REMARK 3

REMARK 3 REFINEMENT.

REMARK 3 PROGRAM : PHENIX (1.18.2_3874:
phenix.real_space_refine)

REMARK 3 AUTHORS
Adams,Afonine,Bunkoczi,Burnley,Chen,Dar,Davis,

REMARK 3 : Draizen,Echols,Gildea,Gros,Grosse-
Kunstleve,Headd,

REMARK 3 :

Hintze,Hung,Ioerger, L1ebschner McCoy,McKee,Moriarty,
REMARK 3

Oeffner,Poon,Read, R1chardson Richardson,Sacchettini,
REMARK 3

Sauter,Sobolev,Storoni, Terw1lllger Williams, Zwart
REMARK 3

REMARK 3 SCATTERING TABLE: ELECTRON

REMARK 3

REMARK 3 REFINEMENT TARGET: REAL-SPACE (WEIGHTED MAP SUM AT ATOM
CENTERS)

REMARK 3

REMARK 3 MODEL TO MAP FIT.

REMARK 3 CC_mask : 0.8735

REMARK 3 CC_volume: 0.8655

REMARK 3 CC_peaks : 0.8341

REMARK 3

REMARK 3 GEOMETRY RESTRAINTS LIBRARY: GEOSTD + MONOMER LIBRARY + CDL
V1.2

REMARK 3 DEVIATIONS FROM IDEAL VALUES.

REMARK 3  BOND : 0.006 0.067 3383
REMARK 3  ANGLE : 0.829 7.991 4594
REMARK 3 CHIRALITY : 0.052 0.197 509
REMARK 3  PLANARITY : 0.006 0.077 582
REMARK 3  DIHEDRAL : 13.560 179.842 505
REMARK 3 MIN NONBONDED DISTANCE : 2.158

REMARK 3

REMARK 3 MOLPROBITY STATISTICS.

REMARK 3  ALL-ATOM CLASHSCORE : 5.60

REMARK 3  RAMACHANDRAN PLOT:

REMARK 3 OUTLIERS : 0.50 %

REMARK 3 ALLOWED : 5.97 %

REMARK 3 FAVORED : 93.53 %

REMARK 3  ROTAMER OUTLIERS : 1.14 %

REMARK 3  CBETA DEVIATIONS : 0.00 %

REMARK 3  PEPTIDE PLANE:

REMARK 3 CIS-PROLINE 5.56 %

REMARK 3 CIS-GENERAL 1 0.00 %

REMARK 3 TWISTED PROLINE : 0.00 %

REMARK 3 TWISTED GENERAL : 0.52 %

REMARK 3

REMARK 3 RAMA-Z (RAMACHANDRAN PLOT Z-SCORE):



REMARK 3 INTERPRETATION: BAD |RAMA-Z| > 3; SUSPICIOUS 2 < |RAMA-Z| <
3; GOOD

REMARK 3 SCORES FOR WHOLE/HELIX/SHEET/LOOP ARE SCALED INDEPENDENTLY;
REMARK 3 THEREFORE, THE VALUES ARE NOT RELATED IN A SIMPLE MANNER.

REMARK 3 WHOLE: -0.66 (0.40), RESIDUES: 402

REMARK 3 HELIX: -3.62 (0.68), RESIDUES: 27

REMARK 3 SHEET: 0.68 (0.44), RESIDUES: 140

REMARK 3 LOOP : -0.73 (0.37), RESIDUES: 235

REMARK 3

HELIX 1 1 PROB 199 ASP B 201 5

3

HELIX 2 2 PHE C 338 PHE C 342 5

5

HELIX 3 3 LEU C 387 ASP C 389 5

3

HELIX 4 4 GLY C 404 GLN C 409 5

6

HELIX 5 5LYS C 417 TYR C 421 1

5

HELIX 6 6 ASN C 439 ASP C 442 1

4

HELIX 7 7 VAL C 502 TYR C 504 5

3

HELIX 8 8 PHE A 29 SER A 31 5

3

HELIX 9 9 ALA A 88 ASP A 99 5

3

SHEET 1 A 4 MET B 123 GLN B 125 @

SHEET 2 A 4 THR B 139 ALA B 144 -1 N ARG B 143 0 THR B 124
SHEET 3 A4 GLUB 189 THR B 193 -1 N LEU B 192 0 ILE B 140
SHEET 4 A 4 SER B 182 SER B 186 -1 N SER B 186 0 GLU B 189
SHEET 1 B2 THR B 129 ALA B 132 0

