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Eveything  Sequence %

COVID-19 >~ |

Archives v Mirrors ~  Language ~  About v BMRB ID or Dep. Code

In response to the declaration of global pandemic of Coronavirus infectious
disease 2019 (COVID-19) caused by Severe acute respiratory syndrome
coronavirus 2 (SARS-CoV-2), we provide comprehensive content on
Coronavirus molecular structures and its interactions:

All BMRB/PDB/EMDB/UniProt entries having SARS-Cov-2 entities
SARS-CoV spike protein

Coronavirus main protease

Molecular players involve in SARS-CoV infection

« Molecular players involve in MERS-CoV infection

- entity_natural_src.ncbi_taxonomy._id:2697049 OR entity_src_gen.pdbx_gene_src_ncbi_taxonomy_ic:2697049 OR sciSpeciesType.ncbiTaxid:2697049 n

© Search help

Found 2037 Documents (0.018 - 0.024 seconds)

4 Order by v Exportas &

BMRB POB @ED) EMDB @B  Swiss-Prot  Ligand Expo  Metabolomics

Showing 1 - 10 of 47 Documents, order by release_date

7 BMRB: 30909 Fusion Peptide of SARS-CoV-2 Spike Rearranges into a Wedge Inserted in Bilayered Micelles

43, score: 0,000

Authors
Assembly

Entity

Formula weight
Source organism
Exptl. method

Data set

Chenm. Shift Complete
Release date

Citation

Koppisetti, R.K., Fulcher, Y.G., Van Doren, S.R.
Spike protein S2

1. Spike protein S2 (polymer), 42 monomers, 4581.186 Da Detail»

4581.186 Da

Severe acute respiratory syndrome coronavirus 2 (2

solution NMR

assigned_chemical_shifts

Sequence coverage: 100.0 %, Gompleteness: 91.3 %, Completeness (bb): 98.4 % Detail»
2021-06-03

Fusion Peptide of SARS-CoV-2 Spike Rearranges into a Wedge Inserted in Bilayered Micelles (7
Koppisett, R, Fuicher, Y.G. Van Doren, S.A.

J. Am. Chem, Soc. (2021), PubMed 34375093 (7, DOI 10.1021/jacs. 005435 (7, Abstract»
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Experiments performed (Z) experiments Detai»
Chemical shift validation ) contents petsi»

Keywords Fusion Peptide, LIPID BINDING PROTEIN

2 BMRB: 50835 SARS-CoV-2 Nucleocapsid 1-209 35 C

#47, score: 0.000

Authors

Formula weight
Source organism
Exptl. method

Data set

Chem. Shift Complete
Release date

Citation

Eisenmesser, E.

SARS-CoV-2 Nucleocapsid

1. SARS-CoV-2 Nucleocapsid (polymer, Thiol state: not present), 209 monomers, 22468.31 Da Detail
22468.31 Da

Severe acute respiratory syndrome coronavirus 2 (7

solution NMR

assigned_chemical shifts

Sequence coverage: 83.7 %, Completeness: 26.3 %, Completeness (bb): 48.5 % Detail»

2021-03-15
The Inherent Dynamics and tion Sites of the i iinal Region (7'
Redzic, J.8., Lee, E., Born, A, Issaian, A, Henen, M.A., Nichols, P.J., Blue, A, Hansen, K.C., D'Alessandro, A., Vogeli, B., Eisenmesser,
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.
ﬁ BMRBI Deposition ~ Search ~ Archives ~ Mirrors ~ Language ~ About ~

BMRB ID or Dep. Code

NMR data deposition: D_1300021720, BMRB ID: 36419, PDB ID: 7ELY
TEFDA—ILN—Z D) & I2HR
T EfRAN—2 % f# -5 TBMRB] 7/

PMID of the primary citation: PubMed ID Q 75\\&}% —%hk ﬁ/ L/ 7Lk_ y_\iﬁi m % EE
E,L;\T* =F7,

@ You can submit a release request for this entry using the button above, only if the entry status is On Hold (7. Please respond to the BMRB] annotator's comments at first. % l )EH =

i L DPubMed IDZ > T, T b
) —DRFEEBEICTI IENTER

Please respond to BMRBj annotator's comments in the return mail and check that the data content here is correct.

