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cov2|6LU7_1|Ch._like proteinase  SGF E—— MVQVTCGTTTLNGLWLDDVVYCPRHVICTSEDML
cov2/BLU7_1|Ch_like proteinase oo oo F LVQAGNVQLRV | GHSMQNCV LKLKVDTANPKTPK
cov2|6LU7_1|Ch..like proteinase CYNGSPSGVYQCAMRPNFT I KGSFLNGSCGSVGF
cov2|6LU7_1|Ch._like prots ELPTGVHAGTDLEGNFYGPFVDRQTAQAAGTDTT I
cov2|6LU7_1|Ch._like proteinase  TVNVLAWLYAAV INGDRWFLNRFTTTLNDFNLVAMKYNYEPLTQDHVDI L
cov2|6LU7_1|Ch._like proteinase GPLSAQTGIAVLDMCASLKELLQNGMNGRTILGSALLEDEFTPFDVVRQC
cov2BLU7_1|Ch_like proteinase  SGVTFQ
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Z CRMSDAETE & T meude secondary structure score (30%)  Show paramerers

3 75\*)/3\5) R Z-Carpute secondary structure assgnments
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Find similar proteins by: | Sequence + | (by identity cutoff) | Structure

Entity ID: 1
Molecule Chains sequence Length Organism Details Image
3C-like proteinase. A 306 severe acute Mutation(s) 0@
respiratory syndrome  Gene Names: rep, 1a-1b
coronavirus 2 EC: 3.4.22.69 (PDB Primar e
y Data), 3.4.19.12 (UniPro B
1), 3.4.22 (UniProt), 2.7.7.4
Paaes,
8 (UniProt), 3.6.4.12 (UniPr e
ot), 3.6.4.13 (UniProt), 3.1.
13 (UniProt). 3.1 (UniPro
1), 2.1 (UniProt)
Find proteins for PODTD1 (Severe acute respiratory syndrome coronavirus 2) Explore [P0 GO to UniProtkB:
Protein Feature View Expand
Reference
Sequence 6LU7_1
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UniProtKB: PODTD1

"UniProtKB - PODTD1 (R1AB_SARS2)

B lp video | N BLA

Algn B)Format 1 Add to baskst @ History

® Community curation (1) B Add a publication Feadback

Display

Featurs views

Featurs table

= Function

J repiicase poiyprotein 1ab:

i Multifunctional protein involved in the transcription and replication of viral RNAS. Contains the proteinases responsible for the cleavages of the polyprotein.

Sites.

Active sitet 1674 For PL1-PRO activity ¢ PROSITE ProRule annotation ~  # 1 Publication — 1
pairs is 0.732 angstroms Active site? 1835 For PL2-PRO activity ¢ PROSITE-ProRule annotation ~ 1
Active sitst BCL-PRO activity & PROSITE-ProRule annotation = @ 1 Publication ~ 1
Active site? (3308 Nugeophile; for 3CL-PRO activity ¢ PROSITE-ProRule annotation ~ ¢ 1 Publication 1
Metal binding® 4327 Zinc 1 @ PROSITE-ProRule annotation 1
- Metal binding* 4330 Zinc 1 @ PROSITE-ProRule annotation + 1
oot E Metal binding* 4336 Zinc 1 @ PROSITE-ProRule annotation + 1
2.715 angstroms Wetal binding' 4343 Zinc 16 PROSITE:ProRule amnctation ~ 1
Metal binding® 4370 Zinc 2 & PROSITE-ProRule annotation 1
RMSD between 297 pruned atom pairs is 0.732 angstroms; (across all 306 pairs: 2.745)
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Hits for all PROSITE (release 2021_02) motifs on sequence 6LU7_1-Chain :
found: 1 hitin 1 sequence

6LU7_1-Chain (306 32)

Legend
.
duifdobidge  actwsts  obertunges  oberales

Please note that the graphical representations of domains displayed hereafer are for illustrative purposes orly, and that their colors and shapes are notintended to indicate homalogy or shared function
For more nformation about how these graphical epresentations are constructed, g0 o htlps//prosite expasy org/mydomains!

hits by profiles: [1 hit (by 1 profile) on 1 sequence]

Upper case represents match position, lower case insert positions. and the °*symbol represents deletions elatve to the matching prfie
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PS51442 M_PRO. Coronavinis main profease (Hpro) domain profile

1-306 score = 164.193
Predicted features:
DOMAIN 306 Peptidase C30 condition: none]
AcT_st For 3CLPRO actiity condtion: H] fgroup: 1]
ACT_ST For 3CLPRO actiity condtion: C] [group: 1)
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PDB: 2a5k 2a5k.1.A
Macromolecules Cov2_Mpro
2a5k.1.A
Find simiar proteins by | Seauence « | (by identity cutof | Structure
CoV2IMpES| YMH! TDLEGNFYGPFVDRQ' RFTTTLNDFNLVAMKYNYE
Entity ID: 1 2ESimny YMH! TDLEGKFYGPFVDRQ' RETTTLNDFNLV YNYE
Molecule Chains Sequence Length Organism Details Image
CoV2_Mpro PLT
3C-like peptidase AB 307 Severe acute Mutation(s): 0 @ DEGIONIEAN PLT
respiratory syndrome-  Gene Names: rep, 1a-1b
related coronavirus EC: 3.4.22 (PDB Primary D S
ata) 19.12 (UniProt), 3. P~
422,69 (UnProy, 2..7.4 e
8 (UniProt), 3.6.4.12 (UniPr o
ot), 3.6.4.13 (UniProt), 2.1. '
1 UnProt), 3113 (UnPro
1), 3.1 (UniProt)
Find proteins for POCEXT (Severe acute respiratory syndrome coronaviruis) Explore [Focex| @ Go to UniProtk
Protein Feature View Expand
Reference
Sequence 2A5K_1 . N
ChimeraD RFA A—
PDB ENTL cov2-covi.py
uneRoT A
UNHODETEDA
UNIODELED B
P
SARS-CoV2 MproM##i ¥ 38l 18 SARS-CoV2 MproD#&is F il