SHEET 2 B 2LYSB 222 ILEB 225 1 N LYS B 222 0 LEU B 130
SHEET 1 C 3 THR B 204 GLN B 209 0

SHEET 2 C 3 LEU B 152 GLN B 157 -1 N GLN B 157 0 THR B 204
SHEET 3 C 3 LYSB 164 1ILE B 167 -1 N ILE B 167 0O TRP B 154
SHEET 1 D5 ASN C 354 SER C 359 0

SHEET 2 D5 ASN C 394 ARG C 403 -1 N SER C 399 0 ASN C 354
SHEET 3 D5 PRO C 506 SER C 513 -1 N SER C 513 0 TYR C 396
SHEET 4 D 5GLY C 431 ASN C 437 -1 N TRP C 436 0 ARG C 508
SHEET 5 D5THR C 376 TYR C 380 -1 N TYR C 380 0 GLY C 431
SHEET 1 E 2 LEU C 452 ARG C 454 0

SHEET 2 E 2 LEU C 491 SER C 493 -1 N GLN C 492 0 TYR C 453
SHEET 1 F 4 GLN A 3 SER A 7 0

SHEET 2 F4LEUA 18 SER A 25 -1 N SER A 25 0 GLN A 3
SHEET 3 F4THR A 78 MET A 83 -1 N MET A 83 0 LEU A 18
SHEET 4 F4PHEA 68 ASPA 73 -1 N ASP A 73 0 THR A 78
SHEET 1 G5 THR A 113 VAL A 115 0

SHEET 2 G5ALAA 92 SER A 100 -1 N TYR A 94 0 THR A 113
SHEET 3 G5TYRA 32 GINA 39 -1 N GLN A 39 0 VAL A 93



SHEET 4 G5LEUA 45 ILEA 51 -1 N ILEA 51 O META 34
SHEET 5 G5LYSA 58 TYRA 60 -1 N TYRA 59 0 VAL A 50
LINK Cl1 NAGV 9 02 BMAV 8
LINK Cl1 BMAV 8 03 BMAV 3
LINK Cl NAGV 2 04 NAGV 1
LINK Cl1 BMAV 3 04 NAGV 2
LINK Cl1 FUCV 4 06 NAGV 1
LINK Cl1 BMAV 5 06 BMAV 3

SSBOND 1 CYS B 142 CYS B 207
SSBOND 2 CYS C 336 CYs C 361
SSBOND 3 CYS C 379 CYS C 432
SSBOND 4 CYS C 479 CYS C 487
SSBOND 5 CYS A 22 CYS A 96
CRYST1 100.000 100.000 100.000 90.00 90.00 90.00 P 1

SCALE1 0.010000 0.000000 ©.000000 0.00000

SCALE2 0.000000 0.010000 ©0.000000 0.00000

SCALE3 0.000000 0.000000 0.010000 0.00000

ATOM 1 N ASPB 1 55.119 43.529 40.482 1.00 27.51
ﬁTOM 2 CA ASPB 1 55.600 44.374 41.565 1.00 27.51
ETOM 3 C ASPB 1 55.829 45.800 41.078 1.00 27.51
ﬁTOM 4 0 ASPB 1 56.140 46.019 39.911 1.00 27.51
2TOM 5 CB ASPB 1 56.888 43.805 42.149 1.00 27.51
gTOM 6 CG ASPB 1 57.937 43.561 41.094 1.00 27.51
ﬁTOM 7 OD1 ASP B 1 57.556 43.384 39.922 1.00 27.51
2TOM 8 0D2 ASP B 1 59.136 43.553 41.434 1.00 27.51
2TOM 9 N ILEB 2 55.674 46.765 41.977 1.00 21.42
ﬁTOM 10 CA ILEB 2 55.865 48.169 41.637 1.00 21.42
ﬁTOM 11 C€¢ ILEB 2 57.343 48.508 41.751 1.00 21.42
iTOM 12 0 ILEB 2 57.978 48.226 42.771 1.00 21.42
RTOM 13 (B ILEB 2 55.015 49.068 42.546 1.00 21.42
ETOM 14 CGl1 ILEB 2 53.535 48.717 42.399 1.00 21.42
ETOM 15 CG2 ILEB 2 55.263 50.531 42.235 1.00 21.42
ETOM 16 CD1 ILEB 2 52.684 49.162 43.548 1.00 21.42

ATOM 17 N GINB 3 57.896 49.111 40.705 1.00 23.36
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