Major NMR data issues must be done via the OneDep (' system.

© To release your entry without PMID, you need to contact us directory through the return mail from BMRB] annotator.

BMRB: 36419 A peptide with high affinity for B-Cell lymphoma2(Bcl-2)

Dep_release_code

HOLD FOR 4 WEEKS

Entry status  rel - Released!
Entry authors  Fan, S., Zha, J., Wu, C.
Submittion date  2021-04-12
Accession date  2021-07-14
Author return date  2021-08-17
7ELY Onhold date  2021-08-18 (Released)
Release date  2021-08-20

Citation (in preparation)

Designed Disulfide-Rich Peptide

and Screening
Zha, J., Li, J.
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Validation of NMR data

Found total 8 warnings in NMR data.

Warning: Missing content, Total: 2

File name Description

File name: D_1300021720_mr-  Constraint type of the NMR restraint file (CNS) could not be identified. Tips for CNS restraints: 'assign ( segid $ and resid # and name $ ) ( segid $ resid # and name $ ) #.4
upload_P1.cns.V2 #.4# #.#' pattern must be present in the file. Did you accidentally select the wrong format?

File name: D_1300021720_mr-  Constraint type of the NMR restraint file (CNS) could not be identified. Tips for CNS restraints: 'assign ( segid $ and resid # and name $ ) ( segid $ resid # and name $ ) #.#
upload_P2.cns.V2 #.4 #.4' pattern must be present in the file. Did you accidentally select the wrong format?

Warning: Anomalous chemical shift, Total: 5

Row/Category/Saveframe Description

Row of Comp_index_ID: 22, Comp_ID: GLU, Entity_assembly_ID: 1, Verify chemical shift value for 1:22:GLU:CG (29.94 ppm, 5.18 sigma), which is outside of expected range (42.04 ~ 30.15 ppm,
Atom_ID: CG, Category: Atom_chem_shift, avg 36.098, std 1.189, min 25.074, max 50.278). Neither aromatic ring nor paramagnetic/ferromagnetic atom were found in the
Saveframe: assigned_chemical_shifts_1 vicinity.

Row of Comp_index_ID: 7, Comp_ID: ASP, Entity_assembly_ID: 1, Verify chemical shift value for 1:7:ASP:CB (35.154 ppm, 3.55 sigma), which is outside of expected range (48.91 ~ 32.82 ppm,
Atom_ID: CB, Category: Atom_chem_shift, avg 40.87, std 1.609, min 27.48, max 54.947). Neither aromatic ring nor paramagnetic/ferromagnetic atom were found in the
Saveframe: assigned_chemical_shifts_1 vicinity.

Saveframe: assigned_chemical_shifts_1 Rotameric state trans of 1:4:ILE can not be verified with the assigned chemical shift values (CD1 10.462 ppm,

rotameric_state_pred gauche+ 1.0 (%), trans 20.1 (%), gauche- 78.9 (%)).

Saveframe: assigned_chemical_shifts_1 Rotameric state gauche+ of 1:6:LEU can not be verified with the assigned chemical shift values (CD1 22.491 ppm, CD2 20.77
ppm, rotameric_state_pred gauche+ 32.8 (%), trans 67.2 (%), gauche- 0.0 (%)).

