.m.s.d. (A) 20.26 0.01
monomer 0 227 angle (o) 89.99 0.02
4 05 |
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P(H)

P(H)
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0.6

0.4
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0.0

1.0

0.2 0.4 0.6 0.8
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0.0

original  merged s < /100 172 0.38%
1rxf 5.9. H3 - s<=0 0 0.00%
p.g. 10020 10023 f<=0 464 1.02%
| a.u. 1 - sf<=0 0 0.00%
L 1 -
0. SO ) _
/ r'm's d. () B range (A)  53.0-1.5 9.9-3.0
0. F.Q T 28.4 unique 47,772 5,818
| R’ '_ B measured 45509 5,653
- 0 R—free 0.0 used 42,634 5,238
03" | R'-free - -
4 NCS translation  rotation
04 residues per  DNA protein rm.s.d. (A) - -
05 | monomer 0 264 angle (o) - -
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P(H)

P(H)
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0.0
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0.0

1 original merged s < /100 1  0.00%
I'Xg s.. H3 - s<=0 0 0.00%
p.g. 10020 10023 f<=0 205  0.61%
| a.u. 1 - sf<=0 0 0.00%
.t 1 -
0. So ) i}
1 . / rm.s.d. (A) _ rar?ge (A) 15.8-1.5 9.9-3.0
: R 26.6 unique 49,149 5,976
. measured 48,010 5,341
1 0z R - - used 46,110 4,768
R-free 27.9 ’ ’
03| R'-free - -
i / NCS translation rotation
04 residues per  DNA protein rm.s.d. (A) - -
monomer 0 275 angle (o) - -
i 05 |
0.0 02 0.4 0.6 0.8
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Completeness R-obs
0.4

P(H)

P(H)

0.8

0.6

0.2

0.0

1.0

0.2 0.4 0.6 0.8

0.0

original  merged s < /100 3822  7.84%
1sma s.g. P61 P6122 s<=0 38  0.08%
p.g. 12021 12027 f<=0 38 0.08%
| a.u. 2 1 sf<=0 38 0.08 %
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 0.33 rar?ge (A) 29.6-2.8 9.9-3.0
0. R 229 unique 52,015 41,054
0'2/ R 23.0 23.9 mea(ljsured 42,75; 39,;51
. R-free 26.7 use 42,06 34,260
03|  R-free 26.7 27.3
4 / NCS translation  rotation
04 residues per  DNA protein rm.s.d. (A) 42.93 0.00
monomer 0 588 angle (o) 179.99 0.01
] 05
0.0 0.2 0.4 0.6 0.8
R-calc original merged
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R-obs

Completeness

P(H)

P(H)

0.8

0.6

0.4

0.2

0.0

1.0

0.2 0.4 0.6 0.8

0.0

1.0

0.2 0.4 0.6 0.8

0.0

original  merged s < /100 97 1.39%
ltl’q s.g. P1211 P212121 s<=0 0 0.00%
p.g. 10001 10003 f<=0 0 0.00%
| a.u. 2 1 sf<=0 0 0.00%
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 115 rar?ge (A) 14.9-2.3 9.9-3.0
0. R 226 unique 8,483 3,763
0'2/ R 23.7 28.8 mea(ljsured 6,965 2,205
. R-free 25.0 use 5,194 ,450
03|  R-free 28.2 36.9
i / NCS translation  rotation
04 residues per  DNA protein rm.s.d. (A) 20.76 1.02
monomer 0 104 angle (o) 174.95 5.12
] 05
0.0 0.2 0.4 0.6 0.8
R-calc original merged
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R-obs
0.2 0.4 0.6 0.8

0.0

1.0

0.8

0.6

Completeness
0.4

0.2

0.0

P(H)

P(H)

original  merged s < /100 3690 14.57 %
1tvx s.g. P1211 cC2221 s<=0 0 0.00%
p.g. 10001 10003 f<=0 0 0.00%
| a.u. 4 2 sf<=0 0 0.00%
p.t. 2 2
0.
p.o. 2 4
1 / rm.s.d. (A) 0.16 rar?ge (A) 9.5-1.8 9.5-3.0
0. R 29.0 unique 28,672 5,658
0'2/ R 292 297 mea(ljsured ;5,326 5,562
. R-free 30.2 use 1,604 4,91
03|  R-free 30.5 30.6
i / NCS translation  rotation
04 residues per  DNA protein r.m.s.d. (A) 6.07 0.13
monomer 0 64 angle (o) 33.12 0.05
4 05 |
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R-calc original merged
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R-obs

Completeness

P(H)

P(H)

0.8

0.6

0.4

0.2

0.0

1.0

0.2 0.4 0.6 0.8

0.0

original  merged s < /100 1083 3.24%
lucf s.g. P31 P3121 s<=0 1083 3.24 %
p.g. 10020 10023 f<=0 1083 3.24%
| a.u. 2 1 sf<=0 1083 3.24 %
p.t. 1 1
0.
p.o. 1 1
1 / rm.s.d. (A) 0.05 rar?ge (A) 37.5-19 9.9-3.0
0. R 227 unique 35,295 9,153
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