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Configuration & Options
Model Inputs / 9/}\0*% pd ij/(“/%ljj ngsg-
Input Structure ‘ TP Z=R ‘%iﬂéhtu%‘dm

Allowed Types: pdb
The input protein structure to predict the amino acid sequence of. Acceptable input file formats include PDB.

Design Options / 7I—\:E7|-Uj X— (7|—\:E7_) T@éb\&ib\%}giﬁbiqo
Homo-oligomer O
Specify whether the structure is a homo-oligomer (homomer). Lengths of chains should be the same for correct symmetric tying.

Fixed Positions | A15A19,A1-10 gg-20.C..

Fixed positions are positions that will not be inverse folded or affected in anyway by ProteinMPNN. This option allows you to specify whic

. - ) N
ProteinMPNN(C Lo THRATE N
be fixed. To fix an entire chain simply enter the chain’s ID (e.g., "C" to fix all residues of chain C). To fix specific positions use <chain ID><residue ID> (e.g., A10 to fixresidue 10 on chain .
A). To fix a range of residues use <chain ID><start residue ID>-<end residue ID> (e.g., A10-20 will fix all residues between 10 and 20 on chain A). Multiple positions, chains, and ranges (ﬁ}%é * l 5) ﬁ §§E%}E}Eb$§_°
. - - . N . 7\

can be fixed all at once by comma delimiting your options (e.g., A15,A20-23,B will fix residues 15, 20,21, 22, 23, and all residues on chain B).

Invert Selection [

Invert the selected fixed positions above. Basically if you decide to fix a position like A1-10 above and enable this mode then instead of fixing A1-10, everything will be fixed except for

TOMOFECABENTNEI A
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Predicted Sequences
NOTE: Lower ProteinMPNN scores are better.

Rank Score
1 0.593
2 0.596
3 0.603
4 0.606
5 0.606
3 N ENA

Sequence ldentity Sequence

0.585 LFREKIPYVVEMEGDVEGMKFSVRGKGHGDANTGKIEASFICTTGELPYPWSSILTTVAQURAKYPNDIKDYPKSAMPEGYVQERTITFENDGVYKTRAEVTYEKGSVYNRVTLNGSGFKKGGNILGKKLEFNYNPHCIYVLPDVONNGIK...
0.599 LFREKIPYVVEMEGDVEGMKFSVRGKGHGDANTGKIEASFICTTGELPYPWSSILTTVAQURFAKYPNDIKDYPKSAMPEGYVQERTITFENDGVYKTRAEVTYEKGSVYNRVTLNGSGFKKGGNILGKKLEFNYNPHCIYVLPDVONNGIK...
0.603 LFREKIPYVVEMEGDVEGMKFSVRGKGHGDANTGKIEASFICTTGELPYPWSSILTTVAQURAKYPNDIKDYPKSAMPEGYVQERTITFENDGVYKTRAEVTYEKGSVYNRVTLNGSGFKKGGNILGKKLEFNYNPHCIYVLPDVONNGIK...
0.63 LFREKIPYVVEMEGDVEGMKFSVRGKGHGDANTGKIEASFICTTGELPYPWSSILTTVAQURFAKYPNDIKDYPKSAMPEGYVQERTITFENDGVYKTRAEVTYEKGSVYNRVTLNGSGFKKGGNILGKKLEFNYNPHCIYVLPDVONNGIK...
0.592 LFREKIPYVVEMEGDVEGMKFSVRGKGHGDANTGKIEASFICTTGELPYPWSSILTTVAQURAKYPNDIKDYPKSAMPEGYVQERTITFENDGVYKTRAEVTYEKGSVYNRVTLNGSGFKKGGNILGKKLEFNYNPHCIYVLPDVONNGIK...

nan

1 ERFKIDVAFRAFC I FC AR COWROCK S HOENANMTEK IF ASEIC TTORFR PWDWCSH TTWANC FAK VDD MVEK CARADFCVUVNFRTITEFMNEVYE TR ARFYTYRKE WY RDUT MC S ER KRN KT FERYRIDHC IV POWOIRIME I

LTI O FRAITIERR SN ERADESS . RO T7H & INT - I MEENET,

Output Files

Download all as a zip file: Download All

File Mame

pssm_conditional.json

pssm_unconditional.json

results.csv

File Size

401.50KE

397.62KB

88.95 KB
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Configuration & Options
Model Inputs
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Amino acid sequences of the structures you want to predict in FASTA format. Note that each sequence must have a unique alphanumeric name. To predict complexes / multimers use ":"
to specify inter-protein chain-breaks. For example P1...SK:PI..SK for a homodimer.

Custom Template (optional) DT 1IEER Efﬁgﬂ( WEFA

Allowed Types: pdb, mmcif, or cif
Optionally provide a custom template structure (pdb or mmCIF formats) for AlphaFold2 to use during prediction. Note that custom templates can only be used if you are predicting the
structure of a single protein.

Custom MSA (optional) T71IVEER | ER R FEA

Allowed Types: fasta or a3m

Optionally provide a custom MSA (fasta or a3m format) for AlphaFold? to use during the prediction. Note that custom MSAs can only be used if you are predicting the structure of a
single protein. Make sure the first sequence in the MSA is the one you want to predict the structure of. Sequences will be truncated to the length of the first sequence (sequence that
gets folded).