WEEBEELDELREHLE(B) SARS CoV2ESARS CoVOD Heiik

UniProtKB: PODTD1

UniProtKB - POC6X7 (R1AB_SARS)
D\SL}‘B} B help video N BLAST FAlign E)Format @5 Add to basket @ History @ Add a publication W Fesdback

in| Replicase polyprotein 1ab
publicat
rep

Feature Jraanism | Severe acute respiratory syndrome coronavirus (SARS-CoV)

Feature tabi

Reviewsd - Annotation score: ®®®®® - Experimental evidence at protein levelt

= Function

= o sl e T —
Active site* 1651 For PL-PRO aCtivity 4 PROSITE-ProRule annotation 1
Actv sitet 1812 For PL-PRO activity @ PROSITE ProRule annotation 1
Active sitei (3281 TOPCLIPRO activity | PROSITE-ProRule annctation 1
Active site? “TET ForpCLPRO activity |4 PROSITE-ProRule annotation 1
Metal binding’ 507 Znc :
Metal binding* 4304 2inc 1 @ PROSITE-ProRule annotation 1
Mital bincing 4307 7 1
Metal binding 4307 Zinc 1 ¢ PROSITE-ProRule annotation 1
Metal binding? 4313 Zinc .
Wital bindin: 2313 Znc 14 PROSITEProRule annstation L
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hits by profiles: [1 hit (by 1 profile) on 1 sequence]
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Included Ligands
= R [m#EA Ligand Description
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FEOBILDIE, E o
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BLHDIF, SAENhD 2Ee SlatoLaL el
Targel  YNHHNELPTGYHAGTDLEGHFYGPFVORGTAGAAGTDTTITUNYLAVLYAAYINGDRUFLIRET TTLUDFNLVANKYNYE
22514 YUHHNELPTGHAGTDLEGKF YGPFVOROTAGAGTOTT L TLNVLAVLYARY INGORYFLIRE TTTLIDENLVANKINYE

NPNYEDLLIRKSHHNFLYOAGRVOLRY 1G4
NPNYEDLLIRKSNHSFLVGAGNVOLRY1GH

Targel  PLTODHVDILGPLSAGTGIAVLONCASLKELLONGHNGRT ILGSALLEDEF TRFDVYROOSGYTFQ
2a5k.1.4  PLTODHVDILGPLSAGTGIAVLOCAALKELL GNGHNGRT 1LGSTILEDEF TPFDVVRGOSGITFO

ETYLTIZAN
B—FyhETUTL— e it ittt
rDT AU AL Terset  SHOUGYLKLY TIKGSFLI

2a5k.1.8 SHONCLLALK IKGSFLL

Targel  VUHHNELPTGVHAGTDLEGNF YGPFYDRGTAGAAGTOTTITVNVLAVLYAAVINGORYFLNRF TTTLHOFNLVANKYNYE
235k.1.6 YHHHNELPTGVHAGTOLEGKFYGPFYORGT AGAAGTOTTLTLNVLAVLYAAYINGDRUFLNRE TTTLNDFNLVANKYNYE

Targel  PLTQDHVDILGPLSAGTGIAVLONCASLKELLONGHNGRT ILGSALLEDEF TRFDVRGOSGYTFQ
2a6k.1.6 PLTODHVDILGPLSAGTGIAVLONCAALKELLONGHNGRT 1LGSTILEDEF TPFOVVRGGSGYTFO

Materials and Methods
Template Search

Tempiate search with BLAST and HHbits has beer
updale 2021-03-31, last included PDB release: 2021-03-26).

the SWISS-MODEL last

target sequance was searched with BLAST against the primary amino acid sequence containad in the SMTL. A total
T8 Sl vare und

0 il it profle has been bult usingth procedutsouined n (tenegger e ), ol by 1 Horatonof
HHbits against Uniclust30 (Wirdita, von den Driesch ct al ). The obtained profle has then be searched against all prfiles
ofthe SMTL. A total of 487 templates were found.
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ModLoop is a web server for automated modeling of loops in protein structures. The server relies on the foop
modeling routine in MODELLER that predicts the loop conformations by satisfaction of spatial restraints, without
relying on a databass of known protein structures.
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RMSD between 364 pruned atom pairs is
0.674 angstroms (across all 385 pairs: 0.956)

RMSD between 359 pruned atom pairs is
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# Run this script with something like

# python loop.py N.log

# where N is an integer from 1 to the number of models.

#

# s for N from 1 to 300 (it runs the tasks in paral

el on a

#

o then returns the single m

ller objective function.

with the best (lo

from modeller import *

# to get different starting models for each task
taskid = int (s (1)
env = environ ed=-1000-taskid)

del) :
toms (self) :

idue_range('163: ', '169: '),
e_range ('251: ', '257: '),

.loop.ending_model = taskid

m.make ()
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e This document lsts the results for the homology modeliing project “Untitled Project” submitted to SWISS-MODEL
workspaca on Dec. 17. 2020, 8:14 .m. The submitted primary amino acid sequance is given in Table T1
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