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Filling out forms and Submitting
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Your Uploaded Files

D Form Type Protein Ligand Upload Time Protein File Ligand File Result File
Protein Name:
Ligand Nam,
Protein Chains:

The amino acid residue atom name:
Ligand atoms to be measured:

Residues desired for mutation:
Upload Protein File (pdb, max 5MB): PSS | iR A

Upload Ligand File (pdby/sdf, max SMB): RS | AT
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1. SREUGE P2 A PR B pdb SCAFBA A S S pdb (B sdf) SCHFIEARAFE T
A . pdb S EAR kg L https:/www.wwpdb.org/documentation/file-format.
A8 F SCARSTRS AT I LA 8 A R IR AR . S 'S R R 745 5 1A PyMOL T
T LA 5E 1281 5 1) = 44514

2. NEAFSEAM 4, 5T Protein Name 5 Ligand Name #4H1,  ({U A ]
PNANEESEEST )

3. WA, HEH PRI RS T8 T Protein Chains —#4=H" (A or

4 T B AEAL PO OB M el BT R MR R IR AR 595, 70931

5T The amino acid residue name 5 The amino acid residue numbers £~ 57,
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#E£: The amino acid residue name — =X A HE R AR IREE T =N KE FEBE)
(e.g. GLY)
The amino acid residue numbers — AN A E T AEF!  (e.g. 116)
5. faE BB AL B 2 AR R TR B (1) € JR 1, 35 T The amino acid residue
atom name —F=H1.,  (e.g. HA3)
6. F5 T 7 B E 1 R )RR E R, IS T Ligand atoms to be measured — 4=
(e.g.C2)
7. WA BN H P RLEIENR, HE T Residues desired for mutation ££H1 . 54%
RAE RO BAEMFERREREG 76 + RAME (FHhAHTFERR) + R
A FF IR IR E 7. (e.g. PHEI16ASP) #fy R LA, i bL5s
¥ F@RIA . Ce.g. PHE116ASP SERS6ARG ASP3ALA)
8. IJo AL BRSO SR, R/ANBIBRIE SMB LAIN .
R R L EAS BEM GRS, i T 77 “Submit” RIFIHEEAZ .
s R ERE BE S T A b, HERTGIR, 50 S ag 2 Bon g
wEE ARG B .
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1) Protein Name: ANEH

2) Ligand Name: sto

3) Protein Chains: A

4) The amino acid residue numbers: 116

5) The amino acid residue name: GLY

6) The amino acid residue atom name: HA3

7) Ligand atoms to be measured: C2

8) Residues desired for mutation: PHE116ASP SER86ARG ASP3ALA
9) kA% Protein File:3XAF#£ 8 pdb, K/NA 5MB LI

10) kA% Ligand File:3CfF4%3Ch pdb B( sdf, K/NAN SMB DAY
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BDisplay Files = Downioad Files - (=3B

( Biological Assembly 1 @ )

5URO | pdb_00005uro

Structure of a soluble epoxide hydrolase identified in Trichoderma reesei
PDB DOI: https:/doi.org/10.2210/pdbSURO/pdb

Classification: HYDROLASE

Organism(s): Trichoderma reesei QM6a

Expression System: Escherichia coli 55989
Mutation(s): No @

Deposited: 2017-02-11 Released: 2017-05-31
Deposition Author(s): Wilson, C., de Oliveira, G., Chambergo, F,, Dias, M.V.B.
Funding Organization(s): Sao Paulo Research Foundation (FAPESP)

Experimental Data Snapshot WwPDB Validation @ @30 Report  Full Report
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R-Value Work: Ram N S— 0
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Global Symmetry: Asymmetric - C1 @ Starting Model: experimental
Global Stoichiometry: Monomer - A1@ View more detalls

Find Similar Assemblies
This is version 1.4 of the entry. See complete history.