Core Settings

Use Amber O 4—
Check this option to utilize amber force fields to relax the predicted structure. This doesn't improve the prediction accuracy but does help remove otherwise distracting stereochemical
violations.

Model Type = auto <

Select the model you want to use to predict your structure. For monomers we recommend alphafold2_ptm, for complexes we recommend alphafold2_multimer_v3. If you leave this as
auto alphafold2_ptm will be used for monomers and alphafold2_multimer w3 will be used for complexes.

Advanced Settings

Template Mode none v

Atemplate is an optional input structures that should be similar, but different to the structure you are trying to predict. AlphaFold2 uses templates as a sort of "guide” to help it improve
its prediction. Using the "none" option will result in no template being used, the "pdb70" option results in a similar structure from the pdb70 being used. Note if you upload a custom
template then your selection here will be ignored. Warning: We query a 3rd party service to perform template searches, if you do not wish to share your sequence do not enable this
option.

MSAMode =~ mmseqs2_uniref_egy -

Choose the MSA database you want to use. Selecting "single_sequence” will result in the MSA containing only your target sequence. Note if you upload a custom MSA then your
selection here will be ignored. In most cases mmseqs2_uniref_env tends to produce the best results. Warning: We query a 3rd party service to perform sequence searches, if you do not
wish to share your sequence set this to "single_sequence”.

AlphaFold2D:&EBEED
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Pair Mode | unpaired_paired < v MSAOD&TU \/0\\7&%U?ﬁ”b§§_o

<«

This option applies to the input MSA. "unpaired_paired" = pair sequences from same species + unpaired MSA, "unpaired" = separate MSA for each chain, "paired" - only use paired
sequences. Pairing the MSA can help AlphaFold2 create better predictions for complexes.

Number Recycles | 5

Ub"( INVATYT (HAHZRAFELTRITED, FA%HE
FIRNIEDEIF) DHMBEZDE. FEALDHBE, F
- ARBENE ELFET.

e tolerance is defined as the RMSD (difference in distance matrices,
ins and 0.5 for larger proteins

Increased recycling steps tend to produce more accurate predictions but will also greatly increases prediction time. Fo d monomers we recommend 5 recycles, for

bigger proteins we recommend 10 recycles. Maximum of 8 recycles for free users. Upgrade your plan to increase recycling values.

Recycles Early Stop Tolerance | 0.75

Ends the protein folding process if the improvement between recycling steps doesn't surpass the o
angstrom units) between recycles. If it drops below the specified value, the recycling will terminate. We recommend a tolerance of 0.
and complexes.

SFRMENMEESNBZ TEIBE, VYA IIUFHETL
F9,

Number Ensembles | 1

The trunk of the network is run multiple times with different random choices for the MSA cluster centersti= =caspl4 setting). Increasing ensembling can occasionally

improves prediction quality but will GREATLY increase prediction time. Maximum of 1 ensembles for free users. Upgrade your plan to increa values. If you need to increase ljj MSA&bt{Eﬁﬁ 3_5:/—7>Z7@25/9“A(:'U'>7U

this value beyond 3 contact customer support. CURRENTLY DISABLED DUE TO HIGH DEMAND. IF YOU NEED THIS VALUE INCREASED PLEASE CONTACT SUPPORT. Y , Y o “w _ »
ENBT7 U ITNOENLZWNEE.  BFHIMSANIE
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Training Mode [
Check this option to enable "Training Mode" which activates drop out layers within the mo

AlphaFold2 D% EEIE @

be used to force the model to create more diverse predictions.
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orient Spin
Cartoon
Opacity: -

Surface

Opacity: -

Stick

Model Confidence Style:

Very high (pLDDT > 90)

i i ] FRISNIABEMEREENE T,
R BARRIDSRRNEEEIHLHEIRET T

B Verylow (pLDDT < 50)

Additional Controls Predicted Metrics

Chﬂl‘lgE Protein Protein_1 Model Rank Mean pLDDT Max PAE pT™M ipT™ pDockQ Uncertainty Overall Quality

1 96.17 255 0.94 0.93 059 0.9% Very High
L] e ] e ] e | e ] e SOOFRBBEE T RAER, F19pLDDT
2 96.08 2764 094 093 058 123% Very High - /~ia ° p
— — AL
AlphaFold?2 predicts 5 different structures using different weights and ranks them from best to worst by their mean 3 96.32 23.44 0.94 0.92 0.58 0.96% Very High (L.J:j ‘ j /7{q (,j-éj l ig_o %g%io)ﬁagu %l j '

pLDDT for monomers or 88*iptm + 2@*ptm for multimers. The Uncertainty metric ranges between 0 and 100

where 0 means high certainty and 100 means high uncertainty (lower is better). This AlphaFold2 implementation N 9568 2967 094 092 060 264% Very High b’:’:i%é(ic ha nge Protei nb\Bt}] D*E*iig_o

uses ColabFold as it is faster and more accurate. 5 96.12 24.83 0.93 091 058 1.08% Very High
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pLDDT (FEXECLDERIEIBIR T ENSVEET AN EEDAIED
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Model Confidence:
B Very high (pLDDT > 90) EJ:OD_?WEE\U :
Confident (90 > pLDDT > 70) .« (FEALDFEED pLDDT ZJ7H B
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Low (70 > pLDDT > 50)

Very low (pLDDT < 50)
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Credits for diagram on the left
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