Saveframe: assigned_chemical_shifts_1 Rotameric state trans of 1:10:ILE can not be verified with the assigned chemical shift values (CD1 10.575 ppm,
rotameric_state_pred gauche+ 1.1 (%), trans 22.1 (%), gauche- 76.8 (%)).
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o Redox state of CYS R o Histogram of normalized assigned chemical shifts
= 1:2:CYS, CA: 52.872 (ppm), CB: 38.032 (ppm) 50
= Redox_state (pred. by CS): oxidized
= Disulfide_bond (coordinates): True, Other_bond (coordinates): False
= 1:12:CYS, CA: 50.229 (ppm), CB: 39.221 (ppm) 40
= Redox_state (pred. by CS): oxidized

5 5
w gy
# -+
@ v
5 g g
= Disulfide_bond (coordinates): True, Other_bond (coordinates): False e C n
= 1:14:CYS, CA: 52.039 (ppm), CB: 37.678 (ppm) ‘é’ 30 'E\ E
= Redox_state (pred. by CS): oxidized S g 8
= Disulfide_bond (coordinates): True, Other_bond (coordinates): False a 3»5 h¥
= 1:20:CYS, CA: 50.25 (ppm), CB: 39.841 (ppm) ..; 20 = &
= Redox_state (pred. by CS): oxidized 3+ 3 g
= Disulfide_bond (coordinates): True, Other_bond (coordinates): False ‘5'_ 3
« 1:25:CYS, CA: 52.317 (ppm), CB: 39.803 (ppm) 10 : <
= Redox_state (pred. by CS): oxidized I :
= Disulfide_bond (coordinates): True, Other_bond (coordinates): False l l : :
. ) . 0o = H = | - - -
= 1:26:0YS, CA: 53.064 (ppm), CB: 39.716 (pprm) PP L O O L P
= Redox_state (pred. by CS): oxidized ,:’ N S X ;’ ~ s N IR 7? ~ ,I:’ NN ,;l" N '7? N R 7? ~ 7‘;’ N L/,? ~
= Disulfide_bond (coordinates): True, Other_bond (coordinates): False K : g § I L,? & o? (L\’,,/ u? o S o ; ,L\,,/ 3 o L;/\’ o 0'73 ,L\?/ uz’ o Q?: < L’:{ o ;:'j
o Peptide bond of PRO R goddoegeSgddodnadmNnnNNNmMmom YT Y S
adend Liadoonde L Ll ld Loande L Lnd o & Lol oD

= 1:13:PRO, CB: 29.063 (ppm), CG: 24.196 (ppm)
= Peptide_bond (pred. by CS): trans

. 1:17:::;:%g?a:?;s;f;:g"ngtés)z';_r;gf (ppm) 1H chemical shifts [l 13C chemical shifts 15N chemical shifts
= Peptide_bond (pred. by CS): trans
= Peptide_bond (coordinates): trans

= 1:21:PRO, CB: 28.888 (ppm), CG: 24.753 (ppm) = Chain_ID: 1
= Peptide_bond (pred. by CS): trans 1
= Peptide_bond (coordinates): trans W‘_HM

o Rotameric state of ILE W, LEU, and VAL R

= 1:4:ILE, CD1: 10.462 (ppm)
= Rotameric_state (pred. by CS): gauche+ 1.0 (%), trans 20.1 (%), gauche- 78.9 (%)
= Rotameric_state (coordinates): trans

= 1:5:LEU, CD1: 22.435 (ppm), CD2: 20.855 (ppm)
= Rotameric_state (pred. by CS): gauche+ 34.2 (%), trans 65.8 (%), gauche- 0.0 (%)
= Rotameric_state (coordinates): trans

= 1:6:LEU, CD1: 22.491 (ppm), CD2: 20.77 (ppm)
= Rotameric_state (pred. by CS): gauche+ 32.8 (%), trans 67.2 (%), gauche- 0.0 (%) 0
= Rotameric_state (coordinates): gauche+

Z score of CS value

o Random coil index and derived parameters (S2 and NMR RMSD) R

0.5

Value

Residue

7y 7H— R LIS 7 N7 7 A JLIZBMRBj TREEHB®R b UL TIREE L 72
BAEEBEFRER—VICHEEN L TERRT 2EEEE L /-,

W ORLDWTIDE

ensed under a Creative Commons &R R4.0EEZ 1 > X 12
021 E$EEE¢%£7_\_Q/§\/ 7 PROTEIN DATA BANK