Biological assembly 1 assigned by authors.
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ATOM 1849

TEAZSCAR SRS, 235 =51 “HA3” R R FE IR IR FE )45 52 Jii -1 (The amino acid
SEVYH BRI N Z A 8 i AT e ) R 3R R 257 (The amino
AN EE 4 FR (Protein Chains #2)

li&%% 5 (The amino acid residue numbers £=)
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1818 CB HISA 115
1819 CG HISA 115
ND1 HIS A 115
CD2 HISA 115
CETHISA 115
NE2 HIS A 115

23.607 31.612 50.172 1.00 7.29
24948 30.946 49.987 1.00 7.97
25.780 30.629 51.048 1.00 8.53
25.610 30.525 48.858 1.00 6.71
26.888 30.103 50.531 1.00 7.14
26.853 30.001 49.212 1.00 8.74
24.808 33.178 48.569 1.00 0.00
22.638 33.508 50.544 1.00 0.00
22972 31.335 49.331 1.00 0.00
23.146 31.158 51.046 1.00 0.00
25592 30.783 52.031 1.00 0.00
25.292 30.573 47.828 1.00 0.00
27.734 29.805 51.122 1.00 0.00
24.333 33.025 52.668 1.00 7.03
25271 33.090 53.784 1.00 6.76
25.168 31.795 54.596 1.00 7.15
25.071 30.714 54019 1.00 7.17
23.533 32416 52.777 1.00 0.00
25.076 33.970 54.387 1.00 0.00
26.300 33.168 53.427 1.00 0.00
25.246 31.918 55.930 1.00 7.29
25.242 30.827 56.908 1.00 7.35
23.932 30.886 57.729 1.00 7.71
23.506 31.989 58.071 1.00 7.57
26.460 31.040 57.834 1.00 6.75
26.717 29.959 58.845 1.00 6.44
27.550 28.911 58.657 1.00 6.39
26.079 29.733 60.144 1.00 6.17
27.458 28.050 59.730 1.00
26.548 28.490 60.667 1.00
25126 30431 60.924 1.00
26.072 27.956 61.879 1.00

HB3 HIS A 115
HB2 HIS A 115
HD1 HIS A 115
HD2 HIS A 115
HE1T HIS A 115

CA GLYA 116

1836 HA3 GLYA 116
HA2 GLY A 116

CA TRPA 117

CG TRPA 117
CD1 TRP A 117
CD2TRP A 117
NE1 TRP A 117
CE2 TRP A 117
CE3 TRPA 117
CZ2 TRP A 117
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ATOM 6242 HB2TRPA396  19.043 46284 35012 100 000  H A
ATOM 6243 HD1TRPA396 18613 46101 31.283 1.00 000  H
ATOM 6244 HE1TRPA 396 20647 44989 30.205 1.00 000  H
ATOM 6245 HE3TRPA 396 21765 46104 35325 1.00 000  H
ATOM 6246 HZ2 TRPA 396 23.289 44111 31.023 100 000  H
ATOM 6247 HZ3TRPA 396 24.026 45106 35151 100 000  H
ATOM 6248 HH2TRP A 396 24785 44095 33002 1.00 000  H
TER 6249 TRPA 396

HETATM 6250 OT UNK 900 24.881 34612 61232 1.00 000 O
HETATM 6251 02 UNK 900 24789 37.439 60761 1.00 000 O
HETATM 6252 C1 UNK 900 23757 35233 60.659 1.00 000  C

HETATM 6254 C3 UNK 900 23561 36.733 60.933 1.00 0.00
HETATM 6255 C4 UNK 900 24875 38.767 61.116 1.00 0.00
HETATM 6256 C5 UNK 900 26.107 39.377 60.883 1.00 0.00
HETATM 6257 C6 UNK 900 23.831 39.514 61.688 1.00 0.00
HETATM 6258 C7 UNK 900 26313 40.708 61.231 1.00 0.00
HETATM 6259 C8 UNK 900 24.038 40.845 62.038 1.00 0.00
HETATM 6260 C9 UNK 900 25.278 41.437 61.811 1.00 0.00
HETATM 6261 H1 UNK 900 22.834 34653 60.665 1.00 0.00
HETATM 6262 H2 UNK 900 24793 33.849 59.232 1.00 0.00
HETATM 6263 H3 UNK 900 25.630 35463 59.421 1.00 0.00
HETATM 6264 H4 UNK 900 22.817 37.135 60.243 1.00 0.00
HETATM 6265 H5 UNK 900 23.170 36.848 61.945 1.00 0.00
HETATM 6266 H6 UNK 900 26.908 38.808 60.435 1.00 0.00
HETATM 6267 H7 UNK 900 22.863 39.076 61.873 1.00 0.00
HETATM 6268 H8 UNK 900 27.271 41.173 61.052 1.00 0.00
HETATM 6269 HS UNK 900  23.239 41420 62.482 1.00 0.00
HETATM 6270 H10 UNK 900 25439 42469 62.084 1.00 0.00
TER 6271 UNK 900

CONECT 6250 6252 6253

CONECT 6251 6254 6255
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Output results and Feedback